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INTRODUCTION TO THE SPECIAL ISSUE ON E-INFRASTRUCTURES FOR
EXCELLENT SCIENCE: ADVANCES IN LIFE SCIENCES, DIGITAL CULTURAL
HERITAGE AND CLIMATOLOGY

It is our pleasure to present this special issue of the scienti ¢ gurnal Scalable Computing: Practice and
Experience. In this issue (Volume 19, No 2 June 2018), we have selectéd papers which have gone through
peer review and represent novel results in the elds of Life Scigces, Digital Cultural Heritage and Climatology,
using state-of-the-art e-infrastructures, regionally integrated under the framework of the VI-SEEM project, and
the related Virtual Research Environment (VRE). e-Infrastructure s o er state-of-the-art IT resources which are
the foundation that supports the scienti ¢ excellence in contempoiary research. The VI-SEEM VRE integrates
resources across all layers of the e-Infrastructure (networking, coputing, data, software, user interfaces) to
foster scienti ¢ excellence in selected elds and encourage crosBsciplinarity as well.

In the content of this special issue the papers are ordered thematiclylin 4 groups: Climatology (5 papers),
Life Sciences (3 papers), Digital Cultural Heritage (2 papers) and Toolsand Services (4 papers).

Climatology. The rst paper presents an online interactive platform that aims to pr ovide weather infor-
mation about Armenia by integrating observations, model and satellite dai@a. The topic is interesting from the
practical point of view and might be very useful, especially for meteoologists.

The second papers studies the e ect of the dust on climate in the Caugsus region, with a speci ¢ focus on
Georgia, using the Regional Climate Model RegCM interactively coupledo a dust model. The simulations cover
the period 1985-2014 encompassing most of the Sahara, the Middle East, the GiteCaucasus with adjacent
regions.

The third paper provides insight in the performances of wind simuhtions for high resolution models of the
terrain. The presented results rationalize the possibility to run in reasonable time high resolution models, while
showing that the impact of turbulence does not have signi cantly increases the computing requirement.

The fourth paper presents adaptation and tuning of the RegCM model for the Balkan Peninsula and Bulgaria
and development of a methodology able to predict possible changes of thegional climate for di erent global
climate change scenarios and their impact on spatial/temporal distribution of precipitation, hence the global
water budgets, to changes of the characteristics and spatial/temporal digibution of extreme, unfavorable and
catastrophic events.

The fth paper presents comparison of two approaches (static and dynamial) used to compute the vibra-
tional spectra of two conformers of the free formic acid molecule. Thedpic is interesting within the context of
the atmospheric chemistry research eld and it is of su cient impor tance regarding the vibrational spectroscopic
data and induced temperature e ects of intramolecular motions.

Life Sciences. The manuscript from Astsatryan et al. describes a platform, which conssts of data repos-
itory and work ow management services for Molecular Dynamics simulatiors. The platform focuses on an
interactive data visualization work ow service as a key to perform more in-depth analyzing of research data
outputs.

The manuscript from Bigovic et al. describes the organic synthesis afhree enol carbonate derivatives and
the analysis of their interactions with T4 lysozyme L99A/M102Q using moleculr dynamics (MD) simulations.
The results obtained by di erent software packages are discussed.

The manuscript from Koteska et al. describes a semi-empirical Moleular Dynamics study of irinotecan, a
colon cancer drug, using the atom-centered density matrix propagation apmach. The described methodology
was used to study the structure, dynamics, and rovibrational speatum of irinotecan.

Digital Cultural Heritage. The paper of Charalambous and Artopoulos presents the deployment of the
Clowder CMS system and the development of extraction services todndle, manage and automatically process
Digital Cultural Heritage data in order to enable virtual collaboration for re search in the South East and Eastern
Mediterranean region. Technical descriptions of the system are giveand some results are provided.

In the paper of Elfarargy and Rizq a software system called Virtual MuseumFramework (VirMuF), which
is a set of tools that can be used by non-developers to easily create andlgish 3D virtual museums in a very
short time is presented. VirMuF is an open-source and teams includig software developers can further extend
VirMuF to t their needs.
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Software Tools and Services. Dimitrov and Stoyanov present the Data Discovery Service suppding
the VI-SEEM project Virtual Research Environment - VRE. The solution is based on an open source platform
with special customization regarding the data harvesting methods fom diverse data sources and updating the
available content so that the users will seamlessly access all the dafrom a single point.

The paper of Golubev et al. addresses the problems of optimization of meckl image storing and secure
access, using the DICOM system. Based on the Moldova DICOM Network athitecture, the system enables
distributed search, and transportation of DICOM images. Additionally, several optimization problems are
addressed by the authors, along with the integration challenges withirthe VI-SEEM VRE.

In the paper of Mishev et al. the design, requirements and implemetation of a federated virtual research
environment, based on the service orientation paradigm, o ering anythihg as a service solutions, have been
considered. The challenges of the service management implementatidacusing on interoperability by design
and service management standards have been discussed.

The manuscript of Vudragovic et al. gives an extensive insight of the deelopment and implementation
of the DREAM dust model (DREAMCLIMATE service). Additionally, a use -case study of the premature
mortality due to the desert dust in the North Africa - Europe - Middle East region for the 2005 obtained by
the application of this model is presented, justifying the modeland the applicability of the service itself.

We would like to thank all those who kindly contributed to this Special Issue: the authors who submitted
their papers, reviewers for their help and proposed improvementsespecially to Dr. Zoe Cournia, Dr. Theodoros
Christoudias and Dr. George Artopoulos for their valuable remarks and suggesins. Our special gratitude is
for the Editor-in-Chief, Professor Dana Petcu, for her constant suport.

Aneta Karaivanova, IICT-BAS, Bulgaria
Anastas Mishev, UKIM, FYR of Macedonia
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WEATHER DATA VISUALIZATION AND ANALYTICAL PLATFORM

HRACHYA ASTSATRYAN, HAYK GRIGORYAN, ELIZA GYULGYULYAN, AN USH HAKOBYAN, ARAM
KOCHARYAN, WAHI NARSISIAN, VLADIMIR SAHAKYAN, YURI SHOUKO URIAN, ARTUR MKOYAN , RITA
ABRAHAMYAN, ZARMANDUKHT PETROSYAN Y AND JULIEN ALIGON 2

Abstract. This article aims to present a web-based interactive visual ization and analytical platform for weather data in
Armenia by integrating the three existing infrastructures for observational data, numerical weather prediction, and  satellite image
processing. The weather data used in the platform consists o f near-surface atmospheric elements including air tempera ture,
pressure, relative humidity, wind and precipitation. The v  isualization and analytical platform has been implemented for 2-m
surface temperature. The platform gives Armenian State Hyd rometeorological and Monitoring Service analytical capab ilities to
analyze the in-situ observations, model and satellite imag e data per station and region for a given period.

Key words:  Weather data, OLAP, web-based visualization, observation al data, numerical weather prediction, satellite image
processing.

AMS subject classi cations. 68M14, 76M25

1. Introduction.  Armenia occupies the north-eastern part of Armenian plateau and centrapart of Lesser
Caucasus range (latitude 38.51' to 41.18' North, longitude 43.29' to 46.37' East), with tke area of about 30
000 sg.km. The geographical location of Armenia and complex mountainous reliéhas led to the diversity of
natural conditions across the country. Armenia is on the northern edge of he sub-tropical zone, in latitudes
characterized by an arid and continental climate. Due to a mountainous réef, di erent climatic zones exist and
the weather may have high spatial gradients. High uctuations in annual and daily temperatures are typical for
the Armenian climate. The presence of six climatic zones from dry sufpopical to rigorous high mountainous and
from everlasting snowcaps to warm humid subtropical forests and hund semi-desert steppes make additional
challenges on weather forecasting and climate prediction for the Armemin State Hydrometeorological and
Monitoring Service (AHMS).

The meteorological data, received from 47 meteorological stations, serves as aput for the global atmo-
spheric models to produce weather forecasts at the global scale. Onfgur stations provide historical data and
monthly updates to the Global Climate Observing System Surface Netwrk and three meteorological stations
provide synoptic data to the gridded analysis dataset.

The observation data received from the meteorological stations and data regved from a global model
used as inputs and outputs to the high-resolution numerical weather pediction models to produce outputs of
temperature, precipitation, and other meteorological elements from tke ground to the top of the atmosphere
[1, 2].

The Three-Dimensional Variational (3DVAR) data assimilation method is used to combine all available
information on the atmospheric state in a given time-window to generatean estimate of atmospheric conditions
valid at a prescribed analysis time [3]. Sources of information used tonpduce the analysis include observations,
previous forecasts (the background or rst-guess state) and satellitemages. Currently, satellite imagery is
used for the future experiments, as the availability of reasonable dat over regions, where observations are
scarce, is crucial to increase the accuracy of numerical predictioriThe high-performance computational (HPC)
resources of the Armenian e-infrastructure are used to resolve mesmde weather events better and hence to
give reasonably accurate forecasts in a short range [4, 5].

This article aims to present the weather data interactive web-basd visualization and analytical platform?.
The platform has been developed for the weather data in Armenia by intgrating the three existing platforms

Institute for Informatics and Automation Problems of the Na  tional Academy of Sciences of the Republic of Armenia, 1, P.
Sevak str., 0014 Yerevan, Armenia ( hrach@sci.am).
YArmenian State Hydrometeorological and Monitoring Servic e, 09/8 A. Mikoyan Str. 4th Block of Davitashen, 0054 Yerevan
Armenia.
ZUniversity of Toulouse, 41 Ales Jules Guesde - CS 61321, To ulouse, France.
1Weather data interactive web-based visualization and anal ytical platform: http://meteo.grid.am

79



80 H. Astsatryan, H. Grigoryan, E. Gyulgyulyan, A. Hakobyan, A . Kocharyan, W. Narsisian, V. Sahakyan, et al.

| Tables | | Charts | Visualisation Google Maps

A

Data analytics
A

Data Management
A
A

| Cloud | |Am1Cfuster| HPC and Data infrastructures

Fig. 2.1 . The framework of the platform.

for observational data, numerical weather prediction and satellite image pocessing. The platform provides a
way to compare the output of forecasting model with the observation datagathered from di erent stations for
a chosen frame of time. The suggested platform is essential for a wide rge of applications, such as urban area
management, sustainable development and nature protection, regional andtal planning, agriculture, forestry
and sheries, health, civil protection, infrastructure, transpor t and mobility or tourism.

The remainder of this paper is divided into the following sections section 2 introduces the infrastructure,
section 3 represents the discussions and analyzes and nally, seati 4 is the conclusion.

2. Infrastructure.  The suggested interactive web-based visualization and analytical platdrm consist of 5
main layers (see Fig. 2.1). The bottom layer provides HPC and data resowes, which is especially important for
the digital models and satellite image processing [6]. The resourcex the Armenian e-infrastructure are used,
which is a complex national IT infrastructure consisting of both communication and distributed computing
infrastructures.

The datasets layer combines three types of data platforms for furtheranalysis:

Model output: outputs of weather prediction models;

Satellite images: multispectral satellite images covering the tettory of Armenia;

In-situ data: meteorological stations observations, as a base to analyze theedtiation values with other
model outputs and satellite images.

The Data management layer provides intelligent tools to transfer rav data to data analytics layer. The
Integrated Rule-Oriented Data System (iRODS) provides a middeware between the physical data storage
systems and the user interface [7].

As soon as data reaches data analytics layer, it is processed and only seal indexes are left from huge
amount of initial raw data. Finally, the top layer and nal destination of alr eady processed data is visualiza-
tion layer, where the outcome indexes are transformed to more useriéndly graphs or tables. Moreover, the
advantages of Google Maps are used to map these indexes with their real kton on the map.

2.1. Datasets. Observational datasets provide from various weather stations obtained vth codes SYNOP
(surface station reports observations). SYNOP reports are typically sehevery three hours, which consists of
groups of numbers describing general weather information, such as themperature, sea level pressure, visibility,
wind direction and speed, etc.

The numerical weather prediction models are initialized using NCEP (National Centers for Environmental
Prediction) Global Forecast System analysis and forecasts at 0.5 deg hodntal resolution [8]. Data produced
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Fig. 2.2 . Parent (D1) and nested (d2) domains using in the models.

during pre-processing and simulations of the models are in the Lamlve conformal projection, which is well-
suited for mid-latitude domains.

The model's setup (see Fig. 2.2) consists of a parent D1 domain (with acenmon center located at longitude
44.7, latitude 40.0) covering partly of Europe and all the Caucasus and parts of €ntral Asia and the Middle
East and the nest domain d2 covering the whole territory of Armenia. Themodel uses 1-way nesting strategy
and vertical 31 etalevels.

Earth surface temperature, including land surface temperature (LS), is an important parameter re ecting
earth surface environment and is widely used for climate change and welag¢r forecasting. Landsat imagery is
used, which supplies high-resolution visible and infrared imagerywith thermal imagery and a panchromatic
image also available from the ETM+ (Enhanced Thematic Mapper Plus) sersor [9]. The single-channel method
is used for LST retrieval. This method employs only the single themal band of satellite imagery. This method
is suitable for sensors that have only one thermal band such as Landsat TM/EM+. The data acquisition dates
had highly clear atmospheric conditions, and the images were acquired tbugh the United States Geological
Survey Earth Explorer Data Center, which has corrected the radiometic and geometrical distortions of the
images to a quality level of 1G before delivery. The images are availablenithe GeoTi format allowing to
reformat, re-project and easily perform operations. Two images per dayor daytime and nighttime is available
covering the territory of Armenia.

2.2. Tools and models. As a geographic information system (GIS) software suite, the Geographic Re
sources Analysis Support System (commonly termed GRASS GIS) is usefr satellite image processing, pro-
ducing graphics and maps, spatial and temporal modeling, and visualizatiorf10]. GRASS GIS is currently
used in academic and commercial contexts around the world, as well as in mgrgovernmental agencies and
environmental consulting companies. It can handle raster, topological vetor, image processing, and graphic
data. GRASS GIS contains over 350 modules to render maps and images on monitand paper; manipulate
raster and vector data including vector networks; process multisgctral image data; and create, manage and
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store spatial data.

In the beginning, the workspace containing the following information is set up for every GRASS GIS session:
Location - de nes the projection, default spatial extent, and resolution for all data in the project;
Mapset - de nes collections of data within a given location. Mapsets carbe used to organize data of
similar types or categories;

Database - de nes where in the le system the les for the GIS will be stored for the given location
and mapset.

As soon as all the images are the same GeoTi type the created workspaces argentical and the same
ESPG geodetic parameter dataset is used. After the workspace is create"r.in.gdal" is used to import raster
image to the workspace. Than by using r.mapcalc the LST index is calculad for every point on the map to
allow quickly retrieve LST for a given coordinates by using "r.what" module. By implementing these steps we
get the LST as an output.

The mesoscale Weather Research and Forecasting (WRF) model [11, 12], whiis adapted for the territory
of Armenia, is used for operational weather forecasting (WRF-ARW version 36). The WRF model has become
one of the world's most widely used numerical weather prediction modls. Designed to serve both research
and operational needs, it has been grown to o er a spectrum of options and cabilities for a wide range
of applications. The WRF model is initialized using NCEP (National Centers for Environmental Prediction)
Global Forecast System analysis and forecasts at 0.5 deg horizontal resolati. USGS (US Geological Survey)
30 arc-second digital topography database is used to interpolate the topographgnd land use. The Lambert
conformal projection is used, as it is well suited for the mid-latitude domains. The model operates on two grids,
the rst parent domain covers the major part of Europe and all the Caucasusand some parts of the Central
Asia and the Middle East (40.0_ N, 44.7_ E) with 202x202 grid points at 18-km, the second nest domain covers
the whole territory of Armenia with 6-km horizontal resolution and 97x70 grid points. The following physical
parameterization schemes are used in the model:

microphysics; WRF Single-Moment 6-class (WSM6);

radioactive processes: RRTM/ Dudhia;

the surface layer: Eta similarity based on Monin-Obukhov with Zilitinkevich;

the processes on the underlying surface and in the soil: Noah Land Surfadviodel;
the planetary boundary layer: Mellor-Yamada-Janijic;

cloudiness parameterizations: Kain-Fritsch.

Due to the limited computational resources, the inner domain with 6 km resolution has been implemented.
As a range of every run, 24hours always starting at 0000 UTC of each day has been citered. Observable
2-meters long temperatures from 42 operational stations in Armenia are uskfor data assimilation and to study
the accuracy of forecasting air temperature by the model.

2.3. Data analytics. The everyday rapid growth of data and need in analyze of this data pushedhe
development of analytical processing tools. OLAP (Online analytical pocessing) is a model for accessing
multidimensional data in data warehouses [13]. Data cubes and OLAP sessiare central concepts in OLAP. A
data cube is a collection of facts and dimensions organizing the data of a datwarehouse according to di erent
analysis axes and aggregation measures. OLAP provides a set of operations (sweth drill-down and slice-and-
dice) that transform one multidimensional query into another, which provide high querying. OLAP queries
are formulated as sequences called OLAP sessions. For analyzing data withe spatial and georeferenced
components the Spatial OLAP (SOLAP) technology is used, which allows rapidand easy navigation within
spatial databases and that o ers many levels of information granularity, many themes, many epochs and many
display modes synchronized or not: maps, tables and diagrams [14]. It alles tight integration of GIS and OLAP
systems. A SOLAP system supports three types of spatial dimensionsthe non-geometric spatial dimensions,
the geometric spatial dimensions and the mixed spatial dimensions. Ding an OLAP session, the user analyzes
the results of a query and, depending on the speci c data, applies an ggation to determine a new query that
will give a better understanding of information.

2.4. Visualization.  The implemented tool consists of 3 main logical blocks and the data cindates between
these blocks. The rst block is the Database. PostgreSQL with its RostGIS extension is used to store datasets
with geometrical data. The next block is implementing data analytic logic. The special type of OLAP approach
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Fig. 2.3 . Web-based visualization and analytical platform consists of the following sections: 1- query form, 2 - map, 3 -
temperature chart, 4 - daily average temperature chart, 5 - coe cients table.

is used (Spatial OLAP) to process required data. As a query language for OLAPthe MultiDimensional
eXpressions (MDX) is used to interact and perform tasks with multidimensional databases (OLAP Cubes).
Afterwards, the processed data is transferred to User Interface wére user can create various graphs, tables and
see the output on the map (see Fig. 2.3).

The main screen includes many parts which are marked with red numbms.

Query form - user can select the station, start and end dates and the pérd (by default it takes all

hours from 0 to 21) for requesting the needed plot information. After plot action the charts and the
table will be updated with corresponding values;

Map - highlights the territory of Armenia and with markers displayed t he physical locations of the
stations in the Earth coordinate system;

Temperature and daily average temperature - displays the observatiorand model temperature data
lines correspondingly for each period and the daily average;

Coe cients table - shows the RMSE, BIAS and R correlation coe cient s.

The platform provides the ability to upload new data to the database by using API endpoints. Currently
only the administrator of the platform has access for this actions. For obseration data SYNOP les (the
records are in ascii format) must be used which will be parsed usingcsipt written in JavaScript language.
For WRF model outputs which are generated in netCDF le format the Pyt hon script was created for nding
corresponding values based on the stations information stored in the datadse (see Fig. 2.4).

For observation data the parser script was made with JavaScript for paraig SYNOP les (the records are
in ASCII format).
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Fig. 2.4 . Data work ow consists of API endpoint, database, SOLAP and us er interface steps.

Table 3.1
Mean estimates of veri cation of temperature forecasts for s everal meteo stations per region.

Region Station Height RMSE BIAS R
above sea-level, m
4*Ararat Armavir 870 3.97 -3.53 0.82
Artashat 829 5.69 -5.10 0.73
Ararat 818 5.65 -4.83 0.62
Merdzavan 942 4.71 -4.11  0.79
2*Yerevan Zvartnots 853 4.44 -391 0.82
Arabkir 1113 3.24 -1.92 0.77
2*Syunik Meghri 627 9.89 -7.37 -0.70
Kapan 705 9.69 -7.81 -0.43
2*Tavush ljevan 732 7.61 -4.47  -0.40
Bagratashen 453 7.56 -6.02 -0.31
2*Shirak Ashotsk 2012 2.52 -1.10 0.91
Gyumri 1513 3.91 -3.04 0.82
2*Gegharkunik  Gavar 1960 2.74 -1.61 0.89
Lake Sevan 1917 2.59 1.74 0.90

3. Discussions and analyzes. Various statistical and object-oriented methods are used in the suggeésd
web-based analytical platform to investigate the characteristics of malel-forecast and satellite image errors,
which is important for providing useful guidance to end-users.

As a case study, the 2m temperature has been investigated using the dafrwational and regional high-
resolution WRF model data for the January, 2016. For the studied period, he RMSE, BIAS and R correlation
coe cients are calculated for the observational data and model-forecastdata for 42 observation points dis-
tributed in the territory of Armenia (see Table 3.1). The table shows that the average di erence between the
forecast data and observations is about 4-%C. For all the stations studied, an acceptable correlation coe cient
has been obtained, which allows one to judge the adequacy of the model.

The analyzes, which have been carried out for 42 stations (some high-ditide stations are not considered),
show that the model data for almost all stations are overstated. RMSE vales are about 1.6-2.5C for the
stations located at altitudes above 1500m-2000m, 4.6-9°€ for the stations below 1000m. It means that the
model predicts well the temperature values at a height of 2m for statios located above 1500m and gives
unsatisfactory results for stations below 1500m. The worst results are olatined for stations below 1000m, such
as stations located in Meghri, Kapan, ljevan, Bagratashen, and the valley of $unik and Tavush region.

The January 2016 temperature for Ararat valley and Yerevan is also projectedunsatisfactory. In Ararat
valley RMSE 5.6-6.4C, the worst result was obtained for Ararat station. In Yerevan, a good resit was obtained
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for Yerevan-Arabkir station, which is located at an altitude of 1113m, and the worst result for Yerevan-Zvartnots.
The correlation coe cient varies from 0.80-0.97 for mountain and foothill areas, as for valleys it is from 0.7 to
0.25 and from -0.7 to -0.31.

From all that has been described above, it can be concluded that the WRFmodel with the described
con guration, for a cold period of time, gives a positive forecast for a varable air temperature of 2 m for the
mountain and foothill regions of the republic (Shirak, Kotayk, Gegharkunik, Lori, mountain and foothill areas
of Aragatsotn) and at the same time an unsatisfactory forecast for the Valley of Sunik, Tavush, Ararat valley
and Yerevan.

Analysing all the factors that make up the temperature, we see that thee were fogs in the valley during the
selected period, which was the reason for low temperatures. Thei@e we can conclude that the model WRF,
is not predicted by low temperatures of occurrence of the lowlandg ect of the fog at surface inversion. Such
a result does not satisfy, therefore, it is necessary to improvehie accuracy of the model data, through a proper
tuning, it would be useful to test the impact of resolution given, beause the Armenian terrain has a rather
complex orography and is characterized by several land-category types.

4. Conclusion. The suggested platform enables to integrate already available observati@h, model-fore-
cast and multispectral satellite images and use these data sources fotugies and analyzes in a web-based
visualization environment. The interactive comparison charts for 2m airtemperature allows to visually analyze
and gather the information about model accuracy. It enables to adjust the brecasting results with additional
methods by implementing statistical analyzes and provides a faig high result in cases where the model's
sensitivity is low.

It is planned to improve the functionality of the platform by adding n ew visualization tools of various for-
mats, such as to analyze and compare other near-surface atmospheric elertee Di erent nowcasting method-
ologies based on arti cial intelligence and the utilization of satellite imagery will be implemented for the develop-
ment of a hazardous hydro-meteorological phenomena alarm system. The extded platform will be integrated
with the available cloud services [15, 16, 17] by providing access to theequired specialized climatic data.

The ultimate goal is to develop an integrated web-based service, whicban be used by AHMS for operational
weather forecasting and for data analytics for scienti ¢ studies.
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EFFECT OF DUST AEROSOLS IN FORMING THE REGIONAL CLIMATE OF GEORGIA

TEIMURAZ DAVITASHVILI , NATO KUTALADZE Y RAMAZ KVATADZE Z? AND GEORGE MIKUCHADZE *

Abstract.  The e ect of the dust on the climate in the Caucasus region, wi  th a speci ¢ focus on Georgia, was investigated with
a Regional Climate Model RegCM interactively coupled with a  dust model. For this purpose we have executed sets of 30 years
simulations (1985-2014) with and without dust e ects by Reg CM4.7 model with 16.7 km resolution over the Caucasus domain
and with 50 km resolution encompassing most of the Sahara, th e Middle East, and the Great Caucasus with adjacent regions.
Results of calculations have shown that the dust aerosol is a n active player in the climate system of Georgia. Mineral dus t aerosol
in uences on temperature and aerosol optical depth spatial and temporally inhomogeneous distribution on the territor y of Georgia
and generally has been agreed with MODIS satellite data. Res ults of numerical calculations have shown that dust radiati  ve forcing
inclusion has improved simulated summer temperature. The m ean annual temperature increased across the whole territor y of
Georgia in simulations when dust direct e ect was considere d.

Key words:  Climate change; Caucasus; Georgia; Dust; RegCM4.7.

AMS subject classi cations. 68M14, 65C48

1. Introduction. Dust aerosols in the form of ne particles are scatter and absorb solar and teestrial
radiation and therefore are a ect climate [1]. Besides, lifted up from the soils, rocks, plants, volcanic eruptions
and anthropogenic pollutants into the atmosphere, dust aerosols can red@cevaporation and as a consequence
precipitation processes by reducing the earth surface temperate [2]. Investigations have shown that anthro-
pogenic activities on the average lead to 30 percent of the dust load wheas the storms are the major sources
of mineral loading in the environment [3]. The world's biggest desert Sahara and Sahel in Africa, the Gobi,
Kyzylkum, Karakum, Taklamakan in central Asia) storms usually represent the primary sources for the mineral
dust aerosols transfer in the atmosphere, its sediment on the earth stace and spreading across the Europe, Asia
and Africa continents [1,4]. For instance, desert dust is the pringdbal aerosol component over the Mediterranean
basin and they strongly in uence the Mediterranean climate [3]. For short or long time periods the dust storms
are signi cantly a ecting the earth's atmosphere quality, modifyin g the clouds microphysics, their optical prop-
erties and have a strong in uence on both regional and global climate systas. Indeed, dust storms in uence
the atmospheric radiation budget, the ground surface albedo, the air quaty and consequently the human health
and the entire biota [5-7]. Numerical modeling of the past, present anduture climate processes represents a
good means to study the main factors a ecting the modern climate change Several attempts were made to
examine the global or regional climate models ability and to clarify the dynamical and physical mechanisms
responsible for climate change over the particular regions [3-11]. For itance, for the purpose of assessing the
ability of regional climate model to simulate surface solar radiation patterns over Europe the RegCM4.4 model
was used [11]. The results of calculations from 2000 to 2009 and their comparisoagainst the satellite-based
observations have shown that the model slightly has overestimatedwsface solar radiation patterns in Europe.

At present, the simulations of dust cycle in the global and regional climatic models continue to be an
important research area. In order to better understand the origin condtions of dust storms and their migration
trends, a worldwide e ort has been undertaken by numerous researars to detect the dust aerosols sources into
the main and accessory regions, based on the meteorological monitoring netvksr and satellite observations,
in the last decades [12]. As atmospheric aerosols have substantial impacts the Earth's climate through
their direct, semi-direct and indirect e ects, the inclusion of aerosol processes (evolution during transportation,
deposition, chemical, physical and optical properties) is essentiah global and regional climate models. Thus,
the study of the dust aerosols life cycle, migration and dust-climate mteraction processes by numerical climate
models with dust modules currently are widely appreciated in numerous studies [13-17]. Currently climatic
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impacts of aerosols at the global scale are relatively well understood. Hawver, a number of uncertainties
still exist in understanding these e ects at regional scales [13-15] [16]It's known that the nest desert dust
particles at the near-surface wind threshold conditions are lifted @ to high altitudes of troposphere and then
are transported thousands of kilometers from the source regions [18]. Thasiwhy the e ects of the desert dust
on climate can be felt not only locally but also in regions far from the soures [14]. Dust aerosol in uences and
responds to climate change mainly due to its extinction in shortwaveradiation, that leads to surface cooling,
especially over the arid and semi-arid areas [17].

In order to understand aerosol impacts on climate and environment, a newdust aerosol scheme including
emission, transport, gravitational settling and optical property calculations were implemented and tested by the
Regional Climate Model (RegCM) [14]. The RegCM/Dust model was run from epsodic (few days) to seasonal
(climate mode) periods and the model was able to simulate the occuence of strong dust outbreaks in di erent
regions and to capture the main dust load areas over the Sahel [14]. The cowga chemistry aerosol regional
climate model RegCM was used to investigate the dust emission sizagtribution impact on aerosol budget and
its radiative forcing over the Mediterranean region [13]. RegCM-Dust nodel, with 30 km horizontal resolution,
had been used for estimation of the direct radiative forcing by mineraldust aerosols over the Indian subcontinent
throughout 2009 [19]. The results of calculations have shown that the modelas able to capture the seasonality
of dust emissions, they were reasonably well transported and distrited from the major sources across the Indo-
Gangetic Basin to Himalayan foothills and have 700-850 hPa. The simulations'@sults of 38 summer monsoon
seasons (1969-2006) has shown reduction of average precipitation over the Sategjion executed by the RegCM
model with and without dust e ects over the African continent. Nume rical calculations also have shown that
inclusion of dust module into the model has improved the West Afrcan monsoon simulation quality [20].

Several attempts were made to examine the RegCM/Dust coupled modelsbility for the particular regions
[21-23]. For example, the RegCM/Dust coupled model was capable to simulatig dust seasonal transport
from Sahara towards the South and Central America appropriately [21]. Topograjpy-Modulated dust aerosol
distribution and its e ects on the atmospheric heat source over the Tibetan Plateau, East Asian summer
monsoon onset and prediction of precipitation under di erent terrain settings in East Asia were successfully
studied by RegCM4/Dust coupled model [22]. The results of calculationshave shown that the dust greatly
increments in the Taklamakan desert (accompanied with the uplift at the northern Tibetan Plateau) and
greatly suppresses precipitation in East Asia. Seasonal mean air tempenate (C ) and precipitation (mm/day)
for the three periods of 2011-2040, 2041-2070 and 2071-2100, with respect to the control periof 1971-2000
above the Central Asia domain was studied by RegCM4.3 model [23]. The refis of calculations have shown
high rate of warming in the warm season with a decrease in precipitationri almost all parts of the domain and
warming trend especially for the northern part of the domain during the cold season [23].

So far, no attempts have been made to study the e ect of dust on clima¢ change in the Caucasus region, with
particular attention to the territory of Georgia, by regional climate mode Is including dust module. Although,
there are several publications on this topic [24-27]. The impact of dust deosition on the Caucasus glacial
environment has recently attracted attention of scientists due to the accelerated melting of glaciers in the
Caucasus region [24-26]. Generally, dust deposited on glaciers originatesifin the products of decay of biogenic
material, locally-produced mineral dust and long-travelled desetr dust [25-26]. For example, a signi cant desert
dust deposition event occurred on Mt. Elbrus (Caucasus Mountains, Rasia) on 5th of May 2009, where the
deposited dust later appeared as a brown layer in the snow pack whichriginated in the foothills of the Djebel
Akhdar in eastern Libya. The dust sources were activated by the intruson of cold air from the Mediterranean
Sea and Saharan low pressure system and transported to the Caucasus alathg eastern Mediterranean coast,
Syria and Turkey [27].

It's known that the dust aerosols have an indirect e ect on the radiation through e ecting cloud microphysics
[28]. The most dust aerosols are settled in the atmospheric surface andagretary boundary layers where the
atmosphere-surface exchanges energy and water takes place [29]. The dpstrticles in uence microphysical
and optical properties of the cloud by scattering and absorbing the shortand long wave radiation [30]. The
observations have shown that the dust aerosols e ect cloud thermodyamic (temperature, relative humidity)
and microphysics [31]. The dust aerosols modify cloud properties, thamount, size of cloud droplets and ice
crystals [32-34]. Mineral dust aerosols are important components of the EartB system and have in uence on
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the cloud system [28,35] by re ecting solar energy and resulting in sdace cooling [36].

The problem of the forthcoming global climate change resulting from natual and growing anthropogenic
factors (economical and technological development, overexploitation of lash, water, oil and gas resources) gain a
particular importance for the territory of Georgia because of its locationand compound orography. In Georgia
there are 11 types of climate zones from semi-desert to subtropics dluding mountainous zone of Caucasus
with constant snow and glacier. Climate temperature data for the last 100 yars have shown climate cooling
process in the western and climate warming in the eastern Georgia andlso permanence in some micro regions
of Georgia. Itis necessary to nd constantly acting thermal and advective-dynamic sources being responsible for
this change. Especially interesting is the impact of increasing cotentration of radiation gases, aerosols and dust
(dust is one of the main pollutants of the territory of Georgia) on the regional climate, as their accumulation in
the lower atmospheric layer plays the role of the scum, which intasi es solar warming of the atmosphere and
considerably decreases long-wave ow directed from the Earth to theouter space.

In this study, the RegCM4.7 model coupled with a dust module is corgured with a relatively high horizontal
resolution (16,7 km) and used to simulate dust aerosol distribution and s e ects on the climate in the Caucasus
region. This article examines the role of dust (mineral aerosols) in theegional climate of Georgia by comparing
two 30 year simulations executed with and without fully coupled radiatively interactive dust emissions. It was
found that RegCM4.7-BATS and its dust model had simulated well the temporal and spatial distributions of
mineral aerosols over the Georgia.

2. Model description and data. This study is based on the fourth generation regional climate mod-
eling system RegCM4 [37], where the mineral dust particles' emigsn, transport and deposition are included
[14]. The RegCM4 is a sigma regional climate model with a dynamical core bas on the hydrostatic version
of the PSU/NCAR Mesoscale MM5 Model [38]. The model has been widely used antested for the study
of regional climatic change and especially for simulations of the e ect of dat aerosols in forming the regional
climate [6,14,37]. The coupled dust module includes dust emissionyansport (wet and dry removal), grav-
itational settling and optical properties' calculations. The dust emission scheme completely depends on the
simulated surface wind threshold friction velocity value, boundaty layer atmosphere processes and land surface
characteristics (surface roughness and soil moisture) which are praded by the surface biosphere-atmosphere
transfer scheme BATS. We examine the role of mineral dust e ect in érming the regional climate of Georgia
by RegCM4/dust model as dust represents the main pollutant for the teritory of Georgia [25,39]. During the
last decades, there has been a signi cant improvement in understating of the dust sources, its transportation,
properties and in modeling capabilities [39]. In our study the dust mrticles are divided into four size bins: ne
(0.01-1.0 m), accumulation (1.0-2.5 m), coarse (2.5-5 m), giant (5.0-20.0 m) and we used four steps in dust
parameterization [39]. The dust transport, deposition and removal proceses have been described in detail in
articles [40] [41] and were used in this study.

2.1. Dust Parameters Satellite Measurements. The modeled dust Aerosol Optical Depth (AOD)
data have been examined against the Moderate Resolution Imaging Specradiometer's (MODIS) data with
al 1 resolution. There are two MODIS sensors which are observing Earth tim polar orbit of NASA's
Terra (since February 2000) and Aqua (since June 2002) satellites [42-44]. Fohis reason, some simulations
relating to AOD were executed over 15-year (2000-2014). The retrieved AODbutputs from both Terra and
Aqua satellites were used in our study.

The contours of dust load volume concentration were retrieved from the @GLIPSO monthly mean gridded
(2 5) outputs. The CALIPSO products gave us the aerosol extinction coe cient at 532 nm, column aerosol
optical depth and aerosol layer properties in the global grid cells.

2.2. Meteorological data. The results of modeled climate characteristics (among them precigations)
executed by the RegCM4 model are signi cantly impacted by the boundry conditions (BCs). In our study
the BCs for the RegCM4 model domain have been created from ERA-Interh the state-of-the-art global atmo-
spheric reanalysis data which were developed by the European Cemtrfor Medium Range Weather Forecasts
[45]. It should be mentioned that observational data have been combined ith modeled information from the
previous time step in order to construct the global atmospheric condiions. The results of calculations have
been validated against Climate Research Unit (CRU) data which present he gridded global climate database of
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Fig. 3.1 . Location of the study area. Coarse and nested domains.

monthly meteorological measurements from ground-based stations [46]. Thaiface measurements of tempera-
ture, among of six meteorological variables datasets, were interpolated to a 0.75 0.75 grid that have covered
the entire land surface of the planet.

3. Experiments design and method. Our investigation was concentrated on modeling the regional
climate change of the territory of Georgia based on the latest version of Regkd4.7 using BATS (Biosphere-
Atmosphere Transfer Scheme) surface code. The study is focusemh the impact of locally-produced mineral
dust aerosols and long-travelled desert mineral dust on Georgia's regionalimate change. As mentioned above,
the study over Georgia's territory, similarly to the whole Caucasus rgion, has a very fragmented character.
These studies mostly have focused on strong dust events, when stuparticles were observed in Abastumani
(Georgia) and in Mt. Elbrus (Russia) [27,47]. The study of regular and long tem dust impact on the regional
climate has not been carried out for the territory of Georgia yet.

For simulation the period from 1985 to 2014 with boundary conditions from ECMWF ERA-Interim data
(with 0.75 degree resolution) was selected. Our model has coarse domairtlw50 km resolution, (it covers all
of the regions, which mainly take part in the formation of the atmospheric processes over the Caucasus region,
namely: the most of south and east Europe, Ural and Siberian Region, Middle &st and Central Asia) and one
nested domain (fully covering Caucasus region) with 16.7 km resolutiod see Fig. 3.1.

The impact of dust on the regional climate was evaluated by comparing two nmerical experiments in which
the rst was executed without dust and the second one was simulated though interactive dust inclusion. In
order to explore the resolution e ect each run was downscaled with ngted simulation. For the coarse domains
we use time step 100 sec. and for the nested ones - 30 sec. The coarse domaontain 128 grid points in each
of the horizontal directions and 18 vertical levels and the nested domais - 64 and 18 correspondingly.

The same physical schemes were used for Dust and NoDust experiments

{ Holtslag PBL Boundary layer scheme;

{ Tiedtke Cumulus convection scheme over the land and the ocean,;

{ Explicit moisture scheme; In the experiment with Dust only du st tracers - 4 dust bins scheme was activated
and aerosol direct e ects on radiation and dynamics of atmosphere were corggred.

Simulations of the model without chemistry were performed on GRENA's (Georgian Research and Ed-
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Fig. 4.1 . Observed (seawifs) and simulated AOD of summer season for 2000 -2014 period.

ucational Networking Association) cluster (one computing node with 15 ores of Intel Xeon CPU E5-2670
@2.60GHz.) It took approximately 135 hours for the coarse domain and 70 hours for ¢hnested one. For the
simulations with chemistry more powerful computing resource - hijh performance computing cluster ARIS of
GRNET (Greek Research and Technology Network) was used. The model run as performed on the 60 cores
(it corresponds to the 3 nodes) of Intel Xeon CPU E5-2680 v2 @ 2.80GHz. It took agoximately 84 hours
for the coarse and 60 hours for the nested domains. In order to investigatehe usage e ect of two di erent
computational resources on model results the same simulations were ermed on GRENA and ARIS clusters,
the results of calculations were the same.

4. Results and discussions.  On the rst stage, simulation with dust was validated. As in South Caucasus
region we have no ground base stratosphere aerosols observations the only @uto examine dust concentration
in the air is satellite derived data. The simulated AOD results (aerosol optical depth) were compared to
MODIS (MISR, seawifs) data for the four seasons during the period 200@014. From the analyses of MODIS
data value of the AOD is small in winter as this period of year is characteized by heavy snows that prevent
dust accumulation and consequently its values over Caucasus reach onfy1-0.2 aerosol optical depths observed
at characteristic wavelength of 550 nm. The maximum values of the AOD ocar in spring and at the beginning
of summer season (March-June), when dust is uplifted and transportg from the Sahara and Middle East across
Mediterranean to the Black Sea's east coast and reaches the Caucasus regid7]. Indeed, in spring due to
activation of dust transportation from Libyan and Egyptian deserts, the cir culation process values of AOD
increases and it reaches over Caucasus 0.5-0.6 at 550 nm. Also, the observatidrave shown that the aerosol
episodes are frequent during the dry period too, from June to Oatber [42]. In contrast, AOD is minimal in
winter. From June to October the subtropical Atlantic high (Azores) p revails over the black sea basin, enhances
and causes subsidence. Thus, it results in an extremely stable atmsphere and in absence of rainfall, conditions
that favor the aerosol accumulation in the atmosphere. These variations rated to synoptic meteorological
conditions were investigated previously by authors [23,27,42].

The seasonal distribution pattern of simulated AOD's agrees well withMODIS data. It should be noted
that in spring and summer sessions the simulated dust concentratios and corresponding AOD in the dust
storm generation regions are overestimated, but for the Caucasus region callated AOD values are very close
to satellite data. For comparison the observed and simulated AOD are preanted for summer period on the
Fig. 4.1.

To evaluate the impact of dust on the simulated 2 m temperature all of the4 runs have been interpolated on
nested domain's grid and compared to the 0.50-resolution Climatic ReseahncUnit (CRU) surface temperature
(for land only) for annual and seasonal scale. On Fig. 4.2 observed and modeledimmer and winter mean
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Fig. 4.2 . Summer and winter mean surface temperatures observed (CRU) and simulated (with Dust and NoDust on di erent
resolutions).

temperature plots are presented. From these plots di erence betwen experiments with Dust (left on the Fig.)
and NoDust is evident, as well as di erence between spatial resolutios It depends on di erent sub-regions and
is in agreement with CRU data.

To examine the simulation performance across the experiments on dieent sub-regions of the South Cau-
casus nested domain was divided in 8 sub-regions. These regions mostgver Georgia's territory but also
include some other parts, according to the factors of local climate formabn. On Fig. 4.3 location and names
of sub-regions are presented, where SCC is Central part of South CaucasuSWC - Western part of South
Caucasus, SEC - Eastern part of South Caucasus, EP - Eastern plane terdty, KP - Kolkhety Down land, AJ
- South mountainous part of Ajara, JP - Javakhety Plato, CP - Central part of Georgia including Likhi range.

The mean annual, as well as summer and winter temperatures bias, standdrdeviation and correlation
coe cient in comparison with CRU data have been calculated from all of the 4 simulations and mean values
across mentioned 8 sub-regions evaluated (Table 4.1).

According to the Table 4.1, annual negative bias appears in all sub-regions fahe NoDust simulation, the
biggest one is in EP sub-region, bias from Nested NoDust run is even biggeoif the most of sub-regions. Dust
simulation has evident benet in reduction of mentioned cold bias, andin the western sub-regions produces
warm bias. Nested Dust run also improves performance. Namely for EP subegion it continues the reduction
of negative bias and smoothes bias in other regions produced from the coerglomain.

On the seasonal scale, Dust experiment improves winter mean tempegure simulation for all sub-regions,
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Fig. 4.3 . The contours represent the terrain elevation (m). The boxes i ndicate the 8 sub-regions.

and Nested Dust run performance is better. But summer Dust expernent produces relatively large warm bias
for south west sub-regions. The Nested Dust run for summer has betteresults for some sub-regions than course
run. But for others - mostly central regions Nested Dust run simulation increases warm bias. These results
are obtained after comparison with 0.% resolution observations gridded dataset. Comparing them with ner
spatial resolution's observations will be useful to avoid mistakes raied from smoothing local e ects.

5. Conclusion. We have investigated the dust's direct e ect and its in uence on the Georgia climate.
This is rst attempt to study this problem using RegCM model with dust module taking into account the
aerosols radiative forcing in Georgia. In this paper, one climate paramete? m temperature was examined
and the di erence between Dust and NoDust simulations was found. The mrean annual temperature warmed
across the whole territory of Georgia in simulations where dust's diret e ect was considered. The temperature
performance was improved, as it had negative bias in simulation where di e ect wasn't taken into account.
The ner resolution temperature results on annual scale have been iproved more. On seasonal scale nested
run has inhomogeneous results. It di ers from sub-region to sub-regiorand from season to season, and it's
especially diverse in summer. This result should be veri ed bymeans of rigorous comparison with observations
from di erent sources and resolution. We begin our study from near suréice temperature characterization, as it
is a well-known and observed variable, but changes in temperature duto the changes in the radiation budget
and cloud microphysical processes and thermodynamic state consideg the e ect of the dust and aerosol. To
conclude how our results are relevant for the temperature, it is neessary to examine parameters of the cloud
and radiation and continue this study by evaluating these variables.
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Table 4.1
Mean Annual, Temperatures Bias, Standard Deviation and Corre  lation Coe cient for 8 sub-regions from 4 simulations.

Dust NoDust

BIAS | STDV | CORREL | BIAS | STDV | CORREL

SCC | 191 1.79 0.987 -0.53 1.94 0.984

CG -1.03 1.62 0.988 -2.79 1.66 0.986

SEC | 2.00 1.90 0.990 -0.57 1.77 0.988

EP -1.99 1.49 0.990 -3.15 1.47 0.989

JP -0.81 1.57 0.987 -2.61 1.70 0.984

KP 0.57 2.11 0.984 -1.67 2.21 0.981

AJ 0.41 1.79 0.983 -0.99 1.93 0.981

SWC | 0.60 1.48 0.987 -1.41 1.54 0.985

Nested Dust Nested NoDust

BIAS | STDV | CORREL | BIAS | STDV | CORREL

SCC | -0.57 1.95 0.984 -2.11 2.00 0.981

CG -0.81 1.72 0.987 -1.99 1.71 0.985

SEC | -0.44 2.08 0.987 -1.72 1.89 0.987

EP -1.21 1.61 0.988 -2.15 1.46 0.989

JP -0.73 1.70 0.985 -2.07 1.77 0.983

KP -1.03 | 216 0.983 -2.43 2.10 0.982

A -0.41 1.93 0.980 -1.90 1.93 0.979

SWC | -0.52 1.57 0.984 -1.83 1.64 0.982
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AN ANALYSIS FOR PARALLEL WIND SIMULATION SPEEDUP USING OPENFOAM

NEKI FRASHERI YAND EMANOUIL ATANASSOV z

Abstract.  An analysis of speedup for parallel execution of OpenFOAM so ftware for wind simulation over rugged terrain is
presented in the paper. Runtime speedup is analyzed using sm all and medium resolution DEM models for icoFoam and pisoFoa m
solvers, the latter due to consideration of turbulence, run ning in the parallel system Avitohol of Institute of Informa  tion and
Communication Technologies of the Bulgarian Academy of Sci ences. The results gave a clearer view about the possibility to run
in reasonable time medium and high resolution models in regi onal scale, while indicating the weight of turbulence calcu lations for
computing runtime requirements.

Key words:  OpenFOAM; wind simulation; HPC scalability

AMS subject classi cations. 68U20, 68W10, 68W40

1. Introduction.  The H2020 project VI-SEEM aims at creating a unique Virtual Research Envionment
(VRE) in Southeast Europe and the Eastern Mediterranean (SEEM), with special focus on the scienti c commu-
nities of Life Sciences, Climatology and Digital Cultural Heritage [https://vi-seem.eu/]. One of the tasks in the
project was to realize in VI-SEEM VRE the wind simulation over rugged terrain in regional scales, important
for environmental studies and green energy production, which had to b undertaken by Polytechnic University
of Tirana (UPT), Albania.

Involved for the rst time in such simulations at UPT, we selected for this purpose the OpenFOAM software
[https:/imwvww.openfoam.com/], which is one of available open source packages solve Navier-Stokes equations
for uid dynamics, applicable for air ows.

Tanasescu has presented OpenFOAM as a leading Open Source CFD (Comjpatibnal Fluid Dynamics)
having qualities of accessibility, transparency, customization, ad extensible [1]. The package o ers a multitude
of solvers, parallelized with MPI, for di erent Navier-Stokes problems.

A number of factors that impact the volume of requested computing capadies were identi ed during the
literature review, related with the scalability dependence fromthe nature of concrete models, model size, inter-
process communication, etc. In particular, air ow around sails solutions are presented in [2] by Lombardi et
al, and the impact of data interchange between cores is evaluated. Rauekt al analyzed air ows in turbines
[3]. Lysenko et al presented several cases of turbulent ows in [4],onsidering both weak and strong scalability
for the OpenFOAM. Rivera et al studied large eddy ows and related scahbility [5].

Dagna and Hertzer studied the scalability of OpenFOAM with hybrid MPI and OpenMP parallelization
with up to 4096 cores in BlueGene/Q system [6]. Lysenko et al simulated aedynamic sound from a circular
cylinder using up to 256 cores with an average e ciency of 70% [7]. Karasektel compared di erent benchmarks
for evaluation of OpenFOAM performance using up to 1024 cores [8].

Kornyei studied the speedup and scalability of simulating combustble gas ows with up to 256 cores in [9].
Ponweiser et al presented uid-structure simulations for aircraft design in [10], dealing with memory limitations
for limited number of 128-256 cores. Sidlof and Ridky studied the scalaltly of simulated ows past airfoil in
[11], experiencing 50% speedup reduction when over 36 cores weredise

Atmospheric simulations were done by Flores et al for turbulent ows over complex urban geometry [12].
Vermier et al analysed the atmospheric boundary layer in complex terain [13]. Garcia et al studied the buoyancy
e ect of temperature over terrain, using SRTM Digital Elevation Mod el and Landsat infrared imagery for the
ground temperature [14].

Garcia and Boulanger simulated the altitude winds over mount Saint Heles using SRTM Digital Elevation
Model [15]. Hardin o ered a solution how to build OpenFOAM terrain mesh using Digital Elevation Models

The work presented in this paper has been supported by EU unde r the H2020 programme Grant agreement no. 675121 VRE
for regional Interdisciplinary communities in Southeast E  urope and the Eastern Mediterranean (VI-SEEM).
YFaculty of Information Technology, Polytechnic Universit y of Tirana Tirana, Albania ( nfrasheri@fti.edu.al ).
ZInstitute of Information and Communication Technologies, Bulgarian Academy Of Sciences, Soa, Bulgaria
(emanouil@parallel.bas.bg ).
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from GRAS GIS system [16]. Tapia made a synthesis of theoretical issuesd OpenFOAM with cases of wind
farms and simple hill terrain [17].

Most of the reviewed literature presented for concrete problems somruntime analysis, but without details
on memory usage, which resulted to be critical in our case and con rmedhe remark of Culpo that the size of
problems that can be handled on a HPC cluster lies beyond the limitahs imposed by smaller in-house clusters
[18].

Our study was focused on the evaluation of OpenFOAM scalability when itruns for 3D regional wind
simulations in HPC systems in our disposal. Simulations were plannedof the geographical region that includes
Albania, two thirds of which is mountainous. In order to include rugged terrain in OpenFOAM data, we used
the Digital Elevation Model (DEM) fragment of mountainous area includin g Albania from the NASA Shuttle
Radar Topography Model (SRTM) data obtained from USGS archive [https://eart hexplorer.usgs.gov/]. The
selection of SRTM DEM was based on the facts that it can be obtained freelyfrom the Internet and we had
previous experiences with its usage.

The models were designed to take into account air turbulence, whitrequires iterative solution of equations
for a sequence of time intervals and periodical storage of related tempal results in disk space. While increasing
the model resolution through decreasing of spatial mesh steps, anoth@roblem emerged related with the balance
between spatial and temporal discretization steps [19], leading to th@eed of decreasing time steps proportionally
with spatial steps, and increasing the number of iterations in order b keep the same time span.

First experiments were carried out in local workstations and the smadl multiprocessor system of UPT,
obtaining a rst evaluation of computing capacities, as a preparatory phasefor running it in the VI-SEEM
VRE [20], [21]. In the actual paper results from new experiments in Avitolol are presented.

2. Experimental Setup. Atmospheric winds can be simulated solving Navier-Stokes equationapplied
for incompressible laminar and turbulent ows in spatial 3D volumes. Equations include the temporal dimension
as well, especially necessary for turbulence problems. Software @pFOAM solves Navier-Stokes equations using
nite volume methods based on digitized spatial 3D mesh, through a suié of iterations in temporal dimension.
In order to include the e ect of buildings and mountains in air ows, 3D mesh generated for a rectangular
volume should be deformed following a digital elevation model of the rgef.

Mountainous ranges in Western Balkans are cut by a network of narrow deep alleys, which impact the
air ows due to meteorological conditions. Valleys less than 1km wide regire wind simulation models of
high resolution. NASA SRTM DEM with 3 arcsec per pixel, which corresppnds with a rectangular metric
resolution of 100x100m in equator and 70x100m in latitudes 40 degrees (meridians arearer each other farther
from equator), and it would be suitable for wind simulations in narrow valleys. We selected the DEM section
covering Albania with the highest resolution available 3 arcsec per ixel with size 3600x4800 pixel (Fig. 2.1.a),
de ned with corner coordinates in degrees, minutes and seconds:

Upper Left (18d59'58.50"E, 43d 0' 1.50"N)

Lower Left (18d59'58.50"E, 38d59'58.50"N)
Upper Right (22d 0' 1.50"E, 43d 0' 1.50"N)
Lower Right (22d 0' 1.50"E, 38d59'58.50"N)

The 3D model size of lower atmosphere volume in kilometers was 270x480x10, whethe variation of
arcsec metric distances by latitude was considered. Our experinmés were based on several models of the same
volume with di erent resolutions in the range from DEM 36x48 pixels up to 500x667 pixels obtained reducing
proportionally the Fig. 2.1.a image, with a spatial meridian step varying respectively from 10km to 720m.

The characteristics of used model resolutions are presented in Tabl2.1, where respective nhumbers of
digitized nite volume elements in three spatial dimensions (X, Y, and Z), their total number, and requested
virtual memory (RAM) for each case are presented. The factor dedicateddr each of models, proportional
with related one-dimensional size in pixels, is used to simplifythe graphical presentation of results. It was
not possible to run models with higher resolutions, for which the exapolation was used to evaluate requested
computing capacities.

The Reynolds number for the air was taken 1e-5, situated in the letransportProperties. Boundary condi-
tions were de ned in les 0/p and 0/U, applied for boundary faces of 3D rectangle in the leblockMeshDict as
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Fig. 2.1 . a) 3600x4800 DEM image for Albania and surrounding area; b) bot tom face of 3D volume deformed based on DEM.

Table 2.1
Model sizes used for experiments

| Factor [ X pixels [ Y pixels | Z pixels | Elements | RAM KB |

10 36 48 10 1.73E+04 | 1.20E+05
43 154 206 43 1.36E+06 | 1.25E+06
60 216 288 60 3.73E+06 | 3.07E+06
100 360 480 100 1.73E+07 | 1.31E+07
139 500 667 139 4.64E+07 | 3.34E+07
1000 3600 4800 1000 | 1.73E+10 | 1.43E+09

follows (orientation of front-end and left-right faces were de ned following the direction of the wind north-south):
front end vertical faces: xed walls with uniform values +1 and -1 and zero gradients
left and right vertical faces: xed zero gradient walls
top horizontal face (upper atmosphere): xed zero gradient wall
bottom horizontal face (ground surface): xed zero values wall

The model meshes were generated with the OpenFOAM modulblockMesh Before running OpenFOAM
solvers, the generated spatial coordinates of mesh nodes situated ihd le ./constant/polyMesh/points were
modi ed to include the relief, modifying the altitudes of nodes starting from the bottom of mesh (ground
surface) and decreasing linearly to zero until the top.

Similar with other les used by OpenFOAM, the le points contains in editable format ASCII the data:
a header and the suite of coordinates (x,y,z) of mesh nodes. DEM lesvere downloaded from USGS reposi-
tory in binary format. GDAL software tools [http://www.gdal.org/] were used to process binary DEM data,
using gdalinfo to obtain related metadata, and gdaltranslate to convert data into Surfer ASCII grid format
[http://www.tifton.uga.edu/sewrl/ ownet/ ownet.htm]. The alread  y known and editable grid text format con-
tains the header with number of pixels and the 2D array of heights in meérs, which were used to modify vertical
coordinates in points le using an in-house written software.

Splitting of input data for parallel processing with the solver module and recombination of partial results
were done with modulesdecmposePar dhe reconstructPar. Used OpenFOAM MPI prallelized solvers were
icoFoam for incompressible laminar ows and pisooFoam for turbulent ows.

The execution of OpenFOAM suite in parallel requires running of four modules: the mesh generator
blockMesh (necessary even for simple modi cation of boundary conditions), follwed by the decomposePar
module, the solver {coFoam and pisoFoam in our case), terminating with reconstructPar module.

The OpenFOAM solution gives the distribution of scalar potential and vectorial velocity elds, for the
latter magnitude and three vector components are given for axes X (west teast), Y (south to north), and Z
(bottom-up).
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Fig. 3.1 . a) North-south wind ow in altitude 1000m; b) induced west-east wi  nd ow in altitude 1000m; c) induced vertical
wind ow in altitude 1000m.

Recent experiments were carried out running OpenFOAM solver for 1@00 time steps of length 0.001
second, storing results in external storage at the end of each second foution of 10 seconds. The same was
done for all model sizes, taking into account the time step length regired for higher resolution models. Use of
small spatial steps with long time steps in previous experiments &s led to miss-balance between spatial and
temporal discretization, increasing courant numbers greater that one the case when uid particles jump over
one mesh cell while moving from one time instance to the next one), ahthe divergence of iterative process [19].

The used computer system was the supercomputer Avitohol, with 150 sgers with dual Intel Xeon E5-
2650v2 8C @2.6GHz running Scienti ¢ Linux 6 and Intel compilers, in the Irstitute of Information and Com-
munication Technologies, Bulgarian Academy of Sciences (IICT-BAS).

3. Preliminary Simulation Results. The used SRTM DEM data (Fig. 2.1) cover territories of Albania
and small parts of surrounding countries. The area is characterized bya group of high Alps Mountains in
North, and ranges of mountains that extend in direction north-north-west to south-south-east cut by narrow
river valleys owing from east to west. In the western part of this area there is the PreAdriatic Depression,
lowlands bordered by Adriatic Sea.

Experiments presented here were done with boundary conditions foa constant regional wind owing north
to south, using potentials +1 and -1 in respective northern and souttern faces of the 3D volume. We used zero
conditions for the bottom ground face, and gradient zero on the rest of facese@st, west and top).

In the Fig. 3.1 there are presented the distribution of magnitude and @omponents X and Z of the velocity
eld in a plan at altitude 1,000m, where tops of mountains are shown in gray. Anear to surface reduction of
wind magnitude is visible around mountain peaks. Low values of velocityare characteristic for protectedclosed
mountainous valleys (image 'a"), with a decrease of magnitude down to 25%.

The e ect of relief is more visible in images 'b' and 'c' presentingwest - east and vertical wind ows. Due
to oblique extension of mountain ranges, in valleys there is generated @@amponent of west - east wind ow with
magnitude 50%, owing to the east or west depending to the orientation ofopen valleys. In the image 'c' strong
vertical wind ow component is visible in high mountain slopes facing north. This phenomenon is signi cant in
two areas - northern boundaries of Mirdita and mountainous areas east of Vloraity.

The results show the importance of such simulations for planning of wid energy farms, and for the air
transport. A more detailed analysis is necessary for such purpose, cadsring the complexity of relief.

4. OpenFOAM Scalability In Avitohol. New results presented in this paper consist of runtime analysis
for the solver icoFoam and comparison of both runtime and disk space requitkby both solvers icoFoam and
pisoFoam, for models which sizes are described in Table 2.1, except ftire case of highest resolution for which
extrapolation was used in few cases.

The volume of virtual memory resulted similar for all modules dependng on the quantity of 3D mesh nodes
(Fig. 4.1; while volume of external storage correlates with the virtual memory size multiplied with the number
of stored temporal results (in the gure case of 100 results is presenth.
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OpenFOAM Wind Simulation
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Fig. 4.1 . Memory usage of OpenFOAM - single process run.
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Fig. 4.2 . Memory usage of OpenFOAM - multi process run.

Only the solver was possible to run in parallel, with this case due tothe splitting of 3D mesh between
processes, for each of them the required virtual memory is reducecbnverging towards around 0.5 GigaBytes
per process with the increase of parallelism (Fig. 4.2).

Other pre- and post- processing modules required the total of vitlal memory, decomposing and recon-
structing modules duplicate the volume of data in external storage (ech solver process stores its partial results
and during post-processing there are stored combined les). Cem&l memory requirements, time steps, and
runtime conditioned the size of models executed in Avitohol.

Increase of time steps in order to have the requested temporal span dfynamic solutions when increasing
mesh resolution was necessary to avoid the iterations divergence wheapatial and temporal discretization steps
were not balanced leading to the increase of courant numbers, a case ofcbudivergence is presented in Fig. 4.3.

Runtime of di erent models per number of processes is shown in ig. 4.4. For the model size 100 a trend
line is calculated extrapolating the runtime for 1,000 processes.

The same runtime plotted versus the size of models is shown in Figt.5. The trend line is calculated for
a single process run of di erent models, extrapolating the runtime for single process run of the highest model
size.

The speedup of parallel execution for di erent model sizes is givein Fig. 4.6. The lowest resolution model
speedup degenerates quickly while for other models the trend ses constant for the used range 1:64 of the
number of processes.

E ciency of parallelization is given in Fig. 4.7. Even for higher resoluti on models the trend of reduction of
e ciency is visible. The reduction trend of e ciency is expect ed to reach values of 50% when running models
with up to 1,000 parallel processes. Further degradation of e ciency die to virtual memory requirements was
not considered in these extrapolations.
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OpenFOAM Wind Simulation
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Fig. 4.3 . Divergence of solution processes: error of potential eld P, average Cave and maximal courant Cmax numbers for
time steps 0.1 seconds.

OpenFOAM Avitohol Runtime
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Fig. 4.4 . Runtime of models per number of parallel processes.

Comparing the trends of runtime for di erent number of parallel proc esses in Fig. 4.5, it was possible to
make an simple approximate evaluation and extrapolation of runtime for the highest resolution model (of factor
1,000) for up to 640 parallel processes. The runtime trends for di erentprocess numbers are parallel with
the sequential run. Extrapolating the trend of 64 processes for the radel factor 1,000 the approximate value
1.00E+8 was obtained. Supposing 100% e ciency, evaluated runtime for the Iighest model size for 64 and 640
processes given in Table 4.1.

Comparison of solvericoFoam and pisoFoam was done in two planes - runtime and external storage re-
qguirements. Comparison of the runtime is given in Fig. 4.8. Runtime trend in case ofpisoFoam resulted at
least 35% more compared withicoFoam.

Comparison oficoFoam and pisoFoam external storage requirements is given in Fig. 4.9. Requirements for
both solvers are quite similar with each other, indicating that the use of pisoFoam does not require excessive
extra external storage compared withicoFoam.

The runtime problem with pisoFoam is related with long time span of solution sequences necessary to
indicate turbulence and eddies, compared with laminar solutions.

5. Conclusions. Usage of OpenFOAM for wind simulation models of medium resolution (spatialdis-
cretization steps 10km-1km) over rugged mountainous regional area of Albania ahsurroundings was possible
in the Avitohol using reasonable computational resources. Beside the ntime, another limitation was the vir-
tual memory in levels of 10-30 GB for medium sized models, requestedylpreparatory modules blockMesh
decomposePay and reconstructPar.

An optimistic extrapolation of the runtime for models with resolution 100m of spatial discretization step
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OpenFOAM Avitohol Runtime
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Fig. 4.5 . Runtime of parallel processes per model size.
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Fig. 4.7 . E ciency of parallel execution in Avitohol

Table 4.1
Model sizes used for experiments

| processes] seconds [ hours | days | months | years |

64 1.00E+08 | 27,778 | 1,157 | 37.95 | 3.16

640 1.00E+07 | 2,778 | 116 3.79 0.32
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OpenFOAM Solvers Runtime

icoFoam versus PisoFOam
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Fig. 4.8 . icoFoam versus pisoFoam runtime

OpenFOAM Avitohol External Memory
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Fig. 4.9 . icoFoam versus pisoFoam external storage requirements

using 640 parallel processes resulted at least 4 months, not considegi limitations due to virtual memory
and degeneration of e ciency from inter-process and external storage comunication. Comparison of two
OpenFOAM solvers, icoFoam for laminar ows and pisoFoam for turbulence ows showed that the latter
requires about 35% runtime more than the former, while memory requirenents are similar. It is also necessary
to consider studies of turbulence and eddies would require the stage in disk of a greater number of temporal
results, compared with experiment setup presented in this pape
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CLIMATE APPLICATIONS IN A VIRTUAL RESEARCH ENVIRONMENT PLATFORM

GEORGI GADZHEV , IVELINA GEORGIEVA , KOSTADIN GANEV , VLADIMIR IVANOV , NIKOLAY MILOSHEV
HRISTO CHERVENKOV Y AND DIMITER SYRAKOV Y

Abstract. Previous atmospheric composition studies were based on ext ensive computer simulations carried out with good
resolution using up-to-date modelling tools and detailed a nd reliable input data.

The oncoming climate changes will exert in uence on the ecos ystems, on the all branches of the international economy, an d
on the quality of life. Regional climate models (RCMs) are im  portant instruments used for downscaling climate simulati  ons from
Global circulation models (GCMs).

The air quality (AQ) impact on human health and quality of lif e is an issue of great social signi cance. Evaluating this im pact
will give scienti cally robust basis for elaborating e cie nt short term measures and long term strategies for mitigatio n of the
harmful e ects of air pollution. The AQ impact is evaluated i n the terms of Air Quality Indices (AQI). Some extensive nume rical
simulations of the atmospheric composition elds in Bulgar ia and So a have been recently performed. A quite extensive d ata base
was created from simulations which were used for di erent st udies of the atmospheric composition, including the AQ clim ate.

Main aims of the numerical experiment presented in this pape r are: (1) Adaptation and tuning of the RegCM model for the
Balkan Peninsula and Bulgaria and thus development of a meth odology able to predict possible changes of the regional cli mate
for di erent global climate change scenarios and their impa ct on spatial/temporal distribution of precipitation, hen ce the global
water budgets, to changes of the characteristics and spatia l/temporal distribution of extreme, unfavorable and catas trophic events
(drought, storms, hail, oods, res, sea waves, soil erosio n, etc.). (2) Development of a methodology and performing re liable,
comprehensive and detailed studies of the impact of lower at mosphere parameters and characteristics on the quality of | ife (QL)
and health risks (HR) for the population.

Key words:  Virtual Research Environment, Regional climate models, Re gCM, Air Quality Indices

AMS subject classi cations. 86A10, 65Y05

1. Introduction.  The climate modelling community has very strong computational needs In particular,
the integration of various computational resources such as High-performanceomputing (HPC) and Grid jointly
with data infrastructure. VI-SEEM is a project that aims at creating a unique Virtual Research Environment
(VRE) in Southeast Europe and the Eastern Mediterranean (SEEM), in order to facilitate regional interdisci-
plinary collaboration, with special focus on the scienti c communities of Life Sciences, Climatology and Digital
Cultural Heritage. In the frame of the VI-SEEM project, the existing e-Infrastructures are being unify into
an integrated platform to better utilize synergies, for an improved srvice provision within a uni ed Virtual
Research Environment to be provided to scienti c communities ofhigh impact in the combined South East Eu-
rope and Eastern Mediterranean region. Perhaps the largest focus is ongmnal climate modelling and weather
forecasting, where local weather and regional climate phenomena are irstigated. This is complemented by
global climate modelling where the impact of global phenomena on the regial climate is the focus. These
results are crucial to predict extreme weather in the region and undrstand the future trends of the regional
climate. Another strong eld of related research is the study of air pollution that includes the in uence on
the climate and human health. These activities jointly enable the asessment of the impact on regional climate
due to climate change. Climate impact studies provide the analysis othe upcoming change on humans, the
environment and society that is so crucial for policy makers.

In this paper we will be present the results from two applications { ACIQLife (Atmospheric Composition
Impact on Quality of Life and Human Health) and TVRegCM (Tuning and Validation of t he RegCM) in the
frame of VI-SEEM project, climate section.

The ACIQLife application is focused on development of a methodology and erforming reliable, compre-
hensive and detailed studies of the impact of lower atmosphere paramets and characteristics on the quality
of life (QL) and health risks (HR) for the population in our country. The TVR egCM reached to adaptation

National Institute of Geophysics, Geodesy and Geography{B ulgarian Academy of Sciences, Acad. G. Bonchev str., bl. 3 11 13
So a, Bulgaria ( ggadjev@geophys.bas.bg),
YNational Institute in Meteorology and Hydrology{Bulgaria n Academy of Sciences, 66, Tsarigradsko Shose blvd 1784 Soa,
Bulgaria
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Table 2.1
Computer resource requirements on 16 CPU-s for 1 Day simulation fo  r ACIQLife

WRF | CMAQ and SMOKE | Total
Time (h) 3 2 5
HDD (GB) 0.5 1 15
Table 2.2

Computer resource requirements on 16 CPU-s for TVRegCM

1 Month Simulation | x120 Months | x20 Cases
Time (h) 6 720 14400
HDD (GB) 6 720 14400

and tuning of the RegCM model for the Balkan Peninsula and Bulgaria and tlus development of a method-
ology able to predict possible changes of the regional climate for di erenglobal climate change scenarios and
their impact on spatial/temporal distribution of precipitation, hence the global water budgets, to changes of
the characteristics and spatial/temporal distribution of extreme, unfavorable and catastrophic events (drought,
storms, hail, oods, res, sea waves, soil erosion, etc.). All thes changes will have in uence on the ecosystems
and on practically all sectors of the economy and human activity and consequely on the quality of life.

2. HPC computing.  The model simulations were performed day by day for two periods.

The computer resource requirements for the (WRF) Weather Resealt and Forecasting Model, (SMOKE)
Sparse Matrix Operator Kernel Emissions Modeling System, (CMAQ)The Community Multiscale Air Quality
Modeling System and RegCM, simulations are rather big [16] (Tables 2.1 ah2.2) and that is why the numerical
experiments were organized in e ective High-performance computingHPC) environment. The simulations
were organized in two separate jobs: one job for WRF simulations and one job foEMOKE, CMAQ and
post-processing procedures. This makes the jobs run time for 6 ga real time fairly reasonable for ACIQLife
application and 3 months for TVRegCM application.

The calculations were implemented on the Supercomputer System Atohol at IICT{BAS (Institute of
Information and Communication Technologies{Bulgarian Academy of Sciences).The supercomputer consists of
150 HP Cluster Platform SL250S GEN8 servers, each one equipped with 2 Intedeon E5-2650 v2 8C 2600 GHz
CPUs and 64GB RAM per server. The storage system is HP MSA 2040 SAN with a total of 9B of raw disk
storage capacity. All the servers are interconnected with fully non-tbocking FDR In niband, using a fat-tree
topology [1] and [2]. The needed libraries and programs were installed on sepcomputer for proper functioning
and working of models used in this study. The Avitohol system is a partof the Virtual Research Environment
platform (VRE platform) built in the framework of the VI-SEEM project [ 3]. The both applications - ACIQLife
and TVRegCM use not only HPC resources provided by the VRE platform, but they use also other services
like VI-SEEM Simple Storage (VSS) and VI-SEEM Archival Service (VAS) to save the obtained data. The
training materials about both applications are available in the VI-SEEM Tr aining portal [4] and [5]. According
the VI-SEEM accounting system [6], 730 ACIQLife jobs and 810 TVRegCM jobs wee run to receive some of
the current scienti ¢ results. The needed CPU time and storage pe job is shown in the Tables 2.1 and 2.2.

The models output from ACIQLife and TVRegCM applications are uploaded on VRE repository website.
The results are free and can be use by the scienti c communities ithe region. The work ows wre also created
and uploaded for both applications.

The ACIQLife ouput is a NetCDF le with surface concentrations on an hourly basis of the most important
pollutants (which are used for calculation of AQI) and annually/seasonally averaged hourly values of the di erent
AQI value for the selected area.

The TVRegCM ouput is also NetCDF le, but for each month of the period and consist of daily and hourly
averaged values of the meteorological parameters for the area of interest.

3. ACIQLife application. Some extensive numerical simulations of the atmospheric compositionelds
in Bulgaria and So a have been recently performed. Quite extensie data base has been created from the
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D2 sl
D1 ~—_ __ D5

Fig. 3.1 . Model domains - D1 81 81 km (Europe), D2 27 27 km (Balkan Peninsula), D3 9 9 km (Bulgaria), D4 3 3 km
(Soaregion) and D51 1 km (So a city).

simulations which is used for di erent studies of the atmospheric omposition, including the AQ climate.

The atmospheric composition studies were based on extensive computsimulations carried out with good
resolution using up-to-date modelling tools and detailed and reliab® input data. All the simulations were based
on the United States Environmental Protection Agency (US EPA) Model-3 system, which consists of 3 models:
WREF [7] used as meteorological pre-processor; CMAQ [8, 9] and [10] { the Commnity Multiscale Air Quality
System, being the Chemical Transport Model (CTM) and SMOKE [11, 12] { the Sparse Matrix Operator Kernel
Emissions Modelling System { the emission pre-processor. Thamsulations were performed for 7 years period
(2008 to 2014) with Two-Way Nesting mod on.

The large scale (background) meteorological elds, used by the applicatiorwere taken from the National
Centers for Environmental Prediction (NCEP) Global Analysis Data with 1° 1° resolution. The WRF and
CMAQ nesting capabilities were used to downscale the simulationso a 9 km for domain D3 { Bulgaria and to
a 1 km horizontal resolution for the innermost domain { So a. The simulations were carried out for 5 nested
domains Figure 3.1. The used WRF model parametrizations and schemes are &dlows: micro physics { WRF
single moment 6-class , cumulus physics { Kain-Fritsch, boundary Iger scheme { ACM2Pleim, surface physics
{ Pleim-Xiu Land Surface Model and the model vertical levels are 27.

The Bulgarian emission inventory was used as an emission input for Bulgaai, while outside the country
the high resolution inventory of the the Netherlands Organization for Applied Scienti c Research (TNO, see
https://www.tno.nl/en/ ) with resolution 20 15 km (0.25 0.125) was exploited. The latest one is produced
by proper disaggregation of the European Monitoring and Evaluation Program (EMEP) 50-km data base [13, 14].
In both inventories the emissions are distributed over 10 Selectt Nomenclature for Sources of Air Pollution
(SNAP) categories [15].

The Air Quality is a key element for the well-being and quality of life of the European citizens and that
is why the AQ impact on human health and quality of life is an issue of great scial signi cance. The AQ
impact on human health and quality of life is evaluated in the terms of Air Quality Indices (AQI), which give an
integrated assessment of the impact of pollutants and directly measurig the e ects of AQ on the human health.
The evaluations are based on extensive computer simulations of the AQ faBulgaria and So a city carried out
with good resolution using up-to-date modelling tools and detailed ad reliable input data [16, 17, 18]. All the
AQI evaluations are on the basis of air pollutant concentrations obtained fromthe numerical modelling and
make it possible to reveal the climate of AQI spatial/temporal distribu tion and behavior.The AQI is de ned as a
measure of air pollution and provides an integrated assessment of the inagt of the pollutants on human health.
The index is de ned in several segments, each of which is a linear fiction of the concentration of each pollutant
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Table 3.1
Air Pollution Bandings and Index Impact on Human Health

Banding | Value | Health Descriptor

Low 1{3 | E ects are unlikely to be noticed even by individuals who
know they are sensitive to air pollutants
Moderate | 4{6 Mild e ects, unlikely to require action, may be noticed
among sensitive individuals.
High 7{9 | Signicant e ects may be noticed by sensitive individuals
and action to avoid or reduce these e ects may be needed.
Asthmatics will nd that their 'reliever' inhaler is likely to
reverse the e ects on the lung.
Very High 10 The e ects on sensitive individuals described for 'High' le-
vels of pollution may

Sofia (1km) Bulgaria (9km)
80 1 80 v
60 -, L 4 | |60 | CTTT N
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Fig. 3.2 . Annual Diurnal variations [%] of the di erent AQI (1 to 10) inte grated over territory of Bulgaria and So a

considered [19]. The index falls in di erent ranges of the dimensior@ss scale. In each range the index values
are associated with an intuitive color code ((from green to red), a liguistic description (e.g. from very good to
very poor) and a health description. In order to evaluate the air quality situation in Europe, all measurements
are transformed into a single relative gure: the Common Air Quality Ind ex (CAQI) which has 5 levels using
a scale from 0 (very low) to> 100 (very high). The index is based on 3 pollutants of major concern in Eupe:
Particulate matter, with diameter <10um (PM10), Nitrogen Dioxide NO,, Ozone O3 and will be able to take
into account to 3 additional pollutants Carbon Oxide (CO), Particulate m atter with diameter <2.5um (PM2.5)
and Sulphur Dioxide SO,. In di erent countries use di erent AQI on basis of di erent monit or pollutants.

The index, calculated in Bulgaria in the frame of Bulgarian Chemical Weather Forecast System [20, 21, 22],
follows the United Kingdom (UK) Daily Air Quality Index [23]. This index has ten grades, which are further
grouped into 4 bands: low, moderate, high and very high and is based on theoncentrations of 5 pollutants -
NO,, O3, SO,, CO and PM10 (Table 3.1). Dierent averaging periods are used for di erent pollutants. The
reference levels and Health Descriptor used in the tables are based twealth-protection related limit, target or
guideline values set by the European regulations, at national or local leveor by the World Health Organization
[24, 25].

Annually averaged hourly values of the AQI for So a and Bulgaria with di er ent horizontal grid resolution
are presented in Figure 3.2. The graphs represent the daily percentecurrence of the AQI (1 to 10). This
results, allow to follow highest recurrence of the indices durig the day (during the seasons), and to analyze
the possible reason for high values in the High and Very High bands. The metgological conditions from one
hand and the pollutant emissions from other one could be the cause for di ent possible AQI statuses. That
representation of the index makes it possible to evaluate the atmosphiee composition in the context of impacts
on human health and quality of life.
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Fig. 3.3 . Diurnal variations of the annually averaged recurrence [%] of t he dominant pollutant.

The graphics on Figure 3.3 demonstrate the annual recurrence of the poltant with highest AQI, which
determines the overall AQI for the 4 bands (the dominant pollutant). The pollutants involved in the calculation
of AQI { NO,, O3, SO, and PM are presented in di erent colours. The seasonal cases are not presenefe,
but they di er from the annually averaged graphics. The dominant pollut ants are di erent for each band with
well displayed diurnal course.

The air pollution pattern is formed as a result of interaction of di erent processes, so knowing the contribu-
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Fig. 3.4 . Annually averaged contribution of the dierent processes to t he formation of NO, [ g/m?3] and FPRM, CPRM
[pP M v/h] for So a city.

tion of each one of these processes for di erent meteorological conditiorsd given emission spatial con guration
and temporal behavior could be helpful for understanding the atmosphec composition formation and air pol-
lutants behavior. Therefore the CMAQ "Integrated Process Rate Analyds" option was applied to discriminate
the role of di erent dynamic and chemical processes for the air polluion formation. The procedure allows the
concentration change for each compound for an hour C to be presented as a sumof the contribution of the
processes, which determine the concentration. The results weraveraged over the whole ensemble and so the
"typical" seasonal and annual evaluations were obtained.

The diurnal/annual behavior of the processes contribution to the suface concentrations change of pollutant
NO,, ne- and coarse particulate matter (FPRM and CPRM), averaged for the territory of So a, is given
in Figure 3.4.The considered processes are advection (horizontal { HADV {and vertical { VADV), di usion
(horizontal { HDIF { and vertical { VDIF), mass adjustment, emissions (E MIS), dry deposition (DDEP),
chemistry (CHEM), aerosol processes (AERO) and cloud processes/agaas chemistry (CLDS) and they are
present in di erent colors.

The total concentration change ( C), leading to a change in a concentration is determined mainly by a
small number of dominating processes which have large values, and cdube with opposite sign and phases. The
C is di erent for each pollutant with well displayed seasonal and diu rnal course. The sign of the contributions
of some of the processes is obvious, but some of them may have di ererign and it depends on the type of
emissions, weather conditions and local atmospheric dynamics.

4. Conclusion related to ACIQLife. A very small part of the obtained results is presented in the
present paper, just to demonstrate the opportunity HPC platforms give for detailed and extensive study of
the atmospheric composition its behavior, origin and health impact. Dueto volume limitations the spatial
variability of the air pollution characteristics is not demonstrated at al I.

The generated ensembles of atmospheric composition characteristicave still to be carefully and extensively
treated and analyzed, which will be objective of the future work of theauthors.

5. TVRegCM application. The simulations with the RCM RegCM version 4.4 [26] were made for
the SE Europe covering ten years period from 01.12.1999 to 30.11.2009 and are drivey the ERA-Interim
reanalysis [27], providing the required atmospheric Initial and Bourdary Conditions (ICBC) as well as sea
surface temperatures. The ERA-Interim boundary conditions can be cosidered to be of very high quality
[27], particularly in the Northern Hemisphere extratropical areas wherereanalysis uncertainty is negligible [28].
The simulation domain covers entirely the Balkan Peninsula, a minor @rt of Italy and a part of Asia Minor
Peninsula. The model grid is in Lambert Conformal Conic projection with spatial resolution of 10 km. Hence
the previous experiments reveals that time step equal to 25 secondand 27 vertical levels are optimal, they
are selected for the model integration. The default land surface paranterization method in RegCM4 is the
BATS scheme [29]. In the current study, we have used it without the subgridding option. The considered
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planetary boundary layer (PBL) schemes are the one proposed by Holstlag [3@1] and the University of
Washington (UW) [32, 33]. One of the most signi cant novelties in RegCM4.4 isthe incorporation of the new
cloud microphysics scheme (for brevity: M-scheme), proposed by Nogiotto and Tompkins (NT) [34]. EURO-
CORDEX ( http://www.euro-cordex.net/ ) is the European branch of the international CORDEX initiative,
which is a program sponsored by the World Climate Research Program (WRCP}o organize an internationally
coordinated framework to produce improved regional climate change prections for all land regions world-
wide. Med-CORDEX (https://www.medcordex.eu/ ) project has been proposed by the Mediterranean climate
research community within EURO-CORDEX as a follow-up of previous andexisting initiatives. The NT-scheme
was released after MedCORDEX experiments started. The cumulusanvection (CC) parameterizations include
Grell scheme [35] with Arakawa-Schubert (AS) [36] and Fritsch-Chappdl(FC) closure assumption [37], Emanuel
scheme [38, 39], Tiedtke scheme [40] and Kain-Fritsch scheme [41, 42]. T$ieulations with Kuo [43] convective
parameterization scheme have shown instability and interruptionsof the model simulations at some periods, so
was not used in the present research.

Thus, the number of the possible combinations, which means RegCM4.4 odel set-ups, between 2 PBL
schemes, 2 M-schemes and 5 CC ones, is 20 and the performance of all ofthieave been investigated.

The well-known and freely available for the research community database E-OBS version 12.0 of the Euro-
pean Climate Assessment & data-set (ECA&D) project [44] is used as refence in the model validation. E-OBS
is based only on observations, covers entire Europe and the surroundjs, and the version with 0.28 0.25 reg-
ular grid spacing is implemented. It is worthy to emphasize that E-OBS is the standard validation data-base
for the EURO-CORDEX.

Hence the multi-annual seasonal mean temperature (referred furthefor brevity only temperature) and the
multi-annual seasonal mean precipitation sum (precipitation) are probablly the most important quantities from
climatological point of view, the validation study thus far is focussed onthem. The E-OBS is on daily basis
and RegCM is set to produce output on every 6 hours. Thus, the climatadgical quantities are calculated after
every successive model run with the CDO operators [45]. The detaiteresults from the validation are presented
in [46]. Only the most relevant conclusion will be listed brie y here.

According to the simulated temperature behavior, the models can bealivided in two groups those with
prevailing warm bias and those with prevailing cold bias. Generally, he biases are more remarkable in the
summer than in the winter and are in the interval from about -3.5°C to 3.5°C, but over the bigger part of the
domain typically from about -2°C to 2°C.

The simulation outcome from all 20 model set-ups produces almost iderdal picture for the precipitation
distribution in winter: The biases are nearly equally distributed and are positive (i.e. the model overestimates
the precipitation), with some minor exceptions. The summer biaseshowever, show signi cant distinction in
their distribution and magnitude. They are positive, with some minor exception in Greece. Generally, the
precipitation biases however, are very big. Their values vary from bkw -100% to above 160%.

The main conclusions are, rst, that the relative weight of the CC-schemes is the biggest and, second, the
simulations with the smallest biases are with Grell one with the bothclosures. The sensitivity of RegCM4.4 to
the PBL- and M-scheme seems is signi cantly weaker. Thus, there ar@ot clear evidences for clear distinction
between the model skill with Holstlag or UW PBL parameterization from one side or for over performance of
the NT M-scheme in comparison with the default SUBEX. As overall, 7 from 20model setups show recognizable
better performance. They are listed in Table 5.1.

Main aim of the current, second stage of TVRegCM is to "narrow" the selecton, i.e. to perform further
examination of these 7 model con gurations.

Our previous results [46, 47] indicate that the biases are bigger in summe Thus, we will use another
approach to assess the model performance in that season, called Tayloragiram [48]. The observation data
base is E-OBS version 13.1, but the di erences with the version 12.0 arénsigni cant for our purpose. We
will consider the temporal and spatial Taylor diagrams of the normalized (h such a way that the observations
standard deviation is equal to the model results with respect to the temporal and spatial variability respectively,
for the mean summer daily 2m temperature and the mean summer daily rairdll from 2001 to 2008 years. The
spatial diagram is constructed from the season average for each location, antié¢ temporal diagram from the
spatial average by whole domain on daily basis. The correlation is shown byadial dashed lines, and the



114 G. Gadzhev, I. Georgieva, K. Ganev, V. Ivanov, N. Miloshev, H . Chervenkov and D. Syrakov

Table 5.1
List of the model set-ups with better (in comparison with the ot  hers) performance. The original index and notation is prese rved
from the rst stage of TVRegCM experiment

Index | Notation | ICBC | PBL-scheme M-scheme CC-scheme
1 r11111 | EIN15 Holtslag SUBEX Grell/FC
2 r11112 | EIN15 Holtslag SUBEX Grell/AS
5 r11155 | EIN15 Holtslag SUBEX Kain-Fritsch
11 r12121 | EIN15 uw SUBEX Grell/AS
12 r12122 | EIN15 uw SUBEX Grell/FC
15 r12155 | EIN15 uw SUBEX Kain-Fritsch
16 r12221 | EIN15 uw Nogherotto/Tompkins Grelll/AS
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Fig. 5.1 . Taylor diagrams for the mean summer daily temperature concern ing the temporal (on left) and spatial (on right)
variability

normalized standard deviation on the horizontal and vertical axes. The nornalization is made in a way that
the reference standard deviation is 1. The lines of centered root measguare di erence (RMSD) values are also
given.

The Taylor diagram of the mean summer daily temperature for temporal variaklity is given on the left
pane of Figure 5.1. The simulations are depicted by solid color points, andhe reference E-OBS data by an
empty circle. The normalized standard deviations are below 1.0, excedor the cases r11111 and r11112. All
simulations except r12222 have RMSD below 0.5. Although relatively small derences, the simulation cases
with the slightly better than other cases performances are r11133, r11233, r12133. €hTaylor diagram of the
mean summer daily temperature concerning the spatial variability isshown on the right pane of Figure 5.1. The
correlation coe cient is between about 0.85 and 0.95. The normalized standad deviation is between 1.0 and
1.5, and the RMSD in most cases is above 0.5. The simulations with the begterformance are r11233, r11133
and r11155.

The Taylor diagram with respect of the temporal variability of the mean summer daily precipitation is
shown on the left pane of Figure 5.2. The normalized standard deviations arbetween 0.75 and 1.5. The RMSD
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Fig. 5.2 . Same as Figure 5.1, but for the precipitation

are between 0.5 and 1.1, and the correlation is between 0.65 and 0.85. The siratibns results are much more
scattered than the ones for the mean daily temperature. The performane of the cases is more distinguishable,
and the best ones are r12121, r12122, r11111, r12155 and r11155.

The Taylor diagram of the the mean summer daily precipitation with respect to the spatial variability is
shown on the right pane of Figure 5.2. The scattering of the simulation poitts are bigger than for the mean daily
temperature ones, as in the Taylor diagram with respect to the temporalvariability. The correlation coe cient
is between 0.6 and 0.8. The normalized standard deviation is from about 1.2 td.0, and the RMSD is between
1.5 and 2.5. The cases with the best performance are r12121 and r11111, although r12122, r11112165 and
r11155 form a cloud of points with slightly worse performance but with normalzed standard deviation below 2.

6. Conclusion related to TVRegCM. The main conclusion of the presented part of the RegCM nu-
merical experiment is that our new test does not reveal single one mad set-up that de nitely over performs
the other considered ones. Nevertheless this exercise was a neegy step forward in the authors' evaluation
strategy.

The results of the model temperature eld lead us to the following conclusions. The spatial variability is
bigger than the temporal one. It is worth to note that the choice of the boundary layer scheme also has some
meaning in a spatial variation meaning. The cases with Holstag boundary layescheme show more resemblance
with the observations, than the simulations with UW boundary layer scheme. We can note that the best
convective scheme concerning the temperature eld is of the Tietke.

The spatial variability of the precipitation eld is bigger than the tem poral one, and from the spatial one for
the temperature. The results for the model mean daily precipitation variability on the other hand is as much as
about 2 times the reference one and the correlation is weaker than the orfer the temperature. Therefore, the
model performance is worse for the precipitation than for the temperatire. The results suggest that the Grell
scheme with FC or AS closures is the best scheme for the precipitain simulation. Although, the Kain-Fritsch
cumulus convective scheme with SUBEX moisture scheme and Holstag badary layer parameterization scheme
is also a good case. These results con rm our previous ones [46, 47] that thesults for temperature are more
spatially homogeneous and the correlation for the temperature eld is higker than the one for precipitation. The
bigger, in comparison with the temperature, spread of the results on tlke Taylor diagram for the precipitation
demonstrates the bigger sensitivity of this output variable from the parameterization selection and combination
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from di erent schemes. The results, together with these from theprevious stage, are in general agreement
with the outcomes in [49] and [50]. In particular, we con rm the outlined in [50] primary importance of the
convection scheme. Obviously, many other factors have to be invegfated, including:
It is relevant to investigate the model option to switch the CC-scheme by transition from land to sea
and vice versa. It is worth to emphasize that the default setting (andit is explicitly recommended from
the RegCM authors'), which is con rmed in [50], is Grell over land and Emanuel over sea.
It is necessary to perform sensitivity tests over shorter perids, including case studies for warm/cold/
wet/dry years.
Other output quantities, which are more or less also relevant for many pactical applications, such as
cloud cover, soil moisture, radiation uxes, etc should be also consigred. Although the availability
of independent data-sets, which can be used as reference, seemmitied, this further step seems is
reasonable.
The computational e ciency of the selected model set-ups should besstimated.

7. Conclusion. The virtual research environment platform allows to di erent scientic communities to
make research which require big computational and storage resources. Ansll part of the obtained results from
both applications are presented in the present paper, just to demonsate the opportunity of HPC platforms.
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DYNAMIC VERSUS STATIC APPROACH TO THEORETICAL ANHARMONIC
VIBRATIONAL SPECTROSCOPY OF MOLECULAR SPECIES RELEVANT TO
ATMOSPHERIC CHEMISTRY: A CASE STUDY OF FORMIC ACID
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Abstract. Vibrational spectra of the two conformers of the free formic  acid molecule are computed by two approaches,
with a special emphasis on the region of O-H stretching modes . The rst approach (referred to as a static one) is based on
sequential computation of anharmonic O-H stretching vibra tional potential and numerical solution of the vibrational Schredinger
equation by the Numerov method. The second approach (referr ed to as a dynamic one) is based on molecular dynamics (MD)
simulations performed within the atom-centered density ma trix propagation scheme (ADMP) followed by spectral analys s of the
velocity-velocity and dipole moment autocorrelation func tions computed from the ADMP MD trajectories. All calculati ons are
carried out within the density functional tight binding (DF TB) formalism. The computed properties are compared to the a vailable
experimental data and the advantages of the dynamic versus t he static approach are outlined and analyzed in the context o f
detection of individual and non-covalently bonded molecul ar species relevant to climate science and atmospheric chem istry.

Key words: formic acid, atmospheric chemistry, molecular dynamics, a tom-centered density matrix propagation scheme,
anharmonic vibrational frequencies, statistical physics simulation s, theoretical spectroscopy, density functional tight bin  ding.
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1. Introduction. In the last decade, we have evidenced a thorough paradigmatic shift in any scienti c
areas, with a notable emphasis on fundamental (i.e. molecular-level) nderstanding of a wide variety of pro-
cesses. Within the climate science community in particular, it las become clear that for a thorough in-depth
understanding of various phenomena and processes taking place in thgarth's atmosphere, it is necessary to
view this complex system at molecular level. Thus, the mesoscalevel models are e ectively being replaced
by more general molecular models. This, on the other hand, has led to thestablishment of chemistry-climate
models at various level of sophistication. Numerous molecular specieseapresent in the Earth's atmosphere.
However, from the viewpoint of both biosphere and atmospheric chemisy, organic acids are especially impor-
tant. The title compound studied in the present paper formic acid isthe simplest organic acid. It is in a sense
a prototypical molecular system for this whole class of compounds. At thesame time, it is the most abundant
(and ubiquitous) organic acid in the atmosphere [1, 2, 3]. It is generated bdt by anthropogenic as well as
biogenic factors and it is widespread in aerosols and also in atmospheric gripitates (acid rain in particular).
Aside from the Earth's atmosphere, formic acid is a prototypical "astrophysical molecule" as well. Numerous
studies have been devoted to understanding of the physical and ch@cal processes that govern its formation in
interstellar and cometary ices [3, 4, 5, 6, 7, 8, 9, 10].

From a purely fundamental aspect, the formic acid molecule is a prototpical molecular system exhibiting
two rotameric forms due to intramolecular hindered rotational motion around the single C-O bond. Existence
of two conformational isomers in this simple molecule signi cantly eniches the spectral appearance in the
region where bands due to the O-H stretching modes are expected t@ppear in the vibrational (IR, Raman,
inelastic neutron scattering etc.) spectra of gaseous formic acid, aseM as in certain noncovalently bonded
dimers thereof [1-10]. This spectral region is rather characteristicdr detection of noncovalent interactions in
which formic acid takes part. Therefore, understanding of the exact bape of this spectral region in the case
of free formic acid is of essential importance for further analysis of itsappearance in more complex clusters
in which it participates. Vibrational modes that involve motion of hydroge n atoms are known to be strongly
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anharmonic. For accurate prediction of the X-H stretching vibrational frequencies, therefore, it is crucial to
go beyond the often employed harmonic approximation. Further, all the routine computations with widely
used quantum chemical codes (either in harmonic approximation, or usg an anharmonic approach e.g. by
perturbation theoretical treatment [11]) give results that refer to 0 K. Most of the experimental data, however,
have been collected at temperatures signi cantly higher than absolué zero. Having in mind that intramolecular
torsional motions can be thermally activated, it is interesting to establish a computationally feasible approach
in which the temperature e ects could be explicitly accounted for.

Continuing our previous work in the eld [12, 13], in the present study we tackle both of the previously
mentioned issues. We compare the performances of static and dynamicsethodologies for computation of
anharmonic O-H stretching frequencies of the two rotameric forms of ree formic acid molecule. The static
approach is based on computation of anharmonic O-H stretching vibrational poéntials of both conformers
followed by numerical solution of the vibrational Schredinger equation. The dynamic approach, on the other
hand, is based on sequential molecular dynamic simulation employinghie atom-centered density matrix prop-
agation scheme (ADMP [14]) followed by analysis of several autocorrelation factions computed from the MD
trajectories [15].

2. Computational details.

2.1. General theoretical methodology and calculation of anharmonic O-H stret ching vibra-
tional frequencies. All calculations carried out for the purpose of the present study were prformed with
the Density functional tight binding methodology (DFTB [16, 17]). The so-called DFTB-A variant of this
theoretical approach was used, which is based on usage of analytic form of thelevant matrix elements. The
potential energy surface (PES) of free formic acid was thoroughly invesgjated, employing Schlegel's gradient
optimization algorithm [18]. The two minima on the PES, corresponding to the cis- and trans-rotameric forms
of this molecular system were located and further characterized. Ta true-minimum character of the located
stationary points on the studied PES was proven by harmonic vibrational aralysis performed subsequently to
geometry optimization. Absence of negative eigenvalues of the Hessian matds con rmed that true minima
are in question.

To compute the anharmonic O-H stretching vibrational frequencies ofthe two rotamers of formic acid
molecule, we have relied on an implementation of a localized mode appach. We start from the equilibrium
geometries (corresponding to the minima on the considered PESs) angenerate a series of con gurations by
moving simultaneously the oxygen and hydrogen atoms in a manner that remmbles the realistic motion taking
place during the excitation of the O-H stretching vibration (i.e. keeping the center-of-mass of the O-H bond
xed). In the course of these movements, the O-H distances werearied from 0.85 to 1.55A. To generate
these con gurations, we have used our in-house developed FORTRAN cad A series of 15 single-point energy
calculations were further carried out for the series of geometries gereged this way to compute the vibrational
potentials V(rgny). Subsequently, the resulting vibrational Schredinger equation was solved by the nite-
di erence Numerov method [12, 13]. Frequencies of the fundamentgl0 >!j 1 > vibrational transitions were
calculated from the energies of the groundj0 >) and rst excited ( j1 >) vibrational energy levels.

2.2. Density functional tight binding (DFTB) molecular dynamics simu lations with the atom-
centered density matrix propagation (ADMP) scheme. To account explicitly for the nite-temperature
e ects on molecular structure and dynamics, we have carried out molealar dynamics simulations of free formic
acid molecule by the atom-centered density matrix propagation (ADMP) sdieme. These simulations were
carried out on the basis of forces and energies computed with the DFTB appach, as described in the previous
section. The particular MD method that has been implemented in the present study belongs to the extended
Lagrangian approaches to molecular dynamics. It is actually based on propagation ohe density matrix, using
Gaussian-type basis functions [14, 19, 20]. The extended Lagrangian of the stiedl system is written in the
form:

L = %Tr(VTMV)+ %Tr (WW) E(R;P) Tr[(PP P) (2.1)

In (2.1), M, R and V are the nuclear masses, positions and velocities, respectively,hile P, W and
denote the density matrix, density matrix velocity and the ctit ious mass for the electronic degrees of freedom,
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correspondingly. is a Lagrangian multiplier matrix, and is here used to impose the constraints on the total
number of electrons in the system and on the condition of idempotency othe density matrix. If one applies
the principle of stationary action, the Euler-Lagrange equations for dendly matrix propagation can be written
in the form:

P _ @ER;P)

oz - @p R+ P+P (2.2)

&R _  @ER;P)

2 or . (2.3)

Throughout the present study, we have used the velocity Verlet ajjorithm to integrate numerically equations
(2.2) and (2.3). The time-evolution of the density matrix (i.e. its prop agation) is given by:

t> @ER;P)
Piva=Pi+tW t — ———= + Pi+P ; (2.4)
I I I 2 @P R | I I I I
t Ri;P, P P
Wit1=2 = W, 5 % . + iPi+ P i = ELEELEL " ' (2.5)
t Ri+1; P
Wis1 = Wi o @ERi+1 i Piv1) + 41 Pi+1 + Piar i i+1 (2.6)

2 @P R

Within the approach based on extended Lagrangian molecular dynamics with abniitio or semiempirical
guantum mechanical Hamiltonian, the electronic subsystem is not treatd by a full solution (e.g. by a self-
consistent eld procedure). It is propagated along with the nuclear degrees of freedom which are treated
classically. To achieve this aim, the time scales of the electronic ahnuclear motions are properly adjusted.

Two series of ADMP simulations in the present study were started fom the geometries corresponding to the
two minima on the DFTB PES of free formic acid, i.e. to the cis- and trans-conformers of this molecular system.
Starting from each of the located minima on the DFTB PES, ADMP molecular dynamics simulations have been
performed in the microca-nonical NV E) ensemble. To reach the nally desired temperatures, various amouts
of initial nuclear kinetic energies were in the beginning injecte into the system and distributed among the
atoms. No thermostats were applied to maintain a constant temperature duing each of the ADMP simulations.
Such approach has led to acceptable temperature uctuations throughout he simulation. As the main focus of
the present study is to compute the spectroscopic properties of th title system within the dynamical approach,
i.e. within the time correlation function approach, the dynamics of molecular system has to be sampled properly.
In such context, introducing a thermostat to maintain constant temp erature, although leading to much smaller
temperature uctuations, would in parallel severely distort the system's dynamics [19, 20]. Series of ADMP
simulations were carried out at target temperatures of 10 K, 100 K, 200 K and at 300 K

Upon initial velocity assignment, the system was allowed to equilibate for 2 ps. Equilibration phase was
followed by production (simulation) phase which was 11 ps long. To intgrate the equations of motions, a time
step of 0.1 fs was used for productive computations. The ctitious eletron mass was set to 0.1 amu and the
Cholesky basis for the orthonormal set was used.

All static and dynamics calculations in the present study were perfomed with the Gaussian09 series of
codes [21]. Computation of the autocorrelation functions and their subsguent analyses, as well as generation
of series of geometries for the pointwise energy calculations were donethvour locally developed FORTRAN
codes and LINUX scripts.

2.3. Time-correlation functions approach to spectroscopic properties. In the present study, to
compute the nite-temperature vibrational spectra of cis- and trans-conformers of free formic acid from the
ADMP molecular dynamics simulations, we have implemented the timecorrelation functions approach. This
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approach is actually based on the linear response formalism [15]. A partical autocorrelation function is
computed from the collected data throughout the MD trajectory and it is sequentially Fourier-transformed
to arrive at a spectrum of a given type. The autocorrelation of a time-dgendent function f(t), according to
Wiener-Khintchine theorem, is given by:

Z Z

H()f(t+ )i = Zi f(t)e " dt " dl (2.7)

In accordance with the mathematical properties of Fourier transforms, 1 follows that the autocorrelation
of f (t) can be obtained by rst taking the Fourier transform of f (t) and sequentially computing the square of
its modulus and taking the inverse Fourier transform.

In the present study, we have relied on two types of autocorrelationfunctions to compute the vibrational
spectra: autocorrelation function of the nuclear velocities (the véocity-velocity autocorrelation function) and
the dipole moment autocorrelation function [19, 20].

We have used the following de nition of the velocity-velocity autocorrelation function (VV-ACF):

X x 2=
hv () v (0)i = vij (19 vij (%+ tydt (2.8)
I
wherei ranges from 1 to the total number of atoms, while the indexj refers to the three principal Cartesian
directions and ranges from 1 to 3. VV-ACF was computed from the data collectd from the production (simu-
lation) part of the ADMP trajectory and subsequently normalized with r espect to the initial value hv (0) v (0)i.

From the normalized VV-ACF, the rovibrational density of states spectra, which are proportional to the kinetic
energy spectra were computed by:

AN :
lw(!) = Jlim hV(Ol)V(O)'e it
T

m 0 W dt (2.9)

Analogously to VV-ACF the dipole moment autocorrelation function (DM-ACF) was also computed from
the production phase of the ADMP simulation. Infrared absorption crosssections were computed by a subse-
qguent Fourier transformation, i.e.:

VAN .
L) dim © OF g i gy

T . h (0) (0)i (2.10)

To compute the spectra of given types, both types of autocorrelation factions were subjected to Fourier
transformation by the fast Fourier transform algorithm (FFT). As the corre sponding time series have been
obtained from nite length ADMP simulations, we have used the Blackman's window function to account for

the fact that T < 1 and cause the integrand to diminish at suitableT values, which (in discrete notation) has
the following form [22]:

w(n)=0:42 05 cos +0:08 cos

N 1 N 1 °

0 n N 1 (2.11)

3. Results and discussion.  The two minima that have been located on the DFTBA PES of free formic
acid molecule, corresponding to the cis- and trans-conformers of thimolecular system, are shown in Fig. 3.1.
These two structures have further on been used as starting pointin the course of MD simulations within the
ADMP scheme.

The computed structural parameters for the two minima are compared tothe corresponding experimental
values in Table 3.1. In this table, also the changes in intramolecular paramaters upon mutual interconversion of
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Y

Fig. 3.1 . The minima located on the DFTB PES of formic acid molecule, corr  esponding to the cis- (left) and trans- (right)

conformers.

Table 3.1
The computed structural parameters for the two minima compared  to the corresponding experimental values

Parameter Trans Cis (Cis-Trans)
Exp. | DFTB | Exp. | DFTB | Exp. DFTB
Rey/ A 1.097 | 1.135 | 1.105| 1.153 | 0.008 | 0.018
Rco!/ A 1.342| 1.377 | 1.352| 1.379 | 0.010 | 0.002
Ro.g/ A 0.972| 0.982 | 0.956| 0.978 | -0.016 | -0.004

Rc—o / A | 1203 1.211 | 1.195] 1.202 | -0.008 | -0.009
HCO(-H)/ | 112.0| 1126 | 1146 1129 |26 | 0.3
COH / 106.3| 107.9 | 109.7| 1104 |34 |25
HCO/ 1232 1258 | 1232] 1246 |00 | -12
OCO(H)/ | 1248] 1216 | 122.1[ 1225 |27 |09

Table 3.2
The computed anharmonic O-H and O-D stretching frequencies for t he two minima compared to the corresponding experi-
mental values

Parameter Trans Cis | (Cis-Trans)
Exp. DFTB | Exp. DFTB | Exp. | DFTB
vO-H / cm-1 | 3550.5| 3506.0 | 3618.0| 3557.4 | 67.5 | 51.4
vO-D / cm-1 | 2631.0| 2569.9 | 2685.0| 2605.9 | 53.0 | 36.0

the two conformers are given. As can be seen, the overall agreement beten theory and experiment is excellent,
con rming the appropriateness of the employed theoretical method ér the purpose of the present study.

The O-H stretching vibrational potentials, computed at the DFTBA le vel of theory for the cis-and trans-
conformers are shown in Fig. 3.2. Table 3.2, on the other hand, compiles theomputed anharmonic O-H and
O-D stretching frequencies for the two minima compared to the coresponding experimental values. As can be
seen, concerning the fact that these are the "raw" (i.e. unscaled) alues, the agreement between theoretically
computed and experimentally measured O-H(D) stretching frequenies is rather satisfactory.

In the present study, to carry out the molecular dynamics simulations, we have relied on the atom-centered
density matrix propagation scheme. This is an extended Lagrangian moleculadynamics method in which
the electronic structure is accounted for by a single-particle desity matrix representation of the electronic
subsystem. The density matrix is propagated simultaneously with tre nuclear degrees of freedom (treated in
a classical manner). This is achieved by introducing the ctitious inertia tensor in the course of adjusting
the nuclear with the electronic time scales. The overall e ect of sich adjustment is an achievement of a
ctitious dynamics that allows controllable oscillations around the Born -Oppenheimer surface. However, within
the ADMP scheme the self-consistent eld (SCF) convergence is noaichieved. Therefore, one has to analyze
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Fig. 3.2. The O-H stretching vibrational potentials for the cis-and tra  ns-conformers of free formic acid, computed at the
DFTBA level of theory.

carefully the errors in order to be certain of the accuracy of the dynamis as well as of its physical meaningfulness.

To analyze the errors inherent to the ADMP scheme, in our present sidy, we have thoroughly analyzed
the time-evolution of the adiabaticity index, the idempotency of the density matrix [19, 20], as well as time-
dependence of the total angular momentum throughout the productive partof the simulation. On Fig. 3.3, the
time-dependence of the adiabaticity index in the production phaseof the simulations carried out at 10 K, starting
from both cis- and trans-conformers of the formic acid molecule is shown Comparison with the literature-
suggested threshold values of this quantity [19, 20] allowed us to concledthe stability of the simulations. As an
additional test, to con rm the previous conclusion, we have also cheked the idempotency of the density matrix;

this parameter was kept within the threshold value of 10 2. At the same time, the total angular momentum
value was conserved to< 10 2 h as well.

In Table 3.3, the target MD temperatures are compared to the actual ones acleved during the productive
part of the ADMP simulation runs with cis- and trans-conformers as starting points for the dynamical sim-
ulations (i.e. the minima on the DFTB PESs corresponding to these guctures). The observed temperature
uctuations around the target and average values presented in Table 3.3 thoughout the productive phase of
the simulation were acceptable and, at the same time, in line with thestatistical physics expectations for a
dynamical simulation of molecular system with the current size. Cetainly, more precise temperature control
(and therefore, further diminishing of the temperature uctuati ons) could have easily been achieved by e.g.
coupling the system to a suitably chosen thermostat. However, suctemperature control has not been applied
in the present study, since the main intention of the study was compitation of spectroscopic properties from
dynamical simulations through the time correlation functions formalism. In order to do this in a physically

correct manner, any distortion of the dynamics, which would be introduced by the imposed temperature control
[19, 20], has to be avoided.

In Fig. 3.4, the frequency region of the kinetic energy spectra (i.e.the kinetic energy density of states
spectra) obtained by Fourier transformation of the velocity-velocity autocorrelation function in which peaks
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on phase of the simulations carried out at 10 K,

of the formic acid molecule.

Target and actual temperatures achieved during the productive p art of the ADMP simulation runs with cis- and trans-

structures)

conformers as starting points for the dynamical simulations (i.e. the minima on the DFTBA PESs corresponding to these
Ttarget / K | Tsim.cis/ K | Tsim. trans / K
10 10.15 9.97
100 101.91 99.59
200 201.97 199.90
300 299.72 298.45

due to the O-H stretching vibrational motions are expected to appear $ shown for the series of simulations
carried out at the four di erent temperatures: 10, 100, 200 and 300 K starting from the equilibrium geometry
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Fig. 3.4 . The kinetic energy spectra (kinetic energy density of state s spectra) obtained by Fourier transformation of the
velocity-velocity autocorrelation function for the series of  simulations carried out at the four di erent temperatures, star ting from
the trans-conformer of the free formic acid molecule, in the fr  equency region where signals due to the O-H stretching vibratio ns
are expected to appear (from 3500 to 3700 cm 1).

of the trans-conformer of formic acid. In Fig. 3.5, on the other hand, the samespectral region is shown
in the kinetic energy spectra computed from the trajectories at the mentioned series of temperatures started
from the equilibrium geometry corresponding to the cis-conformer offree formic acid molecule. The intensity
pattern in the kinetic energy spectra is, of course, not directly omparable to the infrared spectrum. It is more
directly comparable to the deep inelastic neutron scattering spetum. However, these spectra still contain
essential information concerning the spacings between vibrational eergy levels of di erent intramolecular modes.
Following, therefore, the kinetic energy spectra, one indirectlyfollows the temperature evolution of the energy
level di erences. As will be seen from the subsequent discussi, the particular frequency region analyzed in
the present study maps quite clearly the temperature evolution of he molecular conformational exibility along
with the intramolecular vibrational energy redistribution.

In summary, the kinetic energy spectra carry out the essential inbrmation concerning molecular rovi-
brational density of states (or, perhaps even more precisely, about th@xistence of energy level di erence at
particular frequency, i.e. wavenumber value). Although for a dire¢ comparison with the experimental infrared
spectra, it is better to rely on a straightforwardly comparable quantity derived by a Fourier transformation
of the dipole moment autocorrelation function, throughout this present study, we will use the kinetic energy
spectra in parallel with those computed from the dipole autocorrelaton function. Although this may, at rst
sight, seem to complicate the analysis, we have chosen such an approaahedo the following reasons. Existence
of vibrational energy level di erence, manifested with an appearance ofa band (signal) at a given frequency
value, does not tell us anything about the particular mode that is involved in this energy level pattern. As a
matter of fact, the intramolecular nuclear motions that correspond to a particular mode may or may not involve
a change in the dipole moment. Such change, however, would be respdoisi for absorption of light quanta upon
interaction with the incident radiation from infrared spectral region . By restricting the analysis solely on the
basis of spectra obtained from the dipole moment autocorrelation functin, therefore, the thermally-induced
behavior of modes which are not infrared active would be disregarded.

In Fig. 3.6, the O-H stretching region in the spectra computed by Fourer transformation of the dipole
moment vector autocorrelation function for the series of simulations of fee formic acid molecule carried out
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Fig. 3.5. The kinetic energy spectra (kinetic energy density of state s spectra) obtained by Fourier transformation of the
velocity-velocity autocorrelation function for the series of  simulations carried out at the four di erent temperatures, star ting from
the cis-conformer of the free formic acid molecule, in the freq uency region where signals due to the O-H stretching vibrations are
expected to appear (from 3500 to 3700 cm 1).

at the four di erent temperatures (10, 100, 200 and 300 K), started from the equlibrium geometry of the
trans-conformer is shown. Fig. 3.7, on the other hand, shows the same sgeal region in the dipole moment
autocorrelation spectra extracted from series of simulations at the metioned temperatures, this time started
from the equilibrium geometry of the cis-conformer of free formic acidmolecule. As implied before, these
spectra are actually directly comparable to the experimentally meaared frequency dependencies of the infrared
absorption cross-sections obtained by experimental infrared speabiscopic techniques, i.e. directly comparable
to the temperature-dependent infrared spectra of the studied pecies.

We start the discussion by analyzing the appearance of the spectral regn in which signals due to O-H
stretching motions are expected to appear in the kinetic energy sp#ra computed from the velocity-velocity
autocorrelation function (Figs. 3.4 and 3.5), corresponding to the rovibvational density of states. As can be
seen from Fig. 3.4, the O-H stretching band exhibits a notable shift bwards lower wavenumbers (energies)
upon temperature increase. We attribute this behavior to the folloving. At lower initial kinetic energies,
corresponding to achievement of lower e ective temperatures, tk amplitudes of all intramolecular motions are
modest, much lower than in the case of higher energies (and consequigntemperatures). At lower temperatures,
therefore, the O-H oscillators sample only the region in the vicinity of the "harmonic part" of the vibrational
potential. As the temperature increases, the amplitudes increaseso that the studied oscillators more frequently
reside in the "more anharmonic” region of the potential. As the di erences between vibrational energy levels
are directly dependent on the anharmonicity, the more anharmonic the eective (sampled) potential is, the
lower in energy will the corresponding spectral band appear. Sincehe trans- rotamer of the free formic acid
is the more stable one, only a single e ective O-H stretching band appars at temperatures up to 300 K in
the rovibrational density of states spectra. The situation in the caseof simulations started from the cis-form
of free formic acid is much more complex, however (Fig. 3.5). Though the geral trend in the temperature-
dependence of the most intensive band in this spectral region basidglfollows the one evidenced in the case of
trans-conformer, it can be seen from Fig. 3.5 that in the studied spectl region of the cis-conformer, even at
temperatures as low as 10 K, two bands appear, as a consequence of enhanastplitudes of the intramolecular
OCOH torsional motion. At temperature of 200 K, a clearly de ned band appears at 3572 cm !, which
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Fig. 3.6 . The dipole moment autocorrelation spectra ( infrared absorption spectra) obtained by Fourier transform  ation of the
dipole moment autocorrelation function for the series of simul ations carried out at the four di erent temperatures, starting from
the trans-conformer of the free formic acid molecule, in the fr equency region where signals due to the O-H stretching vibratio ns
are expected to appear (from 3500 to 3700m 1).

could correspond to an O-H stretching vibration within the deeper well of the torsional potential. The velocity-
velocity autocorrelation spectra computed from the ADMP simulations in the present study are based on the
autocorrelation functions of averaged nuclear velocities. Thereforethese are statistical quantities, obtained as
a statistical average from numerous di erent con gurations spanned by the MD simulation and the computed
resultant spectrum corresponds to a dynamically averaged picture othe studied molecular system. In the
course of dynamical simulation, the immediate surroundings of the O-H setching vibrational mode changes in
an anisotropic manner, which, in turn, leads to broadening and attening of particular spectral regions, in line
with previous results reported in the literature [19, 20].

The spectral pictures observed in the O-H stretching regions of th dipole moment autocorrelation spectra
(Fig. 3.6 and 3.7) computed from the trajectories started from trans- and ¢s- minima on the DFTB PES of
free formic acid resemble quite much the analogous regions in the velibcvelocity autocorrelation spectra, with
some intensity redistributions.

On the basis of all previously outlined theoretical results one can corade that the thermally-induced dy-
namical e ects in the rovibrational density of states (as well as in theinfrared absorption cross-sections) of even
rather simple individual molecular systems may lead to substantialdi erences in comparison to the correspond-
ing "static" properties. When one compares theoretical with experimental spectroscopic data, therefore, to
account for all the complexities inherent to the intramolecular motions of the studied system, the temperature
e ects should be explicitly accounted for. This is especially vald considering the fact that the usually available
experimental vibrational spectroscopic data have often been obtainedt temperatures far above the absolute 0
(which is the e ective temperature at which "static" ab intio or semiempirical computations are often carried
out).

When the studied molecular system is characterized by a certain dgee of intramolecular exibility, i.e. in
cases when several rotamers close in energy may exist, thermallyeinced intramolecular motions and intramolec-
ular vibrational energy redistributions can cause e ective dynamicaltransitions between the corresponding wells
on the molecular PES. As the statistically averaged spectra computedrbm statistical physics simulations by
the linear response formalism account for such dynamical e ects (and fothe intramolecular conformational
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Fig. 3.7 . The dipole moment autocorrelation spectra ( infrared absorption spectra) obtained by Fourier transform  ation of
the dipole moment autocorrelation function for the series of s imulations carried out at the four di erent temperatures, start ing
from the cis-conformer of the free formic acid molecule, in the  frequency region where signals due to the O-H stretching vibrat ions
are expected to appear (from 3500 to 3700 m 1),

exibility of the studied molecule as well), these should be favoed over the static ones.

4. Summary and conclusions. In the present study, we have carried out a density functional tigh
binding study of the O-H stretching vibrations in the case of two corformers of free formic acid molecule. We
have calculated the anharmonic O-H stretching vibrational frequenées implementing a static approach (based
on calculation of the O-H stretching vibrational potentials of the two for mic acid conformers and subsequent
numerical solution of the vibrational Schmdinger equation), and a dynamic approach (based on sequential
DFTB MD simulation within the ADMP scheme followed by analysis of several autocorrelation functions cal-
culated from the MD trajectories). Dynamic calculations allowed us to compute the temperature-dependent
spectroscopic properties of this molecule, i.e. to explicitly inolve the thermal motion e ects in single-molecule
computational anharmonic vibrational spectroscopy. We have computed vaus types of spectra at series of
temperatures (ranging from 10 up to 300 K), including the rovibrational density of states spectra, as well as the
infrared absorp-tion cross section spectra. The thermally induced ltanges in the single-molecule spectroscopic
properties were deduced and the reasons behind them were analyzeddadiscussed. The advantages of the
dynamic approach to computational vibrational spectroscopy at nite temperatures are outlined and discussed,
in the context of research devoted to molecular-level understandig of the phenomena and processes relevant to
climate science and atmospheric chemistry.
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AN INTEGRATED WEB-BASED INTERACTIVE DATA PLATFORM FOR MOLECULAR
DYNAMICS SIMULATIONS
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Abstract.  The article aims to introduce an integrated web-based inter active data platform for molecular dynamic simulations
using the datasets generated by dierent life science commu nities from Armenia. The suggested platform, consisting of data
repository and work ow management services, is vital for cu rrent and future scienti c discoveries in the life science d omain. We
focus on interactive data visualization work ow service as  a key to perform more in-depth analyzes of research data outp uts, helping
to understand the problems e ciently and to consolidate the data into one collective illustration platform. The functi onalities of
the integrated data platform is presented as an advanced int egrated environment to capture, analyze, process and visua lize the
scienti c data.

Key words:  molecular dynamics simulations, high-performance comput ing, persistent identi er, Web-based interactive visu-
alization, DNA, biological systems.
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1. Introduction. In addition to the main pillars of science, which are the theory and exgriments, mo-
deling and numerical simulations are the heart of multiple domains, wich are not only scienti c, but also
societal (energy, health, environment), economic, nancial, and lie ethics [1]. They also appear increasingly
as decision-making tools for critical cases such as global warming or naturalisasters. Since the modeling
and simulations are essential for many scienti ¢ advances, the control ofll the aspects of high-performance
computing (HPC) - as well as the capacity to exploit the masses of data to ackle the solution of these complex
models - is inescapable.

The explosion in computational power helps the biologists and life scigce researchers to conduct more
advanced experiments and in its turn lead to a rapid increase in the amunt of experimental data, research
outputs, etc. [2]. As computational experiments, molecular dynamics KD) simulations are widely used in the
domain of life science to evaluate the equilibrium nature of classicamany-body systems [3, 4]. The study of
systems with a large number of atoms in long trajectory intervals (from nano to milliseconds) is required to
explore a broad range of exciting phenomena, which is undoubtedly unésible without using appropriate HPC
resources and storage facilities to manage and visualize these data.

Various life science communities from Armenia use HPC resources and mgerate a signi cant amount of
research outputs by storing them in local repositories. Usually, sue local datasets are incomplete, and there
is a demand to cluster them into a central repository by managing thisdata using appropriate metadata and
identi ers. Because there is no centralized repository to hold allthese data, the data sharing between these
communities is a challenge, which also leads to being unable to hawesingle platform to process and visualize
this data. The volume, complexity, and heterogeneity of data originating from these communities have created
challenges to have a complete understanding of complex biological presses and systems [5].

This article aims to introduce an integrated web-based interactivedata platform for molecular dynamic
simulations using the datasets generated by the several Armenian lifscience communities. The suggested
platform, which consists of a data repository and work ow management serices, is vital for current and future
scienti ¢ discoveries. We focus on interactive data visualizaton work ow service as a key to perform a more
in-depth analyzes of research data outputs to help to understand theproblems e ciently and to consolidate
the data into one collective illustration platform. The integrated dat a platform is presented as an advanced
integrated environment to capture, analyze, process and visualizehie scienti ¢ data.

Institute for Informatics and Automation Problems of the Na  tional Academy of Sciences of the Republic of Armenia, 1, P.
Sevak str., 0014 Yerevan, Armenia ( hrach@sci.am).
YInternational Scientic Educational Center of the Nationa | Academy of Sciences of the Republic of Armenia, 24D, M.
Baghramyan ave., 0019 Yerevan, Armenia.
ZYerevan State University, 1 A. Manoogian str., 0015 Yerevan , Armenia.
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The remainder of this paper is divided into the following sections section 2 introduces the life science
communities and applications in Armenia widely using MD simulations, section 3 represents the integrated
data platform, section 4 work ow services and nally section 5 is the conclusion.

2. Life science communities and applications in Armenia. The life science communities in Armenia
produce a signi cant amount of data and widely use HPC resources. The senti c outputs and datasets
generated by the Bioinformatics Group of the International Scienti c and Educational Center of the National
Academy of Sciences of the Republic of Armenia (Bioinformatics group) andhe Molecular Physics department
of the Yerevan State University (MolPhys YSU) are used in the suggested dta platform.

The Bioinformatics group studies complex systems, including sudctants, polymers, and proteins, which
can be found in everyday life, as well as in many industrial applicatios, such as in pharmaceuticals, food
processing or agrochemicals [6]. The analyzes of interaction betweenrfactant and protein/polymer plays a
critical role in many physical processes and opens up a wide range of corencial applications, including cosmetic
formulations [7] or drug delivery systems [8]. Moreover, such kind®f complex systems have been extensively
investigated for many years as model systems for biological membranes Ipgi of vital importance in studies of
cell membranes [9]. The large-scale simulations play a vital role to o ea detailed picture of the structure and
dynamics of complex systems by improving our knowledge and underahding of many interesting phenomena,
such as slow conformation changes or folding/unfolding. The e ciency of sub kind of longtime simulations
can be reached via HPC platforms, as many interesting phenomena occut nano-to-milliseconds time scale,
and require massively large systems with many atoms to mimic real sysims. Although, it is also essential and
necessary to analyze MD simulations with experimental data for validiy ensuring. The main aim of various
of studies of the group is to use the classical MD simulation method geihg a deeper insight into dynamic
processes occurring on longtime scale range [10, 11, 12].

The MolPhys YSU studies nucleic acids, e.g. double-stranded DNA andisgle-stranded RNA molecules,
which play an essiential role in the living systems functionality biomedical research, biological sensors devel-
opment, etc. [13, 14]. For example, hybridization process is a keystonef many essential processes, including
transcription, replication, polymerase chain reaction or DNA sensors factioning. Thermodynamics and ki-
netics of the nucleic acids hybridization have been extensivelynvestigated both on the surface and in bulk
[15, 16, 17]. The all-atom and coarse-grained simulations can give a substantial jpact on the understanding of
hybridization thermodynamics and kinetics. Such large-scale simiations require HPC platform and massively
parallelized MD computations. The main research focus of MolPhys YSU ishe single and double-stranded nu-
cleic, which require validation using MD simulations [18, 19, 20]. The corhination of experimental and various
computational methods can give us a deep understanding of the complexrpcesses, behind the nucleic acids
hybridization.

3. Integrated Web-based interactive data platform. The suggested integrated web-based interactive
data platform gives users a possibility to have a single entry point b di erent services®. First, it enables to
store and manage the output data of diverse simulations and assign meta-dataoteach output to increase the
data reliability. In addition, the platform allows searching for any re quired molecule type and download it. For
the visualization, an interactive web-based solution is provided touse the web browser directly to have a quick
look at the molecule structure and based on that decide to use it or nét. Finally, the public link is provided to
enable data downloading in case the user does not have an account on iRORQ®Btegrated Rule-Oriented Data
System) [21].

The platform consists of the following layers, which are illustrated in Figure 3.1.

3.1. Local data repository. The local data repository is the most common place for preserving digital
research data. A repository is an online database service, which archigeand stores the data, and also provides
a possibility to discover and access the data. The repository o ers seeral features and bene ts:

To preserve the data for future work.
To assign metadata and persistent identi ers for each data which in is turn increase their reliability if
others will use them.

1web-based interactive data platform, http://irods.asnet .am:8080/irods-cloud-backend
2Data visualization platform, http://irods.asnet.am/Jmo I/jsmol.htm
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Fig. 3.1 . Diagram of the integrated web-based interactive data platfo rm.

Workflows management system

To increase the data discovery over the net.

To prevent the users from maintaining the data by themselves, beause the professional administrators

will maintain the data.

To enable data sharing between di erent communities.
The most signi cant benet of these repositories is sharing the data opening a lot of new opportunities for
research, collaboration, increasing research visibility, the use dfigh-quality data collected by other researchers,
etc. Some repositories have restricted constraints and policies abbhow to use or store the data, and the user
needs to register to be able to use the stored data. The data repositorglatform has been developed using the
iRODS, which is an open-source data management software. iRODS provid a rule-based system management
approach which makes data replication much easier and provides extraata protection. The metadata system of
iIRODS is comprehensive and allows users to customize their apphtion level metadata, instead of the metadata
supplied by traditional le systems. The types of datasets mainly gererated by the Bioinformatics and MolPhys
YSU groups include:

trr le format - the trajectory of a simulation including all the coordinates, velocities, forces and

energies.

gro le format - a molecular structure in Gromos87 format. gro les, as trajectory by simply con-

catenating les.

xtc le format - a portable format for trajectories. It uses the xdr routines for writing and reading
data which was created for the Unix le system.
pdb le format - molecular structure les in the protein databank le format. The prot ein databank

le format describes the positions of atoms in a molecular structure. ordinates are read from the
ATOM and HETATM records until the le ends or an ENDMDL record is encoun tered.
psf le format - contain atoms, residues, segment names, residue types, atomic masdatharge, and
the bond connectivity.
All in all the metadata are stored in Mysqgl database, and all related data are $ored in the replicated storage
to ensure the availability of the resources in case of any damage or failov@roblem.

3.2. Data reference and data sharing. As the amount of the digital data rises exponentially [22] the
relations between them becoming more and more essential and as data rejitosies are various by their size and
format, it can be vital for data in the repositories to change its physicallocation, as this can cause a loss of the
link to that data. It is commonly known that the Uniform Resource Locator (URL) of a data is not a permanent
link to the physical location of the data and when the physical locationis changed the URL also should be
changed everywhere. As the number of places where data URL is cited cdre huge the URL changing procedure
can be a hard work to do and URLs might be unchanged from several places. Thisan lead that particular
data to be unreachable from the old URL. For this reason, scienti ¢ institutions need a long-term preservation
of resources with long-term accessibility. Persistent Identi e (PID) [23] is used to enable a long-lasting data
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reference and sharing, meaning it guarantees reliability in citing surces even if the URL of data changes. It
has two components: a unique identi er and a service that locates tk resource when its location changes. PID
name consists of a pre x that is globally unique within the context of the system providing the PID, and su x,
which is unique within the local organization. The unique pre x "21.15104" is used for the platform and a
su x starting by "ASNET" is automatically generated per dataset. The PIDs are generated and registered by
data centers enabled through European Persistent Identi er Consorium (EPIC). EPIC provides PID services
for the European Research Community to allocate and to resolve persisht identi ers using handle systems.
The handle system of GRNET (Greek Research and Technology Network) is sl by the suggested platform to
generate PIDs per each simulation with using GRNET Handle Restful welservice. As the EPIC API supports
the automatic generation of a local name of the PID, the su x of PID is generated and executed automatically
with a POST HTTP request in curl. This gives an opportunity to reach our data even if we change the physical
address. We also use EPIC PID for the visualization described in thesection below.

3.3. Work ow management system. Research and scienti ¢ processes in biology heavily use work ow
systems to have all necessary steps to address the complexity of asgienti c experiment and to enhance the
discovery of new methods and solutions based on the execution of comglalgorithms together with the access
and analysis of experimental data. All this help to produce more accurateand reliable results and outcomes,
which can con rm real experiments or provide a proper and deep undestanding of several processes. With the
availability of HPC resources and di erent cloud services [24, 25], the logists in Armenia can run complex
work ows that integrate programs, methods, and data from various resource and run di erent simulations
in a single consolidated platform. Using di erent scienti ¢ computi ng methods with the support of scientic
discovery development, a new area of scienti c methods arise wht new data analysis strategies enabled which
are called e-science paradigm. The ultimate goal of the deployed platforns to provide a complete solution
of life science communities to conduct di erent work ows based on heir experimental output. The suggested
solution is to have a molecular visualization to be able to check the sipe and the construction of the molecule
before conducting any experiment. The service enables the usets upload their molecules, or use the sample
uploaded on iRODS, or even use any public URL, which refers to some molele. This will enable users to have
more insight and understanding about the molecule and use it in any simar experiment.

3.4. Public access and Web interface. At a top layer, the data visualization layer is used, which is a
web interface for molecules visualization (see Fig 3.2). This intedce is based on Jmol, which is an open-source
browser-based HTML5 viewer and stand-alone Java viewer for chemicatrsictures in 3D [26]. Since it is written
in the Java programming language, it is compatible with all major operating systems and, in the applet form,
with most modern web browsers. Two bene cial features of this syem have been customized, which allows
users directly check the molecules stored in the iRODS repositgrusing its public URL link, and upload the
molecules from the personal computer and visualize it. The interfacenables to colorize the molecules based on
their type, animate them, add labels etc. At the top level, there isa web interface, which is a Cloud browser
developed by DICE group [27]. The web interface simpli es the reseather's work to not think about where
to store the data and corresponding metadata, the researcher needs ontg upload the data and then Il the
corresponding sections of the metadata. A new template is provided foeach community containing the relevant
elds in order to gather or input all required information for each uploaded data. There is also a separate service
that can be accessed from the above-mentioned web interface. It is auplic link to all stored data on iRODS.
This link will enable any user to use the data on IRODS repository without the need of registration, which as
a result increases the usage of the data.

4. Demonstration and discussion. To perform data analysis in biology work ows are very useful. The
work ow management system helps users to create and run di erent eperiments without concerning about the
programming and what is going on at the back-end of the system. In bioinformaits, these systems usually
concentrate more on a visual representation of molecules using graphicater interface, which enables scientists
to run several scienti ¢ tasks in parallel and visualize the resuls in order to get more details and proper
information about the experiments outcome. The 3D presentation or visuakation of studied systems is an
important key to understand the intra-molecular structure better and get insight from MD simulation.

Many complex biological systems have been studied using the platforpfor instance, a system, consist of
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Fig. 3.2 . Data visualization interface.

a cationic poly (dially Idimethy lammonium chloride) (PDADMAC)/ sod ium dodecyl sulfate (SDS)/Decanol
and aqueous solution. Such kinds of systems are widely used in dien¢ elds, such as pharmaceutics or
cosmetics, as well as for the synthesis of nanostructured material [28'The mentioned system is extracted from
the MD simulations. The visualization capabilities of the given system are illustrated in Figure 4.1. The colors
are: red - O, silver - H, gray - C, yellow - S, green - CL and purple - Na. Tk data are the outputs of MD
experiments using GROMACS software package [29]. The visual preseation makes it possible to reveal the
polymer absorption features on SDS bilayer, as well as, the information aming from the decanol molecules'
orientation. One can track that the decanols, which are located betweerthe SDS methyl groups, are mostly
in upright position. The vital information coming from this visualizati on is that the PDADMAC molecules in
two layers have di erent conformations, i.e. a more folded and a more at conformation. Note that the MD
results are in full agreement with our experimental ndings, for instance the coexistence of two conformations
have been experimentally observed, which argues that MD simulatios under the same conditions are consistent
to the experiments. Thus, the visualization of the systems gives s information about the coexistence of two
lamellar phases in surfactant-based systems induced by polyelediyte, as well as, about the lamella features,
such as undulations, etc.

Using a present platform, important processes such as force pullingnd nucleic acids hybridization have
been addressed. Pulling simulation of helical B-DNA with the sequace d(CGCAAATTTCGC)2 has been
performed. The system presented in Fig. 4.2 contains 417688 atoms, incliudy dsDNA, water molecules, and
100 mM NaCl. We also considered the same system, containing MgCI2 insteaaf NaCl.

In Fig. 4.2. d(CGCAAATTTCGC)2 in presence Na+ and CI- ions, Water molecul es are hidden. lons
dissolved in water are indicated in red, the surface of the electromi density of the double - stranded DNA is
indicated in macaroon, and the atoms of the double - stranded DNA are indicatd in blue, orange, yellow and
grey colours. During MD simulation the double-stranded DNA molecule vas pulled by an external force and
the free energy of double-stranded DNA was measured directly.

The typical nal con rmation of the DNA molecule is presented in Fig. 4.3.

The strands of d(CGCAAATTTCGC)2 are separated. Na+ ions are indicated blue, Cl- ions are indicated
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Fig. 4.1 . PDADMAC/SDS/Decanol in water bulk.

sky, atoms of the two single - strands DNA are indicated using various col@ depending on the type of atom.
The visual presentation makes it possible to observe the single strals separation of the double-stranded
DNA caused by external pulling.

5. Conclusion. Work ow system is a basic model or pattern that provides support for research and
scienti ¢ experiments by containing all the all necessary steps ofliscovery based on the execution of di erent
simulations and having the possibility to visualize the results to get a better understanding of the outputs.

The deployed infrastructure gives the biologists in Armenia and begnd the possibility to increase the
visibility of the actual laboratory processes, help them in examinirg the processes' impact on each other and
which activities have more in uence on the whole process. The syem also gives a possibility to understand
the relationship of the small processes in a larger system and how tlgeinteract with each other. Having a
single point for all distributed data in Armenia enables researchergo collaborate more easily and to share their
knowledge.

Using this system helps to unfold the complexity of any scienti ¢ problem and their domain, and also to
identify the redundancy of the conducted steps to avoid them in tre future. There is a plan to expand the
system to contain pre-de ned work ows for di erent activities in the domain of biology, and also to enhance
the system with more visualization features such as a visual comparisobetween two elements, display di erent
animation etc.
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Fig. 4.2 . d(CGCAAATTTCGC)2 in presence Na+ and CI- ions, Water molecules are hidden.
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MODELING AND MOLECULAR DYNAMICS SIMULATIONS STUDY OF
ENOL-CARBONATES AND THEIR DERIVATIVES

MILJAN BIGOVIC ¥ LUKA FILIPOVIC  Z ZARKO ZECEVIC X AND BOZO KRSTAJIC

Abstract. In view of the fact that the mechanisms of the interaction of o rganic molecules with the properties of the drug
occur in most cases by their binding to the receptors (protei ns), we wanted to examine the interactions of small organic m olecules
that we synthesized and certain proteins. In this paper the ¢ omparison between molecules, modeled by di erent software packages,
and experimental results is performed. The series of new mol ecules are synthesized using Barbier reaction of allylatio n of carbonyl
compounds with 4-(bromomethyl)-1,3-dioxol-2-one as a hig hly ctionalized allylic synthon. Their structure was dete  rmined by
spectroscopic methods (NMR-, IR- and UV/VIS-spectroscopy  and MS-spectrometry), while for three individual molecule s analysis
of x-ray di raction (X-ray analysis) was also performed, wh ich gave the nal con rmation of the exact arrangement of all atoms in
the space. The molecules are represented in standard chemic al format, visualized and prepared for simulations. In orde r to obtain
datasets that further can be used to examine and analyze inte ractions with well-known proteins, molecular dynamic simu lations
are performed. The purpose of this research was to present th at using powerful computer infrastructure and appropriate  software
tools, an accurate molecule models can be created.

Key words:  molecule modeling, molecular dynamics simulations, organ ic molecules, protein, interaction, parallel simulation

AMS subject classi cations. 65Y05, 92C40, 92E10

1. Introduction. Synthesis of biologically active organic molecules in the laboratory is one dhe most
important methods in the procedure of the creation of new drugs today In this way, the possibility of syn-
thesizing molecules that are available from natural sources in very sall quantities is opened up. Moreover,
the synthesis of molecules that are not present in nature at all, but that could have far stronger and better
biological e ects in relation to natural ones has become possible. All methds of chemical synthesis used in the
process of obtaining such molecules are of great importance.

In order to speedup the research of synthetic molecules and theimnieractions, as well as reduce analysis
costs, molecular dynamics (MD) simulations on distributed computing resources are used. They consist of many
emerging techniques with potential applications in diverse areas of mdern chemistry, pharmacology, pharma-
ceutical chemistry and biochemistry. Over the past three decadg, MD has evolved as an area of importance for
understanding the atomic basis of complex phenomena such as moleculazaognition, protein folding, and the
transport of ions and small molecules across membranes. The application of Msimulations with experimental
approaches have provided an increased understanding of protein stcture-function relationships and demon-
strated capacity in pharmaceutical and medical analysis and drug discaery [1]. Existence of computing model
that can simulate and predict molecule interactions with well-known proteins [2] will give enormous contribution
in resolving this complex problem. The discovery of a new drug take 12-15 years, and costs between 600 and
800 million US dollars. The application of these methods will contributeto the selection of candidate molecules
that could be biologically active and thus reduce the list of tested moleules. This would certainly contribute to
reducing the time spent in the laboratory and the nancial expenditures [3]. A variety of publications testi es
about growth and successful MD research studies in various elds offié science [4][5][6][7].

Here, models of three newly synthesized molecules are presentelth order to obtain datasets that further
can be used to examine and analyze interactions with well-known protes, molecular dynamic simulations
are performed. Since the MD simulations are computationally intensie, they are signi cantly accelerated by
using dozens or hundreds of computing cores, which gave a signi canteme t of using of computer models in
comparison to the traditional way of synthesis of new molecules and theibiological activity. In our analysis we
used GROMACS [8], a software for parallel simulations in the molecular gnamics of the given ligand-receptor

The research leading to these results has been co-funded by t he European Commission under the H2020 Research Infrastruc tures
contract no. 675121 (project VI-SEEM).
YFaculty of natural sciences, University of Montenegro, Pod gorica, Montenegro ( miljan@ac.me).
ZCenter of information system, University of Montenegro, Po  dgorica, Montenegro ( lukaf@ac.me).
XFaculty of electrical engineering, University of Monteneg ro, Podgorica, Montenegro ( zarkoz@ac.mg.
{ Faculty of electrical engineering, University of Monteneg ro, Podgorica, Montenegro ( bozok@ac.mg

139



140 M.Bigovic, L. Filipovic, Z. Zecevic, B.Krstajic

Fig. 2.1 . 4-(Bromomethyl)-1,3-dioxol-2-one

Fig. 2.2 . General view of allylation reaction of carbonyl compounds (ob taining the enol-carbonates)

pair.

2. Enol Carbonates and their Derivatives as Simulation Models. The homoaline alcoholic unit is
a very interesting and very common structural unit that characterizes a large number of physiologically active
molecules. In this way, important precursors are obtained, which ardurther used in the synthesis of a numbered
natural products with pronounced antibiotic, antimicrobial, antifun gal or even cytostatic e ects. Some of them
are: methylenolactocin [9], myxothiazol A [10] , eupomatilone [11] , sialic ad [12] and similarly.

We have previously reported the use of 4-(bromomethyl)-1,3-dioxol-2ne [Fig 2.1] as a highly functionaliyed
allylic synthon [13]. We assumed that in the reaction of this reagent withaldehydes or ketones it would provide
the possibility of obtaining homoallylicacohols, obtained in the form of protected enol carbonates:

Indium mediated allylation of carbonyl compounds with this reagent in water as a solvent alows for the
synthesis of ; -hydroxy ketones, in protected or either free form. The presencef fragment with three atoms
of oxygen is certainly interesting, especially in drug design indstry, because it provides possibilities for further
functionalization of derivatives and in organic synthesis [Fig 2.2].

After several decades of development, the preparation and application of ganoindium reagents in organic
synthesis have seen leaps and jumps. The feasibility of using thireagents in aqueous media permits the direct
functionalization of water-soluble substrates, which is important both from the ecological and the economic
point of view.

With obtained enol-carbonates, we have examined two sets of reactionsn rst, we transferred them to free
keto-diols using mercury salts, and in the second, after treatment wth base, they were converted enol-carbonates
into saturated cyclic carbonates? [Fig 2.3]:

Deprotection of enol-carbonates leads to free; -dihydroxyketone - a unit which is a common structural
motive of many natural products and physiologically active compounds whib recommended molecules for
further analysis.The third direction of the development of our reaction was the creation of a new carbon-carbon
bond. Namely, enol-carbonates undergo Heck reaction with aryl iodides ithe presence of silver tri uoroacetate,
to give the corresponding arylated products, obtained in moderate yélds [14] [Fig 2.4].

1Protocol: To a 10 mL ask equipped with a glass stopper and a ma  gnetic stirrer, 4- (bromomethyl) -1,3-dioxol-2-one 300 (5 0.0
mg, 0.28 mmol), THF (0.5 mL) and water (1.0 mL) , and then indiu ~ m powder (32.1 mg, 0.28 mmol). The resulting suspension was
intensively stirred at room temperature, whereby a white bl ur occurred. A carbonyl compound (0.19 mmol) was then added t o the
suspension. The reaction mixture was stirred for 15 minutes at room temperature, and the reaction stream was followed by  thin
layer chromatography (eluent: 20% acetone in petroleum eth er). The reaction mixture was partitioned between dichloro methane
(5 mL) and water (5 mL); the aqueous extracts were washed twic e with 5 mL of dichloromethane. The combined organic extract s
were dried over anhydrous magnesium sulphate, evaporated a nd evaporated on a rotary vacuum evaporator. The crude produ ct
was puri ed by column-based column chromatography, and whe rever possible by subsequent recrystallization.
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Fig. 2.3 . Functional transformations of enol-carbonates

Fig. 2.4 . Heck reaction with enol carbonates- method for carbon-carbo n bond formation
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Fig. 2.5 . Potential (predicted) interactions between molecules and a ctive sites of protein

In view of the fact that all these molecules were newly synthesizednd that no biological test was done with
them, we thought that molecular-dynamic calculations and simulations coud provide some important data on
the interactions of functional groups that our molecule are having with adive sites of proteins and receptors,
which are, in fact, lateral strings of amino acids.

Based on theoretical knowledge, that according to the structural charateristics of the described molecules
it should be assumed which regions could be involved in characterigtiinteractions with residues from active
protein centers.

In the following examples of selected molecules from all of the listereactions, we will show what possible
interactions we expect, and which will be con rmed by molecular calalations [Fig 2.5].

In Fig 2.5, the meanings are the followings:

1. Forms hydrogen bonds with electronegative atoms from the active site of poteins (nitrogen, sulphur,
oxygen).

2. Forms hydrogen bonds with hydrogen atoms with hydrogen atoms, which are irthe active site of the
protein, and are themselves bound directly to an electronegative atomr{itrogen, sulphur, oxygen).

3. - -non-polar interactions (part of the molecule that potentially builds t hese interactions is shown
in a blue rectangle)
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Fig. 3.1. Structural formula of Enol carbonate ((2R,3R,4R,5S)-5-hydroxy  -5-((S)-5-methylene-2-oxo0-1,3-dioxolan-4-yl)
pentane-1,2,3,4-tetraacetate)

3. Selected Molecules for Molecular Simulations. The most interesting synthetized compounds for
further analysis were:

1. (2R,3R,4R,5S)-5-hydroxy-5-((S)-5-methylene-2-oxo-1,3-dioxolan-#4) pentane-1,2,3,4-tetraacetate, see
Fig 3.1

2. (R)-4-((R)-hydroxy(phenyl)methyl)-5-methylene-1,3-diox olan-2-one, see Fig 3.2

3. (R)-4-((R)-(4-chlorophenyl)(hydroxy)methyl)-5-methylene -1,3-dioxolan-2-one, see Fig 3.3

Speci ed molecules were basis for further molecule modeling, wislization, simulations and comparison.
Compounds were synthesized according to the standard experimentgrocedures and were obtained as white
needle crystals. The crystals were carefully puried by the mehod of recrystallization from a mixture of
organic solvents in order to obtain a representative monocrystal. Thishigh quality monocrystal was used for
X-ray structural analysis, which belongs to a powerful, accurate and epresentative technique of analysis of
organic molecules. As a result, di raction analysis provides the exactspatial model of atoms and bonds in a
given molecule (Figure 3.1-3.3), which was necessary for building of theompound model for further computer
simulations.

Molecules are modeled and prepared for MD simulation by VMD [15], ChemS&tch [16] and OpenBabel
[17]. First, the molecules are sketched by using ChemSketch a malglar modeling program used to routinely
draw and modify structural formula of organic and inorganic molecules. ByChemSketch, the molecules can be
saved in standard formats, such as MDL mol le, which holds all information about the atoms, bonds and their
types and connectivity, as well as the coordinates of the atoms in the melcule.

After geometrical optimization in OpenBabel, molecules were converté into a standard format PDB (Pro-
tein Data Bank) which is often used in public compound databases [2]. Kjures 3.4-3.6 show the resulting
molecules, visualized in VMD. Computer molecule models has idental structure with molecule generated in
the laboratory and it can be used as an input le for molecular dynamics simdiations. We conclude that there
was no breakdown of links, deformation of angles or possible replacement wfdividual atoms. Veri cation of
identical models was necessary as a key step for further simulation®\ll e ects would lead to the formation of
molecule with some di erent valyes of angles and distances between ¢hatoms in relation to the one with which
we want to examine the simulation.

Main di erence between laboratory and computer analysis is their duraion and cost computer simulations
are much faster when it uses many computer cores and many di erent conibations between molecules and
proteins can be analyzed in shorter time interval. Molecular simulatons have great advantages in terms of
synthesis and in vivo and in-vitro biological activity testing. Namely, time is shorter, there is no need expensive
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equipment and chemicals, and they have a very high accuracy.

4. Moleclar Dynamics Simulations with Protein . We have simulated a system containing a protein
(T4 lysozyme L99A/M102Q) in complex with presented ligands. The simulation results related to the second
molecule are presented. The similar results are obtained for the othlemolecules. Gromacs in conjunction with
24 CPU cores is exploited for simulations. PRODRG server [18] is usedotgenerate a small-ligand topology
for use with GROMACS force elds family. Protein-ligand interaction s are widely studied based on topologies
produced by this program. Simulation are performed by following the pocedures described in [19], where all
necessary details about system con guration can be found.

Possible steric clashes or inappropriate geometry of the system are prented by performing the energy
minimization. The convergence of the potential energy is shown in Figte 4.1, indicating the convergence in
350 iterations.

Energy minimization ensures that the starting structure is reasonalte in terms of geometry and solvent
orientation. Before the real dynamics starts, the solvent and ions aroundthe protein must be equilibrated,
which is performed in two phases. The rst phase is conducted undeisothermal-isochoric conditions (constant
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Fig. 3.4 . Structural formula of Enol carbonate ((2R,3R,4R,5S)-5-hydroxy  -5-((S)-5-methylene-2-oxo-1,3-dioxolan-4-yl)
pentane-1,2,3,4-tetraacetate)

Fig. 3.5 . (R)-4-((R)-hydroxy(phenyl)methyl)-5-methylene-1,3-dioxolan -2-one

Fig. 3.6 . (R)-4-((R)-(4-chlorophenyl)(hydroxy)methyl)-5-methylene-1, 3-dioxolan-2-one

Number of particles, Volume, and Temperature, NVT). The timeframe for this simulation was set to 100ps.
The system temperature after equilibration is shown in Figure 4.2. The 300K target value is rapidly reached,
further remaining stable over time.

The second equilibration phase includes the system pressure stiéibation. This phase is performed under
isothermal-isochoric conditions (constant Number of particles, Presure, and Temperature, NPT). The time-
frame was also set to 100ps for this simulation. Figure 4.3 indicates the syem pressure variations over the
simulated timeframe, which was an expected behavior.

After equilibrating the system at the desired temperature and pressure, production MD phase is performed.
For this computationally demanding simulation phase, high-performancecomputers are required. In this exam-
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Fig. 4.1 . Energy minimization phase

Fig. 4.2 . Temperature of the system

Fig. 4.3 . Pressure of the system

ple, 1ns simulation is performed. GROMACS has some built-in tools foMD analysis. The radius of gyration
(Rg) of a protein is used as the compactness measure. Based on the resufiresented in Figure 4.4, it can be
observed that Rg has reasonably invariant values, which means that the mtein remains in its folded form over
the timeframe of 1ns at 300 K. Another indicator of the system compactness ifRoot Mean Square Deviation
(RMSD). The Figure 4.5 shows that the RMSD oscillates around 0.15 nm, idicating that the structure is very
stable.

Figure 4.6 shows the protein that is the result of the presented simlations. It shows parts stabilized by
hydrogen bonding (secondary structure) as well as speci ¢ spatial vaents of the given protein. According to
GROMACS-simulation results, this is the most stable structure of the given protein.

Computer-intensive calculations were performed on FINKI HPC, as one of esources of VI-SEEM project
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Fig. 4.4 . Radius of gyration
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[20]. The parallel data processing noticeably accelerates the simul@ns and proves necessity of parallel pro-
cessing in molecular dynamic simulations. The considered datasets drwork ows provide the ability to test
various combinations before going into testing in the laboratory.

5. Conclusion. By using computer simulations, which are characterized by high accluacy and precision, a
valuable information usable in design new drugs can be provided. Moreeay, it would be possible to investigate
the interactions of such molecules that have not been made in the laborary, and in terms of their structural or
physiological properties, they are similar to those existing in natue (or synthesized arti cially). On the other
hand, the application of simulations contributes to a signi cant reduction in research time, and orientation to
those groups of molecules that are highly likely to exhibit a physiologial e ect after interaction with the given
receptor. In this way, the number of molecules that are planned to beested is signi cantly reduced.

Finally, by exchanging some functional groups with some other, it would geuseful information about the
possible interactions (and activities) of such molecules, which wdd signi cantly contribute to the synthetic
application of the tested reaction or methodology.

In this paper molecular dynamic simulations between series of new metules with lysozyme are presented.
The initial simulation results showed that there is no interaction between the synthesized molecules (enol-
carbonate) and the lysosome. Before concluding that there is no interdion of an organic molecule with protein
at all, several experiments with the same systems need to be condiecl.
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SEMIEMPIRICAL ATOM-CENTERED DENSITY MATRIX PROPAGATION APPROACH
TO TEMPERATURE-DEPENDENT VIBRATIONAL SPECTROSCOPY OF IRINOTECAN

BOJANA KOTESKA , MAJA SIMONOSKA CRCAREVSKA Y MARIJA GLAVAS DODOV 2 JASMINA TONIC RIBARSKA X
AND LJUP CO PEJOV {

Abstract. In the present study, a molecular dynamics study of irinotec an molecule with the atom-centered density matrix
propagation scheme was carried out at AM1 semiempirical lev el of theory, at series of dierent temperatures, ranging fr om 5
K to 300 K. Molecular dynamics simulations were performed wi thin the NVE ensemble, initially injecting (and redistribu ting
among the nuclei) various amounts of nuclear kinetic energi es to achieve the desired target temperatures. Subsequentl y to initial
equilibration phase of 2 ps, productive simulations were ca rried out for 8 ps. The accuracy of simulations and the closen ess
of the generated trajectory to those at the Born-Oppenheime r surface were carefully followed and analyzed. To compute t he
temperature-dependent rovibrational density of states sp ectra, the velocity-velocity autocorrelation functions w  ere computed and
Fourier-transformed. Fourier-transformed dipole moment  autocorrelation functions were, on the other hand, used to ¢ alculate the
temperature-dependent infrared absorption cross section spectra. The nite-temperature spectra were compared to th  ose computed
by a static approach, i.e. by diagonalization of mass-weigh ted Hessian matrices at the minima located on the potential e nergy
surfaces. Thermally-induced spectral changes were analyz ed and discussed. The advantages of nite-temperature stat istical physics
simulations based on semiempirical Hamiltonian over the st atic semiempirical ones in the case of complex, physiologic ally active
molecular systems relevant to intermolecular interaction s between drugs and drug carriers were pointed out and discus sed.

Key words: irinotecan, molecular dynamics, atom-centered density ma trix propagation scheme, anharmonic vibrational
frequencies, statistical physics simulations, theoretic al spectroscopy

AMS subject classi cations. 70F99, 82B30, 92E10

1. Introduction.  Appropriate delivery of drugs and other physiologically active substance to the tissue
in which they are expected to exert their activity is a fundamental issue in life sciences. We have actually
withessed a drastic paradigmatic shift in pharmaceutical sciencesancerning the drug delivery issues with
the advent of nanoscience [1]. The medical treatment of diseases, theeny essence of drugs pharmacological
activity as well as its distribution and metabolism critically depends on proper delivery. Often the delivery
systems (the drug carriers) are designed such to enable a controflerelease of the active ingredients as well.
At the present state of the art within the eld, various forms of drug d elivery systems have evolved towards
nanoparticles acting as encaging systems for the physiologically activeomponents. To understand the physico-
chemical basis of the encaging phenomena, often a close collaboration beemetheory and experiment is crucial.
In-depth studies of the molecular basis of the nanoparticle-drug inermolecular interactions (often being of
noncovalent type) can even lead to a much more e cient design of novelcarriers. In the present study, we
tackle this issue focusing on a rather interesting and important hyrophilic drug irinotecan. Irinotecan is
a rather important physiologically active substance, as it is used in tke treatment of colon cancer, as well
as in treatment of small cell lung cancer together with cisplatin. This hydrophilic drug has been recently
incorporated into nanoparticle carriers composed by the poly lactic-caglycolic acid copolymer (PLGA) and
coadsorbed PEO-PPO-PEO (polyethylene oxide polypropylene polydtylene oxide) copolymer [2]. Among
the other experimental techniques, Fourier transform infrared spectroscopy has been utilized to study the
structural and dynamic changes of both guest and host molecules in the cose of drug-nanopartice interaction
upon encapsulation. The changes in experimentally measured spectrphtterns upon encapsulations were shown
to be rather subtle. Therefore, in order to get in-depth insights into the spectroscopic manifestations of the
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noncovalent interactions taking place between the incorporated drugnolecule and the co-polymeric nanocarrier,
substantial theoretical support is required. In the course of achieing this aim, we have recently undertaken
a theoretical study of irinotecan molecule at several semiempiricaldvels of theory, as well as with a density
functional theory (DFT) based approach [3]. We have shown in this stud/ that theoretical treatment of this
molecular system employing the semiempirical AM1 Hamiltonian is capale of reproducing most of its basic
structural and spectroscopic properties computed at B3LYP/6-31G(; p) level of theory. However, as discussed
in [3], static quantum mechanical calculations inherently refer to asystem at 0 K, while essentially all processes
relevant to its physiological activity and incorporation into drug carri er systems occur at nite temperatures,
quite above absolute zero. If one wants a reliable description of the pfsical phenomena in question, therefore,
temperature-induced e ects must be properly accounted for. To acleve this aim, in the present paper we study
the temperature dependence of structure and vibrational spectrosapic properties of isolated irinotecan molecule
employing molecular dynamics simulations based on the atom-centeredensity matrix propagation scheme [4]
with a semiempirical AM1 Hamiltonian [5]. Using such methodological approab, su ciently long simulations
may be performed with a su ciently accurate Hamiltonian for a proper de scription of the mentioned properties.
This is a rst step towards a development and implementation of rigorous theoretical approach aiming at an
in-depth understanding of subtle structural and spectroscopic chnges in the course of irinotecan incorporation
(encapsulation) into drug nanocarrier systems.

2. Computational details.

2.1. Atom-centered density matrix propagation (ADMP) simulations. Semiempirical molecular
dynamics simulations of free irinotecan molecule were carried out entpying the atom-centered density matrix
propagation (ADMP) scheme. This particular method belongs to the exterded Lagrangian approaches to
molecular dynamics, based on propagation of the density matrix, using Gausan-type basis functions [4]. The
extended Lagrangian of the studied system is written in the form:

L= 2Tr(VIMV)+ 2 Tr (WW) E(RiP) Tr[(PP P) (2.1)

In (2.1), M, R and V are the nuclear masses, positions and velocities, respectively,hile P, W and
denote the density matrix, density matrix velocity and the ctit ious mass for the electronic degrees of freedom,
correspondingly. is a Lagrangian multiplier matrix, and is here used to impose the constraints on the total
number of electrons in the system and on the condition of idempotency othe density matrix.

Applying the principle of stationary action, one subsequently arrives at the Euler-Lagrange equations for
density matrix propagation, which can be written in the form:

d’P _ @HER;P)
o —apr R+ P+P (2.2)

d’R _ @ER;P)
@S- @R . (2.3)
For the purpose of the present study, equations (2.2) and (2.3) were inigrated by the velocity Verlet
algorithm. Within this algorithm, the density matrix propagation is given by:
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Note that the extended Lagrangian molecular dynamics methodologies are espafly well-suited for systems
with very large number of the degrees of freedom, as the electronic sapstem is not treated by a full solution by
e.g. a self-consistent eld procedure; rather, it is propagated alongvith the nuclear degrees of freedom (which
are, in turn, treated classically). This is achieved by an adjustmen of the time scales of the mentioned motions
(electronic and nuclear).

In the present study, as a starting point for the ADMP simulations, we have chosen the absolute minimum on
the AM1 potential energy surface (PES) of the title molecule. This mnimum has been obtained by our previous
careful investigation of the potential energy landscapes of the title matcule employing a series of semiempirical
Hamiltonians (AM1, PM3, PM6), as well as density functional levels of theory (e.g. B3LYP/6-31G(d,p)) [3].
The minimum has been located employing the Schlegel's gradient ophization algorithm [6]. Subsequently to
the geometry optimization phase, harmonic vibrational analysis has been pérmed in order to compute the
harmonic vibrational frequencies (at 0 K) as well as to test the characte of the located stationary point on
the explored PES. Absence of imaginary frequencies (negative eigenuals of the Hessian matrix) served as an
indication that a true minimum on the PES has been reached.

Starting from the located minimum on the AM1 PES, semiempirical molecular dynamics simulations have
been performed within the mentioned ADMP scheme. All ADMP simulations have been performed in the
microcanonical (NV E) ensemble. Various amounts of initial nuclear kinetic energies wergitially injected to
the system (and distributed among the atoms) in order to reach the nally desired temperatures. No thermostats
were applied to maintain a constant temperature during each of the ADMP simulations. As shown below, such
approach has led to acceptable temperature uctuations throughout the sinulation. Since we want to compute
the spectroscopic properties of the title system within the dynanical approach, i.e. within the time correlation
function approach, the dynamics of molecular system has to be sampled pperly. Introducing a thermostat to
maintain constant temperature, aside from allowing for much smaller tenperature uctuations, would however,
severely distort the system's dynamics. Series of ADMP simulatios were carried out at target temperatures
of 5 K, 100 K, 150 K and at 300 K. This temperature range was chosen to follow the mperature-evolution
of the vibrational spectroscopic properties of the title molecule stating from a situation where quasi-harmonic
behavior is expected, up to a situation which is often encounteredn vibrational spectroscopic experiments
under ambient conditions.

Upon initial velocity assignment, the system was allowed to equilibate for 2 ps. Equilibration phase was
followed by production (simulation) phase which was 8 ps long. To intgrate the equations of motions, a time
step of 0.2 fs was used for productive computations. The ctitious eletron mass was set to 0.1 amu and the
Cholesky basis for the orthonormal set was used.

Both the initial geometry optimizations with the semiempirical AM1 Hami Itonian and the subsequent
ADMP simulations were performed with the Gaussian09 series of coded]|

2.2. Time-correlation functions approach to spectroscopic properties. To compute the nite-
temperature vibrational spectra of the studied irinotecan moleculefrom semiempirical molecular dynamics
simulations, we relied on the time correlation functions approach, wheh is fundamentally based on the linear
response formalism [8]. Within this approach, a particular autocorrelaion function is computed from the
collected data throughout the MD trajectory and this is sequentially Fourier-transformed to arrive at a spectrum
of a given type. According to Wiener-Khintchine theorem [8], the autocorrelation function of a function of time
f (t) is given by:

1 Z Z
HOf(E+ )i = o f(t)e " dt " d (2.7

It follows from (2.7) that the autocorrelation of f(t) can be obtained by rs t taking the Fourier transform
of f(t) (which transforms it into the frequency domain), sequentially computing the square of its modulus and
subsequently taking the inverse Fourier transform.

In the present study, we have used two types of autocorrelation funtions to compute the vibrational spectra:
autocorrelation function of the nuclear velocities (the velocity-velocity autocorrelation function) and the dipole
moment autocorrelation function [9] [10].
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The velocity-velocity autocorrelation function (VV-ACF) was comput ed from the data collected from the
production (simulation) part of the ADMP trajectory as [8, 9, 10]:

X x o
hv () v (0)i = vig (19 vy (t%+ tydt (2.8)
i 0o
wherei ranges from 1 to the total number of atoms, while the index| refers to the three principal Cartesian
directions and ranges from 1 to 3. Subsequently, VV-ACF was normalized i respect to the initial value

hv (0') v (0)i. From the normalized VV-ACF, the rovibrational density of states spectra, which are proportional
to the kinetic energy spectra were computed by [8]:

VAN .
ot} = lim hv (0) v (0)i

Im ovore | (2.9)
0

In an analogous way, also the dipole moment autocorrelation function was compgad from the ADMP

simulation (production) phase and the infrared absorption cross-sedébns were computed by a subsequent Fourier
transformation, i.e.:

VAN .

. h @ ©O)i
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0

Since in the case of both types of autocorrelation functions we computethe spectrum by Fourier transform-

ing the time series obtained from simulations of nite length ADMP simulations, we have used the Blackmans
window function to account for the fact that T < 1 and cause the integrand to diminish at suitableT values.

Blackmans window function has the following form (in discrete notation) [11]:

w(n)=0:42 05 cos

4
+0:08 cos(Nn Y, 0 n N 1 2.11)

1

Fourier transformations for all purposes in the present study were pgormed with the fast Fourier transform
(FFT) algorithm.

3. Results and discussion.  The starting geometry of irinotecan molecule from which the ADMP simu-
lations were started (corresponding to the minimum on the AM1 PES) isshown in Fig. 3.1.

As already implied in the methodology section, the atom-centered derity matrix propagation scheme is an
extended Lagrangian molecular dynamics method in which the electronistructure is accounted for by represent-
ing the electronic subsystem with a single-particle density matix. This, in turn, is propagated simultaneously
with the nuclear degrees of freedom (which are treated classically)ybintroducing the ctitious inertia tensor
which practically results in an adjustment of the nuclear and electionic time scales.

In this manner, the resulting ctitious dynamics allows controllab le oscillations around the Born-Oppenhei-
mer surface. As in the ADMP scheme the self-consistence eld (SCfconvergence is not achieved, one has to
analyze carefully the errors in order to be certain of the accuracy of thedynamics as well as of its physical
meaningfulness. In our present study, we have thoroughly analyzed #error by following the time-evolution of
the adiabaticity index, as well as of the idempotency of the density matix [9] [10]. We have also followed the
time-dependence of the total angular momentum throughout the productive part of the simulation. Fig. 3.2
depicts the time-dependence of the adiabaticity index in the praluction phase of the simulation (subsequent to
equilibration) at two working temperatures: 10 K and 150 K.

As can be seen, the values of adiabaticity index indicate the stabilityof the simulations. This was also
con rmed by checking out the idempotency of the density matrix, which was kept within the threshold value
of 10 2. The total angular momentum value was conserved to< 10 13 h as well.
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Fig. 3.1 . The minimum located on the AM1 PES of irinotecan molecule (the s tarting geometry for the ADMP simulations).

The actually achieved average temperatures during the simulations@mpared to the target ones are given in
Table 3.1. Temperature uctuations around the target and average values preented in Table 3.1 were acceptable
and in line with the statistical physics expectations for a dynamical simulation of molecular system with the
current size. As mentioned in the Computational details section, howver, temperature control has not been
applied in the present study, since the main emphasis here is puin the computation of spectroscopic properties
from dynamical simulations through the time correlation functions formalism. To do this properly, one needs to
avoid the distortions of the dynamics which would be introduced by the imposed temperature control [9] [10].

Table 3.1
Target and actual temperatures achieved during the productive p art of the ADMP simulation runs.

Trarget =K Tsim. =K
5 5.0
100 101.9
150 152.7
300 303.5

Fig. 3.3 shows the kinetic energy spectra (i.e. the kinetic engyy density of states spectra) obtained by
Fourier transformation of the velocity-velocity autocorrelation fun ction for the series of simulations carried out
at the four di erent temperatures (5, 100, 150 and 300 K). In this gure, the usually encountered frequency
region in experimental studies (spanning from 500 to 4000 cm') is shown. In Figs. 3.4 and 3.5, on the other
hand, the lower- (i.e. the ngerprint region) and higher-frequency (C-H as well as O-H and N-H stretching)
regions of the kinetic energy spectra are shown.

Though the intensity pattern in the kinetic energy spectra is not directly comparable to the infrared spec-
trum, but rather to the deep inelastic neutron scattering spectrum, it still contains valuable information con-
cerning the spacings between vibrational energy levels of di erentintramolecular modes. One can therefore
follow the temperature evolution of the energy level di erences, ie. albeit in rather indirect way, the temper-
ature evolution of the molecular conformational exibility and intramolec ular vibrational energy redistribution
as well. Having these data for a free molecule of physiologically activeubstance is of essential importance for
further studies and an in-depth understanding of its interaction with nanosized drug carriers.

Throughout the present study, we will use the kinetic energy spetra in parallel with those computed from
the dipole autocorrelation function due to the following reasons. Thae type of spectra, as already implied before,
contain information about the molecular rovibrational density of states, or, perhaps even more precisely, about
the existence of energy level di erence at particular frequency Wavenumber) value. Existence of a frequency
di erence, however, does not tell us anything about the particular mode that is involved. The intramolecular
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@)

(b)

Fig. 3.2 . Time-dependence of the adiabaticity index in the production p hase of the simulation (sub-sequent to equilibration)
at two working temperatures: 10 K (a) and 150 K (b).

nuclear motions corresponding to that particular mode may not involve achange in the dipole moment which
would be responsible for absorption of light quanta upon interaction with the incident radiation from infrared
spectral region. If one therefore restricts the analysis solely on théasis of spectra obtained from the dipole
moment auto-correlation function, the thermally-induced behavior of modes which are not infrared active would
be left out.

Fig. 3.6, on the other hand, shows the spectra obtained by Fourier trangfrmation of the dipole moment
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Fig. 3.3. The kinetic energy spectra (kinetic energy density of state s spectra) obtained by Fourier transformation of the
velocity-velocity autocorrelation function for the series of ~ simulations carried out at the four di erent temperatures in the frequency
region from 500 to 4000 cm

Fig. 3.4 . The kinetic energy spectra (kinetic energy density of state s spectra) obtained by Fourier transformation of the
velocity-velocity autocorrelation function for the series of ~ simulations carried out at the four di erent temperatures in the " nger-
print" frequency region from 600 to 1700 cm 1.

vector autocorrelation function for the series of simulations of free imotecan molecule carried out at the four
di erent temperatures (5, 100, 150 and 300 K). Analogously as in Fig. 3.3, the usuajl encountered frequency
region in experimental studies (spanning from 500 to 4000 cm') is shown here as well. These spectra should
be directly comparable to the experimentally measured frequencglependencies of the infrared absorption cross-
sections obtained by experimental infrared spectroscopic techniges. Figs. 3.7 and 3.8 depict the lower- (i.e.
the ngerprint region) and higher-frequency (C-H as well as O-H and N-H stretching) regions of the dipole
moment autocorrelation spectra.

The intensity patterns shown in Figs. 3.6-3.8 should, therefore, balirectly comparable to the temperature-



156 B. Koteska, M. Simonoska Crcarevska, M. Glavas Dodov, J. Ton ic Ribarska, L. Pejov

Fig. 3.5. The kinetic energy spectra (kinetic energy density of state s spectra) obtained by Fourier transformation of the
velocity-velocity autocorrelation function for the series of  simulations carried out at the four di erent temperatures in the region
of C-H and O-H stretching modes.

Fig. 3.6 . The dipole moment autocorrelation spectra ( infrared absorption spectra) obtained by Fourier transform  ation of the
dipole moment autocorrelation function for the series of simul  ations carried out at the four di erent temperatures in the freq uency
region from 500 to 4000 cm

dependent infrared spectra of the studied species. Aside from thinformation related to the vibrational energy
level spacings in the case of dierent intramolecular modes, from thse spectra one can also directly follow
the temperature evolution of the infrared absorption spectra, as well asthe thermally-enhanced molecular
conformational exibility and intramolecular vibrational energy redist ribution.

Fig. 3.9, nally shows the harmonic vibrational spectrum of free irinotecan molecule, computed in a "static"
manner, i.e. by sequential geometry optimization (location of the minmum on the considered semiempirical
PES) and computation and subsequent diagonalization of the mass-weighted ¥eian matrix at this particular
point on the PES. Note that such analysis, aside for the computation of the IRspectrum within the harmonic
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Fig. 3.7 . The dipole moment autocorrelation spectra ( infrared absorption spectra) obtained by Fourier transform  ation
of the dipole moment autocorrelation function for the series o f simulations carried out at the four di erent temperatures in th e
" ngerprint" frequency region from 500 to 2300 cm 1

approximation, has also served as a test of the character of the located a&ionary point(s) on the studied
molecular PES. Absence of negative eigenvalues of the second-derivaivnatrices (i.e. absence of "imaginary
frequencies") indicates that a true minimum on the considered PEShas been located (instead of, e.g. a saddle-
point).

It is worth noting, however, that the harmonic vibrational spectrum de picted in Fig. 3.9 has been computed
considering the minimum-energy structure of the studied moleclar system at (implicitly assumed) temperature
of 0 K. It is, therefore, most directly (although not quantitatively) ¢ omparable to the dipole moment auto-
correlation spectra calculated at 5 K. The great advantage of the "dynamical sgctra” is the fact that they
inherently contain the in uence of anharmonicity of the molecular vibrational modes, provided that the tem-
perature is su ciently high so that throughout the molecular dynamics simulation a su ciently "wide" region
of intramolecular motions is sampled (i.e. a su ciently wide con gurat ional space volume).

Both types of spectra computed from the ADMP simulations in the present study are based on the autocor-
relation functions of averaged nuclear velocities or of the dipole mometrvector. It is therefore worth recalling at
this point that these are statistical quantities, which have been oliained as a statistical average from numerous
di erent con gurations spanned by the MD simulation.

The computed resultant spectrum should, therefore, correspond ta dynamically averaged picture of the
studied molecular system. This, on the other hand, would result in anoverall lowering of the intensity of the
peaks (especially in the intermediate spectral region). At the sameime, in the course of dynamical simulation,
the immediate surroundings of each of the vibrational modes changes in auite anisotropic manner. This, in
consequence, leads to both broadening and attening of particular specal regions. Such observations are in
line with previous results reported in the literature [9] [10].

The previously outlined theoretical results as well as the theorettal explanations behind such observations
suggest that thermally-induced dynamical e ects in the rovibrational density of states as well as in the infrared
absorption cross-sections of individual molecular systems may lead tootables changes in comparison to the
corresponding "static" properties (e.g. those computed for a particuér stationary point on the studied PES
or from a snapshot from a statistical physics simulation). This is espeially important when one compares
theoretical with experimental spectroscopic data, considering th€act that the later are often obtained at nite
temperatures, much above the absolute 0 (which is the e ective tenperature at which "static" ab intio or
semiempirical computations are often carried out).
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Fig. 3.8 . The dipole moment autocorrelation spectra ( infrared absorption spectra) obtained by Fourier transform  ation of
the dipole moment autocorrelation function for the series of s imulations carried out at the four di erent temperatures in the r egion
of C-H and O-H stretching modes.

Fig. 3.9 . The "static" harmonic vibrational spectrum computed by diagon alization of the mass-weighted Hessian matrix for
the minimum located on the AM1 PES of the free irinotecan molec ule.

In case when several conformers of a complex, large molecular system alese in energy, thermally-induced
intramolecular motions and intramolecular vibrational energy redistributions may cause e ective dynamical
transitions between the corresponding wells on the molecular PES. fie computed statistically averaged spectra
from statistical physics simulations by the time correlation functions formalism therefore account for such dy-
namical e ects and inherently account for the intramolecular conformational exibility of the studied molecule.
Such aspects are expected to be of essential importance especiallhem intermolecular interactions of nonco-
valent type are in questions. Such are, e.g. the interactions betweedrug molecules (as the presently studied
irinotecan molecule) and drug carriers, cellular receptors, enzy®s and other systems relevant in the biomolec-
ular context.
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4. Summary and conclusions. In the present study, semiempirical molecular dynamics simulatbns of
hydrophilic drug irinotecan were carried out employing the atom-centered density matrix propagation scheme
at series of temperatures ranging from 5 K to 300 K. From the computed moladar dynamics trajectories,
various types of spectra were computed within the time correlation €éinctions formalism. These included the
rovibrational density of states spectra, which were computed from tle velocity-velocity autocorrelation func-
tions, as well as the infrared absorption cross section spectra, compudeérom the dipole moment autocorrelation
functions. The thermally induced changes in the single-moleculepectroscopic properties were deduced and the
reasons behind them were analyzed and discussed. This work is the lim$or the development and implementa-
tion of an accurate and plausible statistical physics model for the drug nanocarrier intermolecular interactions
and their spectroscopic manifestations.
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ENABLING VIRTUAL COLLABORATION IN DIGITAL CULTURAL HERITAGE
IN THE SEEM REGION

PANAYIOTIS CHARALAMBOUS AND GEORGE ARTOPOULOS Y

Abstract. It has been observed that many researchers in the humanities do not use digital tools to their full extent for
their research. Some of the most pressing needs of researches in Digital Cultural Heritage (DCH) are data storage and ha  ndling
and large scale computing. Linking these researchers to exp erienced groups will signi cantly improve productivity an  d research
innovation in DCH. This work presents our e orts in enabling virtual collaboration for research in the South East and Eas tern
Mediterranean region and more speci cally the deployment o  f the Clowder CMS system and the development of extraction se rvices
to handle, manage and automatically process DCH data. We giv e technical descriptions of the system and provide some resu Its
and discussions of our e orts to enable virtual collaborati on between regional level DCH researchers in the context of t he Horizon
2020 funded VI-SEEM project.

Key words:  Content Management System; Digital Cultural Heritage; Dat  a Processing; Online Visualization
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1. Introduction.  Cultural heritage is a key factor of European identity. Heritage is anything that helps
us collectively to better understand the present and think of our future. The Southeast Europe and Eastern
Mediterranean region (SEEM) is renowned for its ancient civilizations. It is also an area of major socioeconomic
and cultural developments during the medieval and early modern pdods. The rich heritage in the region is in
risk due to climate and human factors, such as war and con icts, and the VISEEM project! is dedicated to
its preservation, which includes activities such as heritage doamentation, artefacts' analysis, conservation and
preservation that spans from the conservation practices of objects to th scale of whole archaeological sites; to
facilitate wider dissemination and provide access to knowledge forveryone, as well as to preserve artefacts in
digital form by means of virtual reconstructions.

Learning about the history of a place is a good way of bringing communitiegogether through a shared
understanding of the unique cultural identity that heritage places give to an area. In our contemporary societies
there is a pressing need to deal with issues of intercultural dialgue, social identity, and collective memory more
than ever.

The most current need of researchers and scholars operating in the dlof Digital Cultural Heritage (DCH) is
how to produce quality from quantity, how to devise critical meth odologies that produce meaning and generate
knowledge out of big data, and VI-SEEM contributes with computation methods to help in achieving that.
The process of interpretation is cross-disciplinary in nature and mvolves various faculties of human activity
that rely on data processing, such as logical reasoning, associative analysidescriptive capacity, linguistics
and semiotic processes, decoding, and therefore cognition, abstragti and visualization, in order to reveal
patterns and narratives, address the whole and provoke a ection. After nore than a decade of large-scale
digitization processes spurring from most museums and libraries andrchives, the next big challenge that all
CH stakeholders are facing is to make sense, to add value and establishethods of interpretation and are
common, comprehensive, sharable and easily applicable to the vast arsiis of data and complexity of digital
assets in big data.

Throughout Europe, heritage sites, artefacts, texts, works of art are baig electronically documented and
subsequently archived. This is an on-going process due to the enoous number of artefacts and the continuous
growth and development of digitizing technologies. However, the availble datasets and related repositories
remain fragmented, of varied quality, while access to data is still wilely limited. One major e ort to unite all
data is the European Commission's e ort for a digital library for European culture under the name of Europeana
[16].
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Challenges of using computational tools for heritage studies. The majority of researchers in the
humanities do not use digital tools to their full extent for their re search. Large potential is identi ed for research
groups that have not used large scale computing before. Linking these texperienced groups will signi cantly
improve productivity and research innovation in DCH. Data storage and handling is one of the most pressing
and challenging needs of the Cultural Heritage community. The VI-SEEM poject focuses on the provision of
tools and resources for regional scientists to cast their data into Comnt Management Systems (CMS), hence
o0 ering the stepping-stone to join larger initiatives on the longer run.

Arguably the eld of digital cultural heritage has still to undergo the com putation paradigm shift that
characterises other elds of human activity and the sciences, such akiology, climate, geography, physics and
many more. Today we should be moving into a new era of computation in DEl that goes beyond digitisation
of artefacts and into the interpretation of data. However the reality is di erent; medium to small-scale cultural
operators and museums in the region do not have the knowledge, resouscand capacity to digitise their huge
collections. VI-SEEM o ers training for those users to facilitate them on how to digitise their assets and then
curate them in order for the produced big datasets of digital assets to b accessible ndable (searchable) and
interoperable (for ingestion in larger repositories and databases), following the FAIR plicies as de ned in the
H2020 roadmap. So VI-SEEM both enables research in the region and facilitateshé integration of locally
generated results into larger initiatives at the European level.

The latest developments in interacting with big data scienti ¢ v isualizations rely on intensive data mining
that necessitate a shift of computational tools from the traditional o -li ne computer cluster to High Performance
Computing capable of real-time parallel processing of multiple inpts. State of the art facilities invest in bringing
together humanities and science, creative industries, art and engeering, in order to study and disseminate,
and ultimately contribute to the preservation of tangible and intangibl e heritage (cf. AlloSphere [2] and Media
Lab Helsinki [24]). Additionally, science has bene ted greatly of advancedvisualization methods of complex
systems - a process that relies heavily on HPC.

We start by giving an overview of related work (cf. Sect. 2), we give an ermhasis on the needs of the
VI-SEEM communities and how our choice of a CMS (Clowder) helps thes communities (cf. Sect. 3), we
continue with a description of our system (cf. Sect. 4), some examplapplications of VI-SEEM and its impact
(cf. Sects 5 and 6) and end with some discussion and future direction&f. Sect. 7).

2. Related Work.  There are various de nitions of these software environments and platfoms for col-
laboration, which, according to their context, are described as Virtual Research Environments [35, 9], Science
Gateways [52], or Digital Libraries [6]. In their more general form, they conprise digital infrastructure and
services which enable research to take place [17]. These platformsspond to the aims of e-Infrastructures [27]
and cyberinfrastructures [15]. They respond to the needs of the caborating communities in various ways
combining multiple approaches, features, services and protocolsn¢luding portals, repositories to content man-
agement systems, such as for example Clowder [13] (formerly named Med{39]), which is used in this work.
The latter case o ers a wide variety of services and tools that are integated in a comprehensive way for users
to exploit the resources available and facilitate the access of data.

Literature supports that on average most researchers of the community arsvilling to share knowledge and
information about their inquiries, as long as they are provided with a greamlined and intuitive experience [14].
It also highlights the di erences between disciplines in the wg scholars utilise the VRE or take advantage of its
capacities, i.e., the epistemological approach of each eld impacts the ay and content of data / information is
shared, archived, analysed and presented, etc. [7, 8]. In doing so, somesearchers driven by the culture of the
discipline might share code and/or data, whereas others might only use a VRHor training purposes. Others
might prioritise security and access control to data (e.g., copyright@ cultural heritage assets of private collections
in Museums), while for some scholars, ease of access to information andethearning curve of operating the
environment is of high value. It is widely recognised though that di erent roles and occupation of researchers
necessitates di erent needs from a VRE, and therefore varied featws and tools. Additionally, exibility in,
and control of, the level of security and user access, as well as the durah and familiarity of interacting with
the VRE all play important roles to the success and adoption of the platformby communities of users.

Therefore, the major challenges that VREs need to overcome in order tpenetrate a variety of elds and
become sustainable and inclusive of research communities can be atitited to accessibility, wealth of information
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(richness of data), cybersecurity, ndability and interoperability. The literature also points to the complexity

resulting from integrating big data resources and the di culties t hat arise when combining data from various
sources / archives, an issue that highlights the importance of taking masures for providing interoperability of

data and the associated metadata [23, 29, 33, 34]. This measure is facilitated gy by generating semantic
structures of metadata that enable interaction with and query of the digital assets of each repository integrated
in the VRE [37, 40, 42].

This paper presents how in the context of VREs the adaptation of a exible CMS, such as Clowder, and the
further customisation of its features to the needs of the regional commuities can bene t research in the SEEM
area, and promote collaboration for the preservation of the invaluable heritageof the region. Shared access and
collaborative interaction with vast amounts of data is ever more important across a wide range of disciplines who
seek for creative interdisciplinary discourse and investigating mss-disciplinary inquiries. Therefore providing
customised access and control of large sets of data in a meaningful way; .i.eaddressing the particularities of
each discipline involved, is of paramount importance for the further cevelopment of Digital Heritage. This
dynamic interface between data of knowledge and multiple users redgres extensive processing power. Enabling
archaeologists and historians, social and political scientists, engineg and natural scientists to access the same
set of data in order to collaborate for the hands-on investigation of the links between nature (e.g., natural
systems - weather and geo-physics) and culture (human artefacts - tangie and intangible) is one of the major
challenges of society's computational futures.

3. Needs of the DCH community of SEEM and Clowder. VI-SEEM aims at strengthening links
among key players in the eld bringing users currently working autonomously together. Large potential is
identi ed for research groups that have not used large scale computing &fore. There is a great potential in
linking these groups with major activities in Europe, and thus o er access to the immense CH data in the region
to pan-European initiatives.

In this context, Clowder responds to the needs of the DCH communies in the region and aims to provide
the stepping-stone to join larger initiatives on the longer run. In particular Clowder is a content management
system designed to support any data format and multiple research domai It enables users to access and
operate HPC infrastructure and provides a data management system for ta following services and activities:

data and associated metadata curation with user controlled access, le ersioning, user authentication
and assignment of Personal Identi ers (PIDs) to digital assets;
online 3D visualization;
curation and online access to geolocated data;
cloud storage space; and,
HPC processing services.
Some of the currently provided services and features on Clowder atude:
creation of digital repositories;
management and safe access to data;
searching and metadata integration;
trained convolutional neural networks;
optical character recognition for scanned documents (currently Engkh);
data of material analysis for conservation purposes;
mapping metadata of archives and repositories for the creation of Digital Livaries; and
tools for the creation of virtual museums using the Unity Game Enginé.

Expected impact of using Clowder in VI-SEEM. As digitization of cultural heritage artefacts pro-
gresses by the museums of Europe and access to their digital archives provided to an ever growing number
of people from all around the globe, operating Digital Libraries and facilitating data-mining technologies for
large repositories requires excessive amounts of computing powerahonly a HPC can o er. Furthermore,
Grid-based solutions to inter-connect various library systems shold be designed in order to allow end-users to
search for content from a unique portal. The impact of the VI-SEEM VRE sewices and speci cally Clowder
features presented in this article is envisioned to bene t the éllowing research inquiries:

2https://unity3d.com/
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Digital libraries and interactive visualization of Cultural heritage. Cultural heritage methodologies deal
to a large extend with storage and analysis of artefacts and past knowledge. Agications include the
management of large collections of scanned books and documents (like tleesf the Banatica Virtual
Library application, cf. Sect. 5), as well as of dynamic le formats such as R ectance Transforma-
tion Imaging (RTI) (e.g., the data from the Centre for the Study of Ancie nt Documents at Oxford
University[50]). Providing to the user communities in the region acess to these collections o ers great
opportunities for breakthrough contributions to art, historical and arch aeological inquiries.

Image classi cation, feature extraction and machine learning tehniques for image and video analy-
sis. Exploiting the computational capacity of HPC greatly bene ts these methods as they require
the analysis of large datasets. Additionally, artefact and built heritage stuctures' reconstruction (3D
modelling) by means of photogrammetric techniques, such as struct@-from-motion[19, 28], which rely
heavily on image matching and feature extraction, bene t greatly from HPC infrastructure. VI-SEEM
has been actively enabling and supporting these research activitiewhich contribute to the presenta-
tion of sensitive or threatened heritage in the region (see online 3D Datadse System for Endangered
architectural and archaeological Heritage in the south Eastern MEediterRArea Area (EpHEMERA)
[1]) due to the active engagement of various regional research grouhsRemote sensing image analysis
is used for land cover and land use classi cation, built-up and clear lad area detection, monitoring
of urban growth, monitoring of natural disasters, etc. This is essental for assessing risks and policy
making in the area of environmental and heritage protection. Communities in the region use feature
learning for image classi cation in remote sensing, and geophysical analysiof earth subsurface. Elec-
trical Resistivity Tomography (ERT) comprises one of the most important modern techniques of near
surface applied geophysics; HPC infrastructure enables for accurate tamated resistivity modelling
and inversion schemes.

Immersive and interactive visualisation of archaeological sites, aefacts and virtual visits to museums
such as the VirMuf application that is purused by the Biblioteca Alexandrina, Egypt [51]. This is a dy-
namically growing area of research that exploits the capacity of grid- and loud- computing for real-time
rendering of sophisticated visual representations of inaccessiblsensitive, remote or destroyed objects
and structures. Interaction opportunities are o ered to the visitor of the virtual space for research
and educational purposes [3]. Advanced human computer interfaces are deteped to enable users to
better interact with information and knowledge. Also spatially distr ibuted narratives, storytelling, and
elaborate playful ways (e.g., serious games) are developed in order tostain longer user engagement
in the virtual space [4].

DCH Data in the VI-SEEM project. Data, in the case of VI-SEEM and more speci cally in the eld

of Digital Cultural Heritage, can be of very diverse types. More speci ally users can upload entire datasets or
individual les of:

Scanned books and their metadata

3D Models

Image, video, text and sound les and their metadata, organised in collectns.

Advanced documentation data, such as Re ectance Transformation Imaging, andanalysis of material
properties of structures, works of art and artefacts.

Code and work ows with sample les to share computational tools and methods (e.g., trained convolu-
tional neural networks, photogrammetric techniques, interactive real time rendering environments for
virtual museums and more).

Semantic referencing of metadata.

A total of 17 applications of user communities are currently serviced inthe region, and they have been

o ered 30,000 CPU-hours and 3,030,000 GPU-hours at 2 HPC sites, and 51 Cloud VMs at 7 Clousites in
total, reaching approx. 18 TB of storage space - consumed by all applications.

3e.g., Foundation for Research and Technology Hellas, Scien ce and Technology in Archaeology Research Centera and The Cy prus

Institute
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Fig. 4.1 . Clowder Architecture . Users of the Clowder CMS can upload data using either a web inte rface or the RESTful
API. Depending on the type (dataset, single le) and letype of the data, the data are forwarded to extraction services which
process the data to generate both new data and metadata that a re associated with the source data. These new data are then
processed similarly to the input data.

4. Methodology/Framework. We built our Digital Cultural Heritage management system on top of
Clowder, which is a Web 2.0-based general multimedia content managemesystem capable of semantic con-
tent management and service/cloud-based work ows [13]. It supports a boad range of research techniques
and allows for community data management. Clowder provides scalable stage and media processing, sim-
ple straightforward user interfaces, search, social annotation capabties, user management, preprocessing and
previewing/visualization of various types data and metadata extension andmanipulation. All of these fea-
tures allows for the secure searchable access to large amounts of DCH dagatisfying the needs of the DCH
communities. At the core of Clowder are extraction services that allev for the preprocessing processingand gen-
eration of previews for the data; these services are developed through collaboration of the varus participating
organizations.

4.1. Functionality. When users add new data to the system, whether this is through webrbnt-end, or
through the RESTful API, preprocessing is o -loaded to extraction services (cf. Fig. 4.1). These extraction
services attempt to both extract metadata and generate new data based onhe type of the data, e.g., to create
image previews for videos or 3D les. These metadata are then associatedthithe uploaded data and presented
to the user in the Clowder web interface. Newly generated data are upaded back on the platform resulting
in the call of di erent extraction services and so forth. We note that users can manually add and de ne other
metadata at a later stage by using the web interface (or the RESTful API). Metadata can be de ned at both
the le and dataset level.

Users can upload and manage datasets in a variety of formats such as 3D, RTI, imageddeos, text and
audio (cf. Sect. 3); more formats can easily be integrated. Previews oéige datasets in a variety of formats are
also extracted and viewed to avoid the need of downloading the whole ctent on the user's system or nding
the needed software to examine the contents of a le.

Clowder's scalability/parallelization, exibility, and robustnes s, as well as its overall performance, are im-
proved by decoupling the extraction services from the main serveri.e., multiple instances of the same extractor



166 P. Charalambous, G. Artopoulos

can run on di erent machines in a distributed manner. We note that extraction services can be developed in a
variety of programming languages and systems as long as they use the RabbitM@essage broker for commu-
nication with the Clowder instance (cf. Sect. 4.2.3). Currently, most of the extractors are written in Python
and Java.

In the following paragraphs we give a brief overview of the technologiethat are at the core of Clowder (cf.
Sect. 4.2), how data and access control are managed (cf. Sects 4.3 and 4.4),amthlly we give a description of
the currently deployed extraction services (cf. Sect. 4.5).

4.2. Supporting technologies for Clowder. Clowder relies on various technologies to get the required
exibility to handle heterogeneous DCH data and metadata (cf. Fig. 4.1). These include the web server
written using the Play framework (cf. Sect. 4.2.1), the MongoDB DatabaseManagement System (DBMS) (cf.
Sect. 4.2.2) and the RabbitMQ Message Broker (cf. Sect. 4.2.3).

4.2.1. Web Server. The web server is built using the Play web application framework* which supports
both Java and Scala [25]. The Play framework provides minimal and preditabe resource consumption which is
really important for highly scalable applications. The server uses thanodel-view-controller (MVC) architectural
pattern. It relies on a number of plugins for communication with the RabbitMQ broker and the MongoDB
database, and user authentication. It uses dynamic HTML (ver.5) for webmge generation (e.g., views of the
data) according to the results of input processing, search, etc. Thenodels are closely associated with collections
in the database. Preprocessors and scripts (i.e., previewers) nming on users' browsers communicate with the
server using a REST api [18].

4.2.2. Data Storage: MongoDB DBMS. The NoSQL MongoDB DBMS system [32] is used for the
storage of both data and metadata in a exible manner. It is a schema-less atabase [10, 21]; i.e., it does not
require a rigid schema for the duration of the lifetime of the databasejt does not enforce data type limitations,
it can store both structured and unstructured data and administrators do not need to add additional layers on
top to abstract the relational model into a more user friendly object oriented format. The choice of a schema-less
database allows for more exibility in handling the heterogeneous natue of DCH data and easier expansion
such as community-generated metadata and new data formats.

4.2.3. Communication: RabbitMQ Message Broker. The role of the RabbitMQ message broker [36]
is to take preprocessing messages from the web server that are sentoena dataset or le is uploaded and
distribute them to the extractors that can then handle the jobs (cf. Fig. 4.1). The role of a message broker is
to mediate the communication between applications [20, 26, 38]; this is donby validating, transforming and
routing messages. RabitMQ implements the Advanced Message Queuingrétocol (AMQP) [22]. In the case
of Clowder, any extractor that is implemented must register one or moredelivery queues on RabbitMQ the
moment it is activated. Each queue is associated with a particular rouing key set, which de nes which routing
keys a job can have in order for it to be routed to that queue. The extrator then continuously listens to the
gueue and acts accordingly.

4.3. Data Organization. Users can organize their data using a plethora of approachesiatasets collec-
tions and spaces(cf. Fig. 4.2):

Datasets contain related data; e.g., scanned books from a speci ¢ era or 3D adels of objects scanned
from an architectural side. Users can add metadata, tags or even comment on thagata on a per le or
dataset level.
Collections are sets of related datasets such as sets of scanned books andiauranscripts of these
books.
Spaces can contain many datasets and collections and in addition users witlli erent roles that can
access and/or modify these data (cf. Sect. 4.4).

4.4. Access Management. Users can select the level of access to the data that they upload. Thisaa
be set using a variety of approaches. At a coarse level, data can be set psblic or private; public data can be
seen and downloaded by everyone that has access to the system, privadata are restricted to selected users.

4https://www.playframework.com/
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Datasets Collections Spaces

Files Metadata Tags Comments Datasets Files Metadata Tags

Fig. 4.2 . Data Organization in Clowder. Data can be organized in datasets, collections of datasets a nd spaces associating
users and their level of access to the data.

Additionally, in a ner level of control, data can be associated with speci ¢ users using spaces (cf. Fig. 4.3); these
users can be assigned di erent roles such as administrators, editors atiewers of the data. The administrator
of the system can de ne new roles and also controls who can register on th@atform minimizing in the process
misbehaving users (as much as possible).

4.5. The Vi-SEEM Instance of Clowder. We made the decision to create a separate Docker container
5 for each one of the extractors, the Clowder instance, MongoDB and the RabhiQ broker 6. Additionally,
most of the containers run on a single Virtual Machine (VM); extractors that need more processing are deployed
on separate VMs. Having separate containers ensures that software is isott and that the platform can be
migrated with minimal e ort and minimal con icts between dependenc ies of di erent software. Additionally,
code for the extractors and the docker containers for the project are \ailable to the VI-SEEM community
through the project's code repository [47].

Deployed Extractors. Depending on the VI-SEEM application, we develop extractors that do sgcialized
processing on the data. More speci cally, we develop(ed) extractoror:
1. extraction and importing of metadata from the Banatica collection of books
2. three-dimensional (3-D) inversion of surface Electrical Resistity Tomography
3. automatic image georeferencing tomography (ERT) data in order to automaticaly determine a 3-D
resistivity subsurface model using the AutoGR-Toolkit[5]
4. compressed le handling, such as contents, extraction of content andunning of other extractors based
on contents,
5. Re ectance Transformation Imaging (RTI) previewing and 3D model genegation
6. optical character recognition of English documents
Additionally, we employ several of the readily available extractors, sich as generation of previews for images,
video preview generation, etc.

5. Examples of novel DCH research activities enabled by VI-SEEM. Some of the most visible
research activities supported by Clowder that are also facilitated hrough VI-SEEM infrastructure are described
below.

DataCrowds. Today more people are living in urban environments than in rural areas.lt is forecasted that
70% of the global population will be living in cities by 2050. This intense ubanisation poses huge challenges in
overcrowding, segregation, demographics and use of resources. The main goéthis project is to innovate in
the uni ed area of research that is occupied with the transdisciplnary study of crowds in built environments.
This project envisions a web-accessible, social platform that wilallow researchers from very diverse elds,
such as Crowd Simulation, Urban Modeling and Simulation, Pedestrian rnamics, Computer Graphics, Social

Shttps://www.docker.com/
6 A container is a lighweight, stand-alone, executable packa ge that includes whatever a software package needs to run (e. g., code,
executables, libraries, tools and settings).
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Fig. 4.3 . User Roles. The administrator can assign user roles; each can have diere nt access to data and the owners of
data can set the role of each user in a space.

Dynamics and Architecture to collaborate, share data and take advantage of eactelds breakthroughs in order
to contribute more accurate crowd simulations for the future sustaimability of urban environments. As a rst
step in the implementation of this project, tracked data of crowds fom various sources (such as the ones used
in [11, 12, 31]) are being uploaded to the Clowder platform of the Vi-SEEM prgect.

PETRA. The \PETRA: Petra Painting Conservation Project”, which is pursued in collaboration with
the Synchrotron-Light For Experimental Science And Applications In The Middle East (SESAME)’ and is
developed for the Department of Antiquities of Jordan by the Departmert of Optics and Atomic Physics at the
Technical University Berlin. PETRA provides documentation, condition assessment, and characterization of
Nabataean wall paintings and painted marble sculptures from Petra, with a bcus on its gilded wall paintings.
Characterisation methods include 2D and 3D Micro-XRF, Micro-XANES, handhdd XRF, handheld FTIR in
addition to various complementary lab-based characterisation techniges. An important aim of this project is to
survey painted material in Petra, e.g., collecting historical and re@ent research material about painted walls and
sculpture in Petra, including photos, descriptive documents,analysis data, etc. This activity involves not only
in-situ survey of the remaining intact painted walls as well as paintal fragments and painted marble sculpture
in Petra, but also the study and analysis of the painted material (condition assessment) and objects. In-situ and
ex-situ analysis work is taking place in Petra and Berlin. The use of @wder to store, access, share, link and
compare the data, and even visualise them at a later stage, will certainlystrengthen this research, time-wise
and money-wise.

HaPPen. Another application that is currently under development is \High Perfor mance Photogrammetry
(HaPPen)" pursued at the Science and Technology Research Center at th€yprus Institute. The installation of
photogrammetric tools for running structure-from-motion methods for the digital reconstruction of monuments
and artefacts from large collections of high-resolution photographs, i.e., ahassive datasets of images, acquired
from underwater, terrestrial and aerial survey systems, can be be#r served by HPC infrastructures. This
is a computationally intensive process of repetitive image matchingand feature extraction operations, and is
currently widely used by DCH communities, where budget constraits and requests for high accurate models
are ever rising. The project will test and implement a set of commecial and open source software to be used
for image based 3D reconstruction processes. It will also conduct an assmnent on performance and usability
of the available software and methods, and benchmarks will be providd/shared to the DCH communities for
further exploitation.

3DInv and AutoGR. The same computational logic (i.e., feature extraction) is exploited byyet another set
of signi cant for the region applications that involves the massive georefeencing of aerial images [43], and the
3D reconstruction of subsurface conditions and structures by large sstof imaging data including satellite images
and electrical resistivity tomography[44], respectively (cf. Fig. 51). These applications are pursued by di erent
groups of the Foundation for Research and Technology Hellas (FORTH), Institde for Mediterranean Studies
(IMS), Laboratory of Geophysical Satellite Remote Sensing and ArchaeoEnvonment (GeoSat ReSeArch Lab).
Electrical Resistivity Tomography (ERT) involves the reconstruction of a subsurface resistivity distribution

7 http://lwww.sesame.org.jo/sesame/
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Fig. 5.1 . 3DInv Datasets. Datasets of electrical resistivity tomography; a speciali zed extractor is run and processes these
data to generate correspondances between images.

for revealing ner archaeological details hidden in the original data through the reconstruction of truly 3-D
resistivity models of the hidden archaeological relics. The knowldge gained and information acquired by the
interpretation of the experimental data is expected to contribute to the update of the relevant policies and the
revision of management plans of archaeological sites in Greece.

In all these applications VI-SEEM provides access to HPC infrastructire for running the software but at
the same time Clowder o ers to the users the opportunity to store, acess, share, link, compare and visualise
the data. These descriptions showcase only but a few of the wide range applications that are currently under
development and are brie y featured on the VI-SEEM DCH collaboration platform that is enabled by the use
of Clowder (http://dchrepo.vi-seem.eu ).

6. The impact of VI-SEEM to DCH inquiries. An application that already resulted a signi cant
contribution of the VI-SEEM project in the DCH communities in the r egion is the Banatica Virtual Library (cf.
Fig. 6.1), which is developed by the West University of Timisoara in colaboration with the IT Department of
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Fig. 6.1 . The Virtual Banatica Library collection on Clowder.

the Central University Library "Eugen Todoran" Timisoara. This applicati on result is signi cant as it combined
the use of HPC for running computationally intensive processes and @wder for storage, access and sharing
of the resulting data [46]. In doing so the Banatica Virtual Library makes rare and old publications accessible
again for a wider scienti ¢ audience in the SEE region and enables furter machine processing to be applied on
the entire manuscript collection.

The BANATICA collection gathers together all the printed products considered monographs (e.g., brochu-
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res, books, yearbooks, calendars in volumes, prints with an individal cover, atlases, book-like printed scores
etc.), which represent documentation sources for the culture anctivilization on the Banat region. This col-
lection was jointly created by the VI-SEEM partner, Central University Library "Eugen Todoran" Timisoara
(Romania), and "Zarko Zrenjanin" public library (Serbia) throughout the Biblio-ldent IPA funded project.
The collection comprises over 1000 bibliographic descriptions and 200 felext scanned books. On Clowder the
entire collection was organized into ve datasets (cf. Fig. 6.1): two contining the covers of the publications
from Banatica collection, two datasets each of each containing 100 full bookcans (one for books owned by
BCUT and another one for books hosted by Public Library Zarko Zrenjanin), plus an additional dataset of
table of contents for the books. During the upload process, metadata waadded to the documents to enable
searching and association of the data.

In order to make the content machine readable, an environment to run opical character recognition (OCR)
on the documents of the collection was setup by the developers. In th rst stage of processing, noise was
removed from the documents, and the scanned photographs of the pages wesharpened. The second stage
involved the OCR process with the use of an open source engine [41]. lallel the code and scripts behind this
OCR pipeline were uploaded on the VI-SEEM's code repository [49]. Thelevelopers shared their experience
which pointed to the CPU intensity of the process - the initial benchmark for a dataset of 200 digitized prints
took 4 days (on a dedicated Virtual Machine). Eventually in order to speed up the process, the operation was
replicated on multiple VMs, each getting a subset of PDF documentsn a round robin fashion, a master being
responsible for distributing the work to multiple workers that ru n the processing pipeline.

7. Discussion / Future Directions. The overarching goal of the VI-SEEM project is to facilitate cross-
fertilisation of research activities between elds and disciplines in order to promote and accelerate interdisci-
plinary inquiries in the region. The VRE portal of the project, as well as Clowder for the DCH communities, will
hopefully contribute cross-thematic activities between the three scienti c communities of the project. The ser-
vices that the VI-SEEM provides to the communities in order to enale interdisciplinary inquiries include data
visualization, simulation data, data analytics and processing, geographic escription of datasets and curation
(e.g., Levante, Balkan regions, etc.), analytical studies and access tamarce code and the relevant training ma-
terial. First examples of initialised activities that could result in interdisciplinary research involve the following
cases:

Impact of climate change on the experience of built heritage: visualis¢he impact of climate anomalies
on historic sites and landscapes (under development by The Cyprus Btitute);

Remote sensing and preservation of heritage (developer: FORTH);

Computer vision and documentation of heritage (developer: FORTH and The Cyprus Institute);
Machine learning and documentation of heritage, e.g., CNN for satellite inages [48] (developer: Uni-
versity of Banja Luka, Faculty of Electrical Engineering);

Impact of climate on tangible heritage: for conservation purposes (PETRA);and,

Climate and life sciences for the study of the impact of climate change oevolution (e.g., the \Aharoni"
Digitized Collections: Past, present and future of the southern Levam biodiversity by the National
Natural History Collections, at the Hebrew University of Jerusalem).

Collaboration of the DCH and Climate communities. The rst successful cross-disciplinary research
activity between the Digital Cultural Heritage and Climate communitie s that capitalised on recourses o ered by
the VI-SEEM project was recently exhibited at a popular internation al venue. The Seoul International Biennale
on Architecture & Urbanism was a large-scale public event organized by th Seoul Metropolitan Government and
Seoul Design Foundation and received 4m visitors over the course of itaudation. Titled \Imminent Commons",
the Biennale provided a forum for debate to policy makers, experts ad citizens at large.

Following the UN's World Urbanization Prospect Report of 2014, 54% of the world's ppulation now live in
metropolitan areas. By 2050, this percentage will increase to 86% in advanceaaugntries, and 64% in developing
nations. Already now, the MENA (Middle East and North Africa) region, renow n for its wealth of cultural
heritage, ancient civilizations' monuments and major sociocultural developments during medieval and early
modern times, is experiencing a high degree of urbanization. Clima& change will have particularly strong
manifestations in the lived experience of urban settings (e.g., Lediveld et al., 2014 [30]), and will pose great
challenges to the material integrity as well as use of built heritage in hese environments.
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Fig. 7.1 . Visualization of the extreme dust event that took place on Sept ember 8, 2015 as seen in virtual reality using Nicosia
simulation model. (Credits: Georgios Artopoulos, Theodoros Ch ristoudias, Panayiotis Charalambous, Colter Wehmeier, Char
alambos loannou, Charis lacovou, Harry Varnava, Adriana Brugg eman, Panos Hadjinicolaou, Katerina Charalambous, Jonilda
Kushta).

Nicosia, the capital of the Republic of Cyprus and the only major inland cty of this Eastern Mediterranean
island has been continuously inhabited for over 4500 years. Estimated tbecome a climate changehotspot' in
the foreseeable future, the people of this city already face the e ds of the region's changing weather patterns
and climate trends. The presented collaborative research activity mvolved an interactive audiovisual exhibit
of immersive simulations that illustrate possible futures of this dty, visualising forthcoming conditions of heat,
dust and oods using scienti ¢ data of climate observations and (compuationally) simulated projections (cf.
Fig. 7.1). The long-term objective of this activity is to contribute to wards the achievement of an integrated
climate change adaptation strategy for all of the evolving 'hot spot' cities of the region, and to safeguard the
well-being of people living in these locations including both thé social structures and the conservation of the
built environment.

Finally an application that shows great potential for drawing links with other elds and disciplines within
the VI-SEEM project is the \Aharoni" online digitized collection [45], w hich aims at creating a digital repository
for presenting and preserving the greatest Levantine faunal collectin from the beginning of the 20" century.
The application is pursued by the National Natural History Museum at the Hebrew University & and focuses
on the promotion and study of collections and archival content of the uniquefauna (avian, amphibian, reptiles
and mammalian species) of the Levant region, and are the sole direct evidea of that region's biodiversity. The
3D documentation with the support and training of VI-SEEM and online access on Clowder to the generated
digital models of the content of these collections of specimens, lidd with all relevant metadata will serve as
a high-quality database of the southern Levant fauna both for the academic comunity, as a key biological
resource, and for the general public as a repository of knowledge about thiunique region.

Most importantly though the developers of this application envision to exploit the capacity of the VI-SEEM
VRE for pursuing interdisciplinary collaborative activities. They propose to complement the Clowder repository
of specimens with the available analytic platforms in biodiversity science, such as the Open Tree of Life, iDigBio,
Lifemapper, Arbor and other complex post-tree analyses (e.g. niche modtlag, niche diversi cation). The aim
of this interdisciplinary activity is the use of HPC support for the an alysis of the big data of biological studies
in order to better understand the complex patterns conniving biodversity loss in order to promote future land
management and wildlife conservation programs.

8https://nnhc.huiji.ac.il/
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VIRMUF: THE VIRTUAL MUSEUM FRAMEWORK

MOHAMMED ELFARARGY AND AMR RIZQ

Abstract.  With the immergence of 3D object digitization technologies, = many museums are digitizing their collections using 3D
scanning, photogrammetry and other techniques. These larg e 3D collections are not only great for documentation and pre servation,
but they are also a great means for introducing these collect ions to a wider audience worldwide through virtual museums.  However,
developing Virtual Museums can be a costly process consider ing that it needs a team of talented software developers, 3D d esigners
and other software/hardware tools. In this paper we present VirMuF (Virtual Museum Framework), which is a set of tools th at
can be used by non-developers to easily create and publish 3D virtual museums in a very short time. This way, Museum sta
doing collection digitization can also publish 3D virtual m  useums to exhibit these collections. VirMuF is open-source ; hence, teams
including software developers can further extend VirMuF to t their needs.

Key words:  Digital Cultural Heritage; Data Processing; Online Visual ization

AMS subject classi cations. 68M14, 00A66

1. Introduction and Previous Work. A virtual museum can be thought of in many ways. It should
provide means to visit a museum that cant be visited in real world, éher because it is di cult or because
this virtual space does not exist in reality. The virtual museum should also complement the real one by giving
users the ability to do thing they cannot do in real museums, such agreely manipulating objects or measuring
them. Finally, the virtual museum should act as medium for interactive story-telling so as to provide more
interesting ways of introducing history and archaeology to public. A virtual museum should have tools that
concern users of a wide spectrum of expertise, ranging from casual ittgs to experienced researchers. With
these points in mind, a virtual museum pilot project was developedn Bibliotheca Alexandrina (BA) to digitize
and exhibit over 700 pieces in the BA antiquities museum. The progct aimed at recreating the real space of the
museum as it exists in reality, including all showcases and artifad. The objects were 3D scanned using Artec
Eva handheld scanner. Each 3D model went down a pipeline of operationt® make it ready for using inside a
real time interactive environment. 3DS Max was used for modeling themuseum space and Unity 4 game engine
[1] was used to program the logic of the application. The project took two yars to nish with a team of three
software developers and one designer.

The development of a virtual museum is a demanding and costly task. Tts was clear through the pilot
project at BA. This raised the need for a software solution that can simplfy this task and make it possible for
people with no software development background. This fact triggered tie development of VirMuF. VirMuF was
written in a modular manner to make it easier to improve or extend any module independent of the rest of the
system. This also allows adding new tools and modules easily. VirMuRvas written inside Unity 5, which one
of the most popular modern graphics engines with a very big community.Unity is multiplatform which means
that museums developed with VirMuF can simply be distributed over most operating systems and platforms,
including mobile and web platforms.

There is a great diversity in the approaches used to make virtual musems. The ARCO system [1] pro-
vides museum curators with software and interface tools to develop wWebased virtual museum exhibitions by
integrating augmented reality (AR) and 3D computer graphics. While web-based approaches can achieve a
good content exposure, they are relatively limited in terms of viswal quality and immersion level, compared to
what can be achieved using high-end graphics engines and Virtual RealitfVR). Mata et al. [3] introduced
an experimental setup that combined navigation facilities with augmened reality. The approach is based on
a semantic model of a museum environment that re ects its organizationand spatial structure. Augmented
reality is a great choice for complementing physical museums; howey, it can't be e ectively used to create a
complete virtual museum used by those unable to visit the real musem. MNEME [4] project used a similar
digitization approach to the one described in this paper. However, thesystem was not built in a way that
allows people with no software development knowledge to build theiown museums. Petridis et al. [5] used
a mini game to attract and educate younger audience, thus expanding theipotential user base. In [6], unity

Bibliotheca Alexandrina, Egypt ( mohammed.elfarargy@bibalex.org, amr.rizg@bibalex.org ).
175



176 M. Elfarargy, A. Rizq

Fig. 2.1 . Artifact digitization pipeline

game engine was used through a web player to create a virtual recreation ah archeological site. The approach
however lacked some of the tools user might need to use through theirirtual tour.

2. Digitization Pipeline. The output of artifact digitization operations such as scanning or photogram-
metry is often an extremely high-details 3D mesh. While such a meslis good for documentation purposes, it
is not suitable for real-time applications such as virtual museums wih hundreds of objects on display. VirMuF
uses simpli ed models that keep the original look and feel of the highj-detailed models through baking multiple
texture maps that encode surface properties. In some cases, wheniug a highly detailed model is necessary
to show important surface details, VirMuF uses two versions of the mdel. A simpli ed version is used during
virtual museum navigation along with the rest of displayed objects. The highly detailed version is used only
when inspecting the artifact, hiding the rest of displayed items and focusing only on the inspected artifact, thus
saving computational power. As shown in Figure 2.1, results of digitizaibn operations must undergo a sequence
of processing steps. Most of these steps are straight forward and can bemk using many available software
packages, both commercial and free.

It is not uncommon for digitized object meshed to contain some areas that ned manual xing. This is
mainly due to sensitivity errors during digitization or some tight areas that scanning devices cannot reach.
Artec Studio, or equivalent software, can be used to automatically x most of these issues. Some parts might
need manual. Big holes in the areas that are impossible to scan, such asasite bases glued to their bases, are
left with blank colors indicating absence of scanning data.

A typical digitized artifact would initially contain millions of triangl es. Models suitable for real-time ap-
plications preferably contain 5,000 10,000 triangles. This means that geometry for high frequency details
such as ne surface relief will be lost during the process. Thesdetails will be later substituted with normal
and displacement maps. For models that still need details geometry,reor based decimation is used. An error
tolerance not greater than 0.5 millimeter was usually able to keep all themportant details while keeping overall
geometry under 300,000 triangles. Next, the mesh has to be exported for edig in other 3D software packages.
OBJ le format is the best choice here because it is supported by almdsall 3D software and because it separates
mesh and texture in two les, making it easier to re ne texture colors in any image processing software.

Normal mapping and tessellation require normal texture maps and displacment maps, respectively. To
produce these textures, XNormal software is used. XNormal uses a highlyedailed model and a low-res model for
the same object, and by subtraction, the required texture maps are ppduced. Surface colors obtained through
3D Object digitization will not always be accurate because it is usuallya ected by factors like surrounding
environment lighting and sensitivity error. In order to x that, a p hoto editing software is used for gamma
correction, white balance adjustments and manual xing of color value in@nsistencies in some areas.

By default, digitized object orientation is random making it dicult t o manipulate the object and apply
CPU and shader codes. VirMuF assumes that object is oriented so its ferard vector points towards positive
X axis, right vector points towards positive Y axis and up vector points towards positive Z axis. 3DS max was
used to align object axes.

3. System Design.

3.1. Data Storage. VirMuF is based on Unity Game Engine scripting API. Figure 3.1 shows an oerview
of VirMuF's main components. Because VirMuF is directed towards uses with less technical knowledge, Unity's
ScribtableObjects were used to store the museum database. This Hued the extra complexity of setting up
an external database outside unity development environment. Museunitems can either be a stand-alone piece,
a piece displayed within a showcase or that belongs to a collection. file Museumltem class is the base class for
all these classes that work as data containers. The data entry for the mweum is done directly inside the unity
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editor, through engine extension, again, to avoid the complexities of uag extra tools and backend applications.

3.2. Artifact.  Actual virtual 3D game objects that user interacts with are Artifact, Muse umShowcase and
MuseumCollection. These objects use Museumltem objects for datat@rage and the actual 3D meshes of the
displayed artifacts. User should add one Artifact object to the scenedr each new item added to the museum.
ArtifactBrowser and ArtifactSearcher are responsible for the museumhierarchy browsing and item searching
functions, respectively. By default, one object of each will be intantiated in the scene.

3.3. MainCore. MainCore is the main controller class of the application. This singleton § responsible
for general tasks such as keeping track of application running time, apjdation termination, and interaction
with artifacts. The crosshair class is responsible for managing the dierent states of the cross hair and using
it to inspect artifacts. When user hovers the mouse cursor over an aifact, the crosshair changes indicating
the ability to do an in-depth inspection. Clicking an inspect-able object will display a small popup menu
with the options to inspect the object, add it to a favorites list or exiting. When Inspection is selected, the
ArtifactWorkspace object will take over.

3.4. ArtifactWorkspace. ArtifactWorkspace is responsible for handling the artifact inspection mode.
When an object is inspected, the object is isolated from the rest of tB museum and is given the main focus.
If a higher quality model exists, it's loaded in this mode as well. Regular museum walk-though is replaced
with xed camera, with mouse left and middle clicks on the object usel for rotation and panning, respectively.
Mouse scroll wheel is used for zooming Infout. Also the regular user irgrface layout is replaced by a set of
buttons to activate various inspection tools, known inside VirMuF as Modules.

3.5. Modules. Modules are Unity GameObjects that perform certain operations on the obgct under
inspection, and work independent from each other. By implementingOnGUI() and Update() methods in
Unity's monoBehavior class, each module is responsible for drawings own GUI window and performing its
operations. Also, multiple modules can work simultaneously on the same gbct. The following subsections
describe the available modules.

3.5.1. Information.  This tool toggles a window where basic information about the artifact is dsplayed.

3.5.2. Reconstruction.  This module is used to show/hide reconstructed parts for an artifactthat is
damaged, missing parts or generally deteriorated. Reconstructed partbave to be drawn manually and then
added to VirMuF inside unity editor. The module permits adding mu ltiple reconstructions for the same missing
part. This is to cover various possibilities proposed by multiple esearchers working on the same piece.

3.5.3. Related Items.  Relatedltems module connects two artifacts that have some relation de to being
found in the same place, belonging to the same era of following the sameatpern, for example. This module will
display the two related items side-by-side for thorough comparisonsAll other modules can be used on either, or
both, of the two pieces being compared. Sometimes, zooming in/out théwo pieces will lead to user's inability
to perceive the right proportions. To solve this, the module contairs an option that locks the camera movement
for the two viewports used to show the items in comparison in a way tlat each camera will exactly follow the
other one being manipulated by the user. This leads to both cameras beg always at the same distance from
their targets and exactly at the same viewing angle.

3.5.4. Cross Section. This tool allows user to take cross sections through the artifact in any d@ection.
The cross-section can be taken in any of the three main directions (X,Y, Zin both positive and negative
directions and at any depth. There is also the ability to use an arbitrary cross section plane in both directions.

3.5.5. Related Web Links. In case there is further online information resources related to the artifact
web links can be added to each artifact. Clicking on URL button will openthe webpage in users default browser
(outside the virtual museum application).

3.5.6. Measure. The Measure module (Figure 3.2) allows user to make measurements ondtartifact. By
clicking anywhere on the artifact a new 3D point is added at the click po&ion. The user can add any number
of the 3D points and the tool will display the length between each two onsecutive points as well as the overall
length of all segments.
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Fig. 3.1 . VirMuF class diagram
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Fig. 3.2 . VirMuF modules activated on an artifact: measure module (top) an  d light module (bottom)

3.5.7. Light. Light Module allows user to use a virtual torchlight. The light source has so many parameters
that can be adjusted to help reveal the ne surface details. Torchligh position is change using right mouse
button and it is always pointed towards the artifact. There is also the option to lock light position to viewer
camera position.

3.5.8. Gallery. Through the unity editor data entry, each artifact can have a gallery of multiple images
and/or videos. When the Gallery module is activated, a window of all galley images thumbnail is opened.
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When user clicks a thumbnail, it gets opened in a separate window irfull size.

3.5.9. Location Map.  Through Unity editor data-entry, each artifact has longitude and latitude elds
that specify where the artifact was discovered and where it is cumntly exists. When virtual museum visitor
activates the Map Location module, Google map will be loaded to show both loations.

3.5.10. Snapshot. This module saves a snapshot of the current view on the local hard dve.

3.5.11. Personalization.  Personalization module has many artifact work space customization options
for user convenience. This includes options to change background colgt®ggle grids and change font size and
color.

4. Future Work.  More modules are to be added to VirMuF. One experimental module thatwas tested
in the pilot project is the "original context module”, where user is taken out of the virtual museum context to
a virtual reconstruction of the original place and time where the archeobgical item was used. Another planned
module will display text and multimedia information next to the 3D model in a slide show manner.

Online capabilities are amongst the most important features that would enich a virtual museum experience.
By allowing users to use 3D avatars and interact with each other will tun the virtual museum into a collaborative
environment that is optimal for educational purposes. Virtual tour guides can be granted extra privileges and
functionalities such as being able to share their view with other usrs when explaining a particular artifact.

Finally, VirMuF currently supports interaction through mouse and key board only. Support for VR input
devices such as VIVEcontrollers is to be added for better and more intdive VR virtual museum experiences
using VirMuF.
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SOLUTIONS FOR DATA DISCOVERY SERVICE
IN A VIRTUAL RESEARCH ENVIRONMENT

VLADIMIR DIMITROV  YAND STILIYAN STOYANOV *Z

Abstract.  Scienti c computing requires many and large volumes of comp lex structured data and metadata that are scattered
across data centers. Researchers nd it di cult to discover  the speci ¢ data they need for their research. Traditional s earch engines,
such as Google, are not e ective in most of these cases. Moreo ver, some of the scienti ¢ data are con dential and are not pu  blicly
indexed. Therefore, it is necessary to develop a custom solu tion that satis es the researchers' need for exible search . This article
introduces the Data Discovery Service designed to serve the Virtual Research Environment (VRE) during the VI-SEEM proj ect.
The solution is based on a specially con gured and upgraded v ersion of the CKAN platform. The main installation procedur e is
described, as well as the authors' contributions for the pur pose of regularly harvesting data from di erent sources and updating
the available content on which user queries are to be execute d.

Key words: data service, data harvesting, search engine, Virtual Rese arch Environment

AMS subject classi cations. 68P20

1. Introduction. Nowadays, researching often requires the processing and analysis miany and large
volumes of data and metadata. One of the frequent di culties for researdiers is to nd exactly the data they
need for the analysis. Usual and freely available search engines are said useful because scienti ¢ data is highly
specialized and complexly structured. We will present the VI-SEEM Data Discovery Service (VDDS), which is
a solution to search scienti ¢c data and it is developed during the VI-SEEM project [1]. The main purpose of
this project is to create a useful virtual environment for the researchers located in Southeast Europe and the
Eastern Mediterranean. Researchers are organized into thematicallyargeted communities which are: Climate,
Life sciences and Digital Cultural Heritage.

The VRE (Virtual Research Environment) consists of several servicesvhich are available to the scienti c
users [2]. The services for VI-SEEM project are integrated in a pulit catalog which is accessible at this link: [3].
There are three main groups of services: Data storage, Computing, Applic&n speci c and Authentication/
Authorization. The presented Data Discovery Service belongs to Datastorage group.

There are several popular platforms for hosting and searching across a vaty of metadata, Open Data
Portals that are mainly used in scienti ¢ areas. We looked at the most comnonly used ones, such as DSpace,
CKAN, Zenodo and Figshare [4] [5] [6] [7]. Our main goal is to have a exible, asily upgradable search service
for scienti c metadata, with a rich and well-documented API (Applic ation Programming Interface). Other
requirements we have are that the chosen platform must be long-estaished, open source and has big community.
Zenodo [8] and Figshare [9] dropped out of our choice because they are mairflycused on processing scienti ¢
papers and documentation. However, we need a platform that hosts and p@arms search in any metadata,
while o ering a convenient editing interface. DSpace [10] is desiged to create and manage repositories for
large volumes of diverse data, and there is also a search engine that is not a&xible in complex metadata. In
addition, it is already used to host the project's main repository as a rt of the VRE and therefore it has been
dropped as a choice and nally we selected CKAN [11].

We present the main points of the installation and con guration of the CKAN p latform, which is the basis
of the VDDS and the additional resources such as Data Synchronization Toollat are developed and added to
form the complete solution. Primary performance tests and evaluation arepresented too.

2. Data Discovery Service design and implementation. As a basis for our solution, the CKAN open
source platform is chosen. It is a comprehensive system with richuhctionality for building large and complex
data sites, including a exible search engine. CKAN has convenienteasy to operate interface on one hand
and very rich API on the other. Having user friendly interface is very important because the target users are
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Fig. 3.1 . VDDS common architecture.

researchers who are competent in their specialized eld of study lt not necessary an advanced IT pro cient.
Moreover, it provides well documented and supported API [12] and optbns for third party extensions (plugins).
Many research, governmental and non-governmental organizations use CKANof building and managing their
open data sites.

On the back end the programs which form CKAN are written mainly in Python and uses Pylons web
framework and SQLAIchemy [13], the database toolkit as its Object RelationalMapping (ORM). The front end
is implemented in JavaScript. The database engine is the popular PogreSQL.

In our case, special interest is SOLR [14], an open source enterpriseaseh engine, written in Java, developed
by Apache Software Foundation, which is an integral part of the system.

3. Software architecture. The common architecture of VDDS is depicted on Figure 3.1.

Customized CKAN system is the core of our VDDS. It is con gured to support several organizations
which correspond to the VI-SEEM project participants and three groups which correspond to the main research
communities in the project: Climate sciences, Life sciences anBigital Cultural Heritage. Each organization
and community can maintain metadata for their datasets. In addition there are common purpose communities
for generic usage, software projects and testing purposes.

SOLR is the main search engine which is accessed by the end users.

API is the documented CKAN Application Programming Interface which is used internally by Data
Synchronization Tool to harvest external metadata from Data Repositories . Also there are di erent API s
for the external Data Repositories . This tool is written in Python.

Data repositories . These are external sites containing data that are of particular interest to us.

CKAN plugins . These are additional programming modules that extend the functionalfy of the system.

Database engine . Software components and storage space that hold and maintain the datasets.

4. Data Synchronization Tool. In order to search for data uploaded on the VI-SEEM Repository Service
(VRS) or VI-SEEM Simple Storage Service (VSS) using the data discoverservice (VDDS) data synchronization
needs to be made of VDDS's database and the databases of the other servicédore precisely this synchro-
nization process is one-directional data ow from the source of the origial data to the server running the data
discovery service.

In order VDDS to be useful for its users, then the results of each seah query have to be correct and
complete. Therefore, this data ow process has to be executed redprly, i.e. the operation should be fully
automated.

One proposed way to automatically extract the necessary metadata is via harvester. DSpace [10], which
is used to create the repository service, has such functionality iplemented as OAI-ORE/OAI-PMH Harvester
[15]. The main advantages of this solution are that no additional software is regired to collect the data from
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Fig. 4.1 . CKANItem core class

VRS and also it is supposed that the procedure is more e cient. Howeve, the output of the harvester's work
usually is designed to be imported to similar interoperable repositry or another DSpace software e.g. as a
backup or redundant node part of more complex high availability system. It is not suitable format for our
purpose and it needs signi cant transformations before it is ready to beuploaded on the data discovery service.
Moreover, this solution is not very generic as it is very speci c to the technology compiling VRS.

We decided to create our own software tool that solves the current prolem and is universal to that degree
so that it could easily be expanded in future to support more data soures if required. Accordingly, our solution
must have modular design.

As the core of that solution one class is responsible for uploading data to VDB and it is presented on
Figure 4.1. Its role is to process some kind of generic data e.g. Java §urObject Notation (JSON) and return
as output a specially formatted dictionary meeting the requiremens of VDDS's CKAN based API. CKAN's
Action API is RPC-style and has very rich functionality exposing all of CKAN's core features to API clients.

A function is implemented in another module that accepts the output and sends it to the data discovery
service using the action call to the CKAN API| packagecreate.

With these two modules available the task of synchronizing VDDS wih any data repository is reduced to
mapping the metadata tags and obtaining array of JSON formatted data.

Python version 3 is chosen as a programming language for implementing theol. The main reason behind
that decision is because of the fact that the CKAN software is written in Python and also has very good
documentation and user guides with examples in that language on how to usthe API. Also tools algorithm
doesnt contain any compute-intensive part, neither execution tine is of such importance to the performance of
our system as the tests we conducted showed normal responsivenesslatable operation of the search service
under greater than average system load. So using lower level programngrianguage than Python to yield more
e cient resource usage is not necessary at all. Although CKAN is written in the older version 2 of the language,
we went for the newer version because it is actively supported by & core developers meaning that it is getting
tha latest and better features. Third factor is that Python 3 interpr eters are built in every Linux distribution
available and deploying the tool doesn't require much e ort.

VRS is a REST-compliant service and provides all the required operabns to download the necessary
metadata. We've made extensive tests of the load level and performance tife repository service when querying

the REST interface because a total number of:
!
X
gqueries=2 1+ G (4.1)

where C; is the number of collections of i-th community, are sent every time @ta is being synchronized and
thus it is probably less e cient than harvester. But test results are very consistent and there are no signs of
performance downgrade.

Figure 4.2 shows an example of the work ow of the tool when data is beingychronized between VRS and
VDDS.

Dspacemetadownloader module executes the queries and does some additional conversion oEtdiSON
as it is in nested format without unique keys that have to be combinedbefore the JSON is passed to the
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Fig. 4.2 . Work ow of the tool when synchronizing data between VRS and V DDS

CKANItem class.

The tool runs in either create or update mode. Create is the default ehavior and Iters already synchronized
items, uploading only new items to VDDS. If update mode is speci edthe metadata of all items will be checked
and updated. Both modes operate absolutely independent of each other.

Unfortunately CKAN has very strict rules about the allowed characters uploaded using its \Action API".
Hereof the main moduleckanitem parses every metadata string and substitutes appropriately every naccepted
symbol. In case that such character is not caught by the module or for anothereason the operation fails,
unsuccessful upload is recorded in a log le with timestamp and errordescription.

5. Installation.  The installation procedure of such kind of software is usually very ticky and capricious.
We tried several di erent methods to install, including compil ing the source code. Most of these methods had
minor or big problems as of the middle of 2016 using the existing produ@n versions of software components at
this time. The only method that worked is recommended by the devebpers of CKAN and nished successfully.
It requires OS Ubuntu 14, 64 bit, kernel 4.2.0-42-generic, Python 2.7.6, CKAN2.5. For Data Synchronization
Tool On the same machine Python 3 is installed too. Our experiences ith other, even newer distributions and
versions were painful.

The installation of Data Synchronization Tool is simple. It is a bunch of Python scripts which are copied
in a directory and con gured in crontab to be executed twice a day: around noon and around midnight.

Example screenshot of the VDDS front end is presented on Figure 5.1.

6. Solution evaluation. We conducted numerous load and performance tests after the installatiorof
VDDS. For this purpose, we rst need to import demo data in the database of the server [16]. These demo
examples are available at the o cial source code repository of CKAN and contan many and diversi ed data.
This is important, which is important for the tests that they are capabl e of generating signi cant stress on our
server. For example, the dataset named Newcastle City Council: Paynrés over 500 contains over 23,000 rows
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Averaged results obtained by running various requests during 60-s econd active connection to VDDS API.

Fig. 5.1 . VDDS example screenshot. User groups section.

Table 6.1

Latency (ms) Requests per second

No. Avg Dev Max Dev(%) Avg Dev Max Dev(%) TX,KBs
1 32.21 12.65 | 179.85 97.24 31.94 | 5.79 40.00 | 66.33 18.61

2 111.48 14.90 | 247.78 96.88 9.19 | 1.69 10.00 | 89.80 429.63
3 133.82 15.74 264.15 97.11 7.95 2.60 10.00 67.41 367.15
4 67.40 11.10 217.30 97.11 14.82 5.09 20.00 46.86 354.97
5 655.05 33.43 757.82 89.01 0.96 0.20 1.00 95.73 38.66
6 655.68 31.88 772.43 91.21 0.94 0.24 1.00 93.87 40.10
7 610.92 31.70 747.05 90.82 0.97 0.18 1.00 96.63 37.74
8 70.83 17.04 | 313.68 96.44 14.26 | 5.04 20.00 | 52.90 366.99
9 268.53 25,50 | 485.26 94.26 3.20 | 0.63 6.00 | 76.44 116.36
10 108.40 65.87 | 504.06 66.84 54.44 | 7.67 60.00 | 92.62 492.12
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in six CSV les for each month from September 2011 to February 2012. The test usewrk program [17]. wrk
is a HTTP benchmarking tool producing di erent levels of load on the server depending on the used command
line arguments. We run it in multithreaded mode and adjust connection and duration parameters to tune the
intensity of each test. Every additional connection simulates anotheractive user working with VDDS. Produced
outputs contain measurements of main performance metrics such as latey, bandwidth and number of requests.

Test results are shown in Table 6.1.
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Fig. 6.1 . Latency comparison with di erent number of connections.

The test suit consists of 10 HTTP requests to the following URLS:
/

/dataset

/dataset?page=2

/dataset?tags=transparency

/dataset/adur _district _spending
/dataset/us-national-foreclosure-statistics-january-2012
/dataset/activity/afghanistan-election-data
/dataset/adur _district _spending/resource/resourceid
/group/data-explorer

10. /packagelist

©CoN>ORr~WDNE

Three main sections in the table are the corresponding metrics for lancy, bandwidth and number of
requests. For the rst two sections we present statistical data inthe columns for average(Avg) value, standard
deviation (Dev), maximum (Max) and percentage of the requests withinstandard deviation. Last section is the
average achieved transfer speed (TX) for every test. We increase thealue of connection argument to increase
load on server as more users would induce. That way we analyze how the germance scales with more stress
and discover at which point the server reaches its limit. As we approdt more than 20 active users at once, we
cant nd anything unusual and the evaluation of results from tests points the same. Non-linear dependence is
observed between number of connections and performance drop across abts. Image 6.1 shows this relation.

The blue dashed line represents average latency of all requests ding 1 active connection. Continuous red
solid line is for 10 simultaneous connections to the same APIs. Latency ¢y approaches a maximum 7.24 times
higher with an average value of 4.68 times more across all tests for 10 timesdrease in load. Despite having
10 concurrent users acting on the system, the number of requests maddy each one is only about 10 percent
less. At the same time transfer speed increases up to 2.39 times dog test eight. An average of 1.75 on the
whole test suite indicates that the system doesnt starve for bandwdth. The dotted green line is present on the
chart to visualize the impact of the used resources by data synchromation tool while the server has signi cant
load at the same time. The previous 10 active connection tests are run toghker with dds tool. It is clear that
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performance di ers by a small margin and it does not a ect user experiace at all.

7. Conclusion. VI-SEEM Data Discovery Service uses metadata mapped onto standarded facets and
which can be collected from various research and other repositories andqvides the users with the possibility
for exible search and browsing. It is possible to search for keywordspartial phrases, creator, organization,
publisher, time of publishing, versions, tags, research areas and commities etc. The results are presented in
a user friendly form. Searching of a particular dataset is performed sing easy to use command-line Python
scripts or a simple web accessible form. The search task can be eithdi erent types of free-text search or
so-called faceted search, concerning tags stored in the metadata accompang the data. The users may re ne
their searches inside the received results.

By virtue of its nature, VDDS o ers its services relying on the data of the original sources. For this reason,
completeness and correctness of its data is vital and that is why it ne#s to be reconciled properly and regularly.
We decided to implement our own tool to take care of this task. We calld it Data Synchronization Tool
It is developed speci cally for this purpose with possibility for future upgrades in mind. After rst extensive
tests had been made, the tool is deployed in production mode and novs repeatedly updating VDDS's database
providing its intended services to VI-SEEM users.
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DICOM DATA PROCESSING OPTIMIZATION IN MEDICAL INFORMATION SYSTEM S

ALEXANDR GOLUBEV , PETER BOGATENCOV, AND GRIGORE SECRIERU

Abstract. The problem of storage and visualization of medical images ¢ ollected by various medical equipment is actual for
latest 10 years for every medical institution. On the other h and, access to the medical investigation datasets and solvi ng the
problem of personal patient data security is important for s cientic community and institutions that require this data . "DICOM
Network" project was developed for solving these problems f or di erent actors in the system based on the various customi  zed roles.
This article describes the problems and possible solutions for optimization of medical images storing, providing stab le and secure
access, based on the distributed warehouse for huge volumes of data with di erent levels of access.
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AMS subject classi cations. 68M14

1. Introduction.  Twenty years ago, after the patient's visit, the doctor had only data on several indica-
tors: general information about the disease, weight, pressure and sympins. Today a large amount of digital
information coming from di erent sources - from x-ray images to telemery from implantable devices, such as
cardiac monitors. As medical institutions abandon the paper records of thedisease, these data are collected
more electronically. The availability of large datasets of digital medicalinformation allows doctors to improve
diagnoses and health care in general, there is even a new concept - resdmatin silicon." Information technolo-
gies (IT) are now used at all stages of health care, from basic research to e¢hprovision of health services, and
includes many specializations, such as bioinformatics, clinical imfrmatics and biomedical informatics

Clinical informatics is devoted to the use of IT to improve health care and covers such processes as the
preparation of medical bills, the planning of patient care, the allocation of resources for patient care. Clinical
decision support systems can, for example, alert the attending physian about the potential interactions of
medications, based on the patient's medical history and known allergiceactions.

Modern medical information systems integrate various types of medicakquipment. This article describes
the actual problems and solutions for optimizing processing and storage ahedical radiography investigations.
The standard for working with medical images is the DICOM format, which allows storing studies in good
quality with the patient's personal data included. The main problem in storing data in DICOM format [1] is
caused by the fact that one study can produce more than one gigabyte of data andonsists of thousands of
images.

DICOM (Digital Imaging and Communications in Medicine) - the standard f or processing, storing, printing
and transmitting information in medical imaging systems. Itincludes a description of the le format and network
protocol. The network protocol uses TCP / IP in its core for communication between systems. Also, systems
that support reading and writing DICOM les can exchange les in DICO M format among themselves. The
owner of the standard is the American Organization National Electrical Manufacturers Association (NEMA).

It is developed by the Committee of the DICOM standard, consisting ofseveral working groups (WG).

DICOM allows the integration of scanners, servers, workstations, pmters, and networking equipment from
many di erent manufacturers into a single PACS (picture archiving and communication system). Dierent
devices are delivered with a document called the DICOM conformane statement, which describes how and
what functions the supplied device performs.

The "DICOM Network" [2] project was launched in Moldova in 2015 having a goal is to provide access
to investigations for medical sta with the appropriate access rights and as well as patients themselves to the
personal radiography investigations. The current realization of the progct allowed connecting eleven types of
medical equipment to the deployed system. Today the system cldcts and processes more than 1000 gigabytes
of data per month.

Research and Educational Networking Association of Moldov a Str. Academiei 5, o ce 324, MD-2028, Chisinau, Republic of
Moldova ( galex@renam.mdl
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One of the problems that should be solved in DICOM Network project is the problem of storing medi-
cal investigations archive on national level that can be considered as Big &ta issue. Solution for this issue
should take into account the di erent data access levels. On the one &nd, a medical investigation contains
personal patient data, which means that data access should be restrioteand secured. This could be reached
by permission-based categories of users and individual investigationaccess on supervised approval. On the
other hand, data should be accessible by any authorized user, like pant or doctor from any location. One
of the main priority is system performance that should allow high speedaccess to the huge amount of data.
Thus, the process of storing and transferring large volumes of medicalata can be divided into several compo-
nents: archiving and storage, retrieval and accessibility of data, data tansfer to the end user's workstation and
processing the data on the client application.

When medical investigation is completed and DICOM image set imported fom the equipment raises the
problem of data archiving and data storing. If X-ray photography usually does not contain more than 2-3
images, a tomographic survey can contain up to 1000 slices and take up to seatmigabytes on the physical
storage. It is easy to calculate that for a large hospital or a large diagnostic cear with a daily ow of 500
or more patients, the data volumes will be terabytes per month, but the archive of investigations should be
saved for a minimum of three years by law (and even for longer period fopractical use). As a result, medical
institutions could not archive such a volume of data, because in many casethere are no su cient capacity
available for their storage at the level of one institution.

As far as "DICOM Network" was selected as pilot application for integration int o distributed regional VI-
SEEM platform [3], the DICOM Network system architecture was adjusted to the project needs that make
possible to increase the number of users and o er access to the DICONNetwork for research community.
Thanks to VI-SEEM project and gaining access to RENAM[7] computing infrastructure the storage capabilities
and processing power is increased in many times and now DICOM Netw&rcollecting about 300 investigations
per day and over 1TB of data per month. All this is possible by using of a mmber of the developed components:
DICOM Server, DICOM Portal, DICOM Viewer, DICOM Audit and others th at are enough exible to cover
the requirements of any medical institution or speci ¢ scientic community.

2. DICOM File Format Overview. The standard using in "DICOM Network™" system for working
with medical images is the DICOM format, which allows storing images ingood quality. The main problem
of data storing in DICOM format in integrated medical data processing g/stems is caused by generation of
multi-gigabyte volume of data and necessity to work with thousands of imags. The "DICOM Network" project
provides access to investigations for medical sta , patients, and meital researchers with the appropriate access
rights to radiography investigations. In the article we describe and anayze possible solutions for optimizing
data storing and processing work ows.

2.1. DICOM data structure. DICOM les simultaneously contain both images and additional informa-
tion about associated patient. Information about the patient and the study cannot be separated from the image
itself. This reduces the number of possible errors. The JPEG forrat le is similarly organized, which can also
have additional information describing the image in the le. Any DICOM object consists of a set of attributes,
such as the name of the patient, its identi er, the date of the study, etc. Also, one special attribute contains
image data (pixel data). Thus, there is no separate header for the DICOMIe - only a lot of attributes, including
image data. Attributes in the standard are called tags, each tag consistingwo elds - the group number and
the element number. For example, in the tag nhumbered 0010, 0010 (tag numise are written in hexadecimal
notation), the patient's name is always included. Each tag has a standarchame. 0010, 0010 is called 'Patient's
Name'. A list of all standardized tags can be found in the 6th section of PS 3.6: Bta Dictionary [4].

The 7FFE, 0010 'Pixel Data' tag can contain one or more images. In the case wheréé Pixel Data contains
more than one image, it is said that the le contains a multi-frame image. Inthe case of a multi-frame image,
one le will contain three or four (for example, several scanned sequeres in several places, but at di erent
times) dimensional image. Digital X-ray machines, digital cassette readrs give information in the form of a
single-frame image. Apparatus like ultrasound, angiographs often give multframe images. Old X-ray and
magnetic resonance tomography could give single-frame images. Modern tomogiap(after standardization of
the expanded formats DICOM-CT Enhanced and MR Enhanced) can give both ggle-frame and multi-frame
images.
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Image data can be color and monochrome. Color can be in dierent color coding RGB, YBR, Palette
Color (color palette). Monochrome can be of di erent depths of gradation of gry (1 - 16 bits). Image data
can be packed. The following packing algorithms are standardized: RLE,BEG, JPEG Lossless, JPEG LS and
JPEG 2000. For the whole le it can be applied archiving using LZW (zip) algorithm, however, the realization
of such packaging in programs and equipment is rare.

DICOM uses three di erent schemes for encoding the tags (transfesyntax). The encoding of the le is
marked with the corresponding tag in the same le. Schemes are obtairtefrom combinations of two parameters
- data representation and byte order coding.

The data representation can be Explicit and Implicit. You need to know how to interpret the data contained
in the tag, because this is a simple sequence of bytes. And what kind afata is there - a string, a number,
or a sequence of tags (SQ-sequence) is not known in advance. For certginthe content of each tag has been
standardized. Each tag has a standardized representation of tag data (VR, ®ue Representation) - OB, OW,
OF, SQ, UT, UN, etc. When the data is explicitly represented in tags, the VR of the tag is explicitly written.
With an implicit view, VR is not written, but is taken from the program t able that works with this image.

The order of bytes can be from the oldest to the youngest (big-endian), lte record begins with the older one
and ends with the youngest, and from the youngest to the oldest (littleendian, "pointed"). The DICOM uses
three of the four possible combinations of parameters: Implicit little endian, Explicit little endian, and Explicit
big endian. Each tag consists of: group number (2 bytes), element nubrer (2 bytes), VR (2 bytes, in explicit
data representation, not implicitly used), tag length (2 or 4 bytes, depending on VR). Some standard VR tags:
DA - Date, date; DS - Decimal String, a string representing a decinal fraction; FL-Floating Point Single (4
bytes), a oating-point number of ordinary accuracy; IS - Integer String, integer string; UL - Unsigned Long,
unsigned double word, etc. Full information on VR and the principles of excoding tags can be found in the
standard - PS 3.5: Data Structure and Encoding [4]. In addition to presating data (to Value Representation),
there is the concept of a plurality of values (VM, Value Multiplicity ). VM is not marked in real les, it's just
an indication of how much data it is supposed to contain a speci c tag. For dta represented by strings, the
elements are separated by a backslash characten('Numeric data simply goes sequentially byte - for example, if
VM = 2, the tag with VR = FL will consist of 8 bytes - these are two numbers of usual accuracy. In tables with
lists of tags, the VM of each tag is speci ed. For example, a tag containing oa coordinate of a two-dimensional
point will have VM = 2. The point containing n coordinates will have VM =2 * n, n> 0 (in the standard 2-2n
is written).

2.2. DICOM Protocol and services OVERVIEW. DICOM consists of many di erent services, most
of which involve the exchange of data over the network. The le exchangevas added to the standard later and
is only a small part of the standard.

DICOM service 'Store' is intended for transferring images or other oljects (for example, structured reports
- structured reports) between two DICOM devices.

Storage Commitment - This service is used to con rm that relocated obgcts are successfully stored in the
information store. With this message, the person who receives the dat- PACS, or the station informs the
transmitting device - or the station that the data has been successfily saved and can be deleted.

Query / Retrieve-a service for searching and delivering whole stdies or individual objects on a remote
DICOM device. You can search for specic lters (for example - reseach date, patient's name, etc.) of the
research or object of interest (most often objects in DICOM are images, bt not only) and request its transfer
to the local computer.

Modality Worklist allows the device (often devices in DICOM are called modalities, however the same
device, for example, a lithotripter, can have several modalities US, DX) to obtain a list of planned studies.
The data on the planned studies contain information about the patients, this allows you to reduce the re-entry
of the same information and the accompanying errors.

Modality Performed Procedure Step additional to the Modality Workl ist service, which allows the modality
to send a report on the success of the research, about the images reasly the time of the beginning and the
end of the study, the dose received by the patient, etc. Service lws you to get the hospital management more
accurate data on the use of the resources of the device. The servicesalcalled MPPS, allows improving the
interaction of the modality and the PACS system by providing the system with a list of objects that will be
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sent before the parcel itself.

Printing service allows to send images to print to the DICOM printer, to get a hard copy of the images,
most often on tapes. There is a method of standard calibration of printersand monitors, which helps to obtain
identical images on di erent monitors and on a hard copy of images.

2.3. DICOM Files and services OVERVIEW. In addition to directly patient data and research, data
points of the image, the les must necessarily contain the so-called nta-information (File Meta Information,
tag group 0002). The meta-information indicates how to interpret correctly the contents of the le.

DICOM limits the length of le names to 8 characters, le extensions are not allowed. The names of the les
must be such that no information can be obtained from them. These are hiwrically established requirements
for maintaining backward compatibility with older systems. On the medium, except les, the dicomdir le
should be placed in the root directory. Dicomdir provides general imlexed information about all the DICOM
les on the media. Dicomdir provides more information about each le than it is possible to t into the le
name.

DICOM les that are not on the media, usually have a .Dcm extension, the media should contain les
without an extension.

Some common modalities:

CT - Modality of type Computed Tomography

DX - Modality of type Digital Radiography

MR - Modality of type Magnetic Resonance,

OT - Modality of type Other

US - Modality of type Ultra Sound

XA - Modality of type X-Ray Angiography

3. "DICOM Network" Database Architecture. DICOM Network project based on a number of self-
installed components that are build using a number of modules. The aemble of components and modules
provides a exible architecture of the DICOM "Network" that is consol idated by DICOM DATA Interface into
one radiology investigations database. The system includes Data Storage andafa Processing components
distributed between di erent processing units and storages, wiich could be customized using speci ¢ interfaces.
The general architecture of the "DICOM Network" system presented in Fig. 3.1.

Project started from one node located in the Institute of Urgent Medicine (IMU) www.urgenta.md located
in Chisinau, Moldova that served only one Institution and had storage elenent only of 2TB. Then thanks to
VI-SEEM project and availability of RENAM computing infrastructure t he storage capabilities and processing
power increased in many times and now we are collecting about 300 invegations per day and over 1TB of
data per month.

Data from equipment are collecting by the modules integrated in "DICOM Server" that can be in-
stalled in the same location with the used medical equipment or can belistributed through di erent
institutions, or even cities or countries.

All investigations (DICOM Images) are archiving at DICOM Servers, but information about investi-
gation is stored in DICOM Portal (like www.dicom.md) database. Usually various DICOM Servers
connected to one DICOM Portal.

DICOM Portal stores all data like users description, access info, syem settings, DICOM Server settings
and some others, but not DICOM images it salves. Each institution can deppy DICOM Portal internally
using one or several own DICOM Servers.

DICOM DATA Interface collects information about users and investigati ons from all DICOM Portals
and provides functionality for data exchange and uni cation.

The functionality of the implemented system covers all necessaryork ows for processing and documen-
tation of medical investigations - from images collecting directly from ejuipment to archiving investigations in
the patient medical record [5]. DICOM Network o ers extended functionality for enhancing quality of medical
management and secured access to investigations. This helps doctospecialists and penitents to gain access
to structured database of medical images, allows documenting images & are collecting from various medical
apparatus. At institutional level, the system helps to reduce coss of investigation, raise the quality of provided
services.
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Fig. 3.1 . General scheme of DICOM Network architecture

The considering DICOM Network system is already in production operaton and can be accessed by link
http://www.dicom.md/. The Graphical User Interface (GUI) is present ed in the Fig. 3.2.
The system initially was deployed at the National Centre of Ambulance of Moldova (the Institute of Emer-

gency Medicine) and during the rst year of functioning has shown it e ectiveness and attractiveness for medical
personnel that is resulting in:
Three DICOM Portals operational
Four DICOM Servers installed
Eleven types of medical equipment were connected to the "DICOM Netork".
About 300 investigations per day are collecting by the system.
Over 700 doctors have access to their patients investigations from thieworking place.
Over 170 000 investigations were searched and downloaded by doctors and raltigy specialists during
36 months period.
Additional budget savings ensured for hospitals due to refusing of priting investigations using expensive
consumables.

"DICOM Network" system is actively developing, as far as doctors are inteested in operative accessing to
radiographic image sets directly from their workplace and institutions want to save money and get technological
support for operative and precise decisions. A new types of equipmeronnected to the system that increases
the number of imported investigations. These developments expandhie main problem of the systems working
with medical images - extreme increasing of data amount that must be preerved.

As far as database is storing personal patient data, security is one of the maikey features of the "DICOM
Network". We implemented Permission/Role/User system that allows a exible access to the data. No one
investigation or patient can be unauthorized. Each users activity staring with basic access to patient data is
logged in the system in separate databased and could not be removed. Eachage download is also logged and
IP address of the data requester is saved. All of this provides podsiity to track and audit each investigation.
Access to audit is provided not only for system administrators, but al® to responsible persons that have
privileged users roles inside the institutions.

The main levels of access are based on following principles:
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Fig. 3.2 . DICOM Network GUI

Patient can access his investigations based on national ID.

Doctors can access all the patients investigations in case these are patits that are treated by this
doctor.

Department or Chief of section have access for all patients from his s&on.

Specialists from radiology department have access to all data from theimstitution.

Scientist and researches have access to the investigations shareglibstitution, but only in anonymized

mode.

Lawyers and courts can have temporary access to the investigations baseah the request of the patient
and institution.

Patient can grant registered access to investigation to another doctor.

Today the data is stored on di erent DICOM servers and one Storage elerant. DICOM servers store an
archive for the last month and on a common storage is storing a common archive fahe last 2 years. This
architecture allows providing the fastest access to more recentata that is used more often, while access and
downloading images from Storage archive take longer time.

"DICOM Network" is only one information system that works with medical im ages data storing from
di erent sources on national and international level in this region. Application is based on cloud technologies
that makes possible to distribute it on the di erent locations and dy namically increase resources on demand.
One of the bene ts of this system is that it is using resources of seinti ¢ cloud infrastructure that makes possible
to access the investigations both by specialists for daily-based actitres and by scientists for research. The other
applications that are working in this domain are restricted by their using in one speci c¢ institution and do not
provide tools for secure data exchange inside the application or organizeins. Most of the Information systems
based on the open source software and usually these products have ingent quality or limited functionality,
or specialized PACS provided by the equipment supplier that is adpted only to the target equipment without
ability of extension in large informational systems.

One of the similar to DICOM Network system is "NeoLogica" software solution. "NeolLogica" designs
and develops advanced medical imaging software solutions since 2002. The lednof "NeoLogica" software is
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Fig. 4.1 . DICOM Network distribution using VI-SEEM platform

also cloud-based architecture that is using cloud hosting solution irAmazon cloud. However, national laws of
personal data protection in the most countries, organizations and hospitalss not accepting storing the sensitive
data abroad, on Amazon servers, also it increasing costs of data transfers.

4. Main System Optimisation Objectives. First, to describe the solution for DICOM data optimiza-
tion, here we overview of the algorithms and processes that are necesyg for any information system working
with radiography images. To obtain the source images, DICOM provides fugtionality for the import of data
directly from the equipment. After importing the image, you must pr ocess and save it on commonly accessible
storage. As a result, a medical research database available to the authoed user is created. The user access-
ing the database should receive data through the local or wide area netwkr and then using the visualization
application to work with DICOM images on his workplace.

Thus, the problem of data handle optimization for this kind of information systems can be divided into
three stages. First, when you import and write the source les on storageyou need to archive the data to
minimize it volume saving the quality of the images. Secondly, wheraccessing data, it is necessary to transfer
the data to user as quickly as possible while optimizing the data format to reduce the amount of transmitted
images. Thirdly, the data should be optimized to speed up its loadingand processing on the local processing
facility.

On the diagram below Fig.4.1 are showed full process of images optimizat that is representing by four
sequence steps - Archiving, Access, Transfer and visualization:

In the subchapters below are described assembly of solutions for eadatmage lifecycle step optimizations.
The proposed algorithm saves 100% original image quantity, optimize the storagelements and reduce the
transferred size of the thumbnails, that could be zoomed on demand. Othe nal step of visualization server
prepares the image set in such way that it could be visualized usingolv performance processor such as PC or
mobile device.

4.1. Data archiving.  As it was mentioned above, one radiographic examination can vary from 1 to more
than 1000 images. Thus, the investigation can consist (has a size) of more thame image. Of course, the most
interesting and useful is archiving of large tomographic studies witha large number of slices. First, let us look
at the structure of the DICOM le. In general, each le contains lines of the patient's metadata and the image
itself in the raw format. Since during DICOM le processing all meta-information is written in the database,
then when archiving we can discard metadata and save only the image. Ifetessary, it will be possible to
restore this data and generate a DICOM le on client request, or use tle new le format when transferring it to
specialized application like DICOM Viewer. Of course metadata is onlya small part of the le and takes only
a couple of kilobytes, but it should be taken into consideration, that metadata for one investigation is almost
identical, so for a set of data in 1000 slices it will be possible to savsigni cant amounts of physical storage
space. On the other hand, excluding the patient's personal data fromhe original les signi cantly reduces the
possibility of personal data leakage. This approach also allows to create anansfer of impersonated data.

Archiving of image itself is already a much more complicated task that regires complex data compression
algorithms. It should be taken into account that it is necessary to exclude loss of image quality since each
pixel is important for data processing and visualization. Based on analyis produces we found that archiving
an individual slice without loss of image quality does not give a tangible esult, but it is worth noting that
the proportion of individual slices is small enough and refers mainly tox-rays, when one investigation consists
of 1-2 images. The quantity of this data type that is stored does not exces 1%. Analysis of more complex
tomographic surveys with 100 or more slices shows that standard algorithms ofideo image compression could
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Fig. 4.2 . Similar radiology investigations slices

be applied for their archiving, since the changes between slicesréimes) are insigni cant. In Fig. 4.2 presented

the "neighboring” nine slices, the di erences in adjacent slices a& so small that you can con dently convert

these slices into video stream where only the di erences for ptares are retained and not the raw format for

each image. This way, you can reduce the amount of images with multiple &les by 10 or more times. Of course,
you need to take into account that for archiving you will need consideratte computing capacity, which involves

the use of high-performance computing systems such as HPC[8] or compog GRID[10].

4.2. Data access optimization. Another problematic aspect of data storage is the distribution of data
among various data storage systems with di erent levels of security[10fnd access speed. As already mentioned
above, storing data in one centralized system is not e ective for a nmber of reasons. To solve this problem, we
proposed a distributed data storage system showed in Fig. 4.3.

The main components of the proposed distributed storage system architgure are:

Local Storage Since the equipment connected to front-end DICOM seer directly, the server must
be located both in the local network and in the wide-area network. Themedical equipment should
be located only in the local network. For solution of this problem is ushg a local server, physically
located near to the equipment (one per cabinet or laboratory). This sever receives the DICOM data
and performs the primary data processing. On one hand, this server pvides the fastest access to data;
on the other hand, a real storage capacity of this server is not exceeds 1-2rabytes, which implies the
stored data availability within 1-2 months. This allows high-speed acess to the latest data. After a
prede ned period, the data archived and transferred to the next institutional storage level ("Laboratory
Storage") or to "External Storage" level.

Laboratory Storage Storage element for one institution, available in the localnetwork of the organi-
zation. This storage has extended parameters, but usually they are lintéd too and can store data for
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Fig. 4.3 . Distributed Big Data Storage

1-2 years.

External Storage Distributed storage, located partly inside and mainly outside of the organization
where the investigations were created and interoperable through the gbal network infrastructure.
This type of storage has the lowest access speed, but it can store a hugestdibuted archive of data at
the national or international levels

4.3. Data transfer optimization.. Regardless of the storage location for their visualization, images must
be uploaded to the end user's computer. At the same time, regardlessf the transmission channel, which can be
a high-bandwidth local network or the global Internet network with unp redictable QoS, data transactions can
be very large, and the speed of downloading may in uence on quality of ndical services and on convenience
for medical doctor of the information system using.

The main solution to minimize delays is certainly implementation in the system procedures of archiving
and decompressing of data described above, but it is worth taking int account the following opportunities for
transmission optimization:

Preparing a data packet taking into account the permission from cliemn application of the receiving
speci ¢ data sets. That is, if a user views a survey on a low-resotion mobile device, there is no sense
in sending full-screen images at the maximum resolution.

Ability to load a speci c slice in the maximum resolution. At the req uest of the client application, it
is necessary to provide the possibility of sending a particular iage at the maximum resolution, for
example, if necessary to use zoom in / zoom out.

Loading data in background with a separate thread. In this case, the end wex can begin to visualize
not a complete set of data, while the full set will be loaded asynchronoug and displayed as the load is
nished.

Caching data at the client and server level.

All of the above can signi cantly speed up the transfer of data and make theapplication for visualization
more user friendly.

4.4. Preprocess of data for visualization.. After uploading data to the end user's computer, the
application that implements the DICOM image rendering must process the data for visualization. In this case,
all data must be loaded into the operative memory for fast processing. Itshould be noted that the DICOM
Viewer (the application that displays the DICOM images) should not only display the image and change
the slices, but also perform more complex operations - from drawing tdouilding 3D models, modeling and
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Fig. 5.1 . DICOM Network distribution using VI-SEEM platform

representing the tissues. Not every desktop computer, much lessf mobile devices have satisfactory computing
capabilities. That is why the above-mentioned operations may take a log time.

The solution for this problem should be preparation of data for visualization on the server part of the system.
Considering the use of high-performance systems, on the multipre@ssor server can be build and transferred
ready-made models that will not require complex conversions on the @nt facility.

5. Integration of "DICOM Netwrk" in VI-SEEM Platform. As far as "DICOM Network" was
selected as pilot application for integration into distributed regional VI-SEEM platform [5], the DICOM Network
system architecture was adjusted to the project needs that made paible to increase the number of interested
users and provide access to the system for wider community for reaech purposes. The current number of
collected investigations in the system is over 187 000, that are regularlyaquested. Many medical institutions
and di erent medical sta are working with this system. Two medical institutions refused using any other
PACS and archiving system and now are using exclusively DICOM Netwrk for patient work ow.

Now installed three DICOM Portals and four DICOM Servers in two countries: Moldova and Macedonia.
The clinic from Cluj-Napoca in Romania and Federal University named afer M.V. Lomonosov in Russia ex-
pressed their interest to install DICOM Network. The current st ate of "DICOM Network" distribution is show
in the Fig. 5.1.

At present available the following DICOM Portals:

http://dicom.md/ in IMU
http://renam.dicom.md/ in RENAM
http://viseem.dicom.md/ in Macedonia (VI-SEEM project).

As was shown above, the solution for storing such large volumes of data is ¢ndistributed storage for images
archiving. One solution is to participate in international projects and use storage elements from the resources
available for the project realization. This cooperation is mutually bene cial for both "DICOM Network" and
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Fig. 5.2 . DICOM Network architecture for integration with VI-SEEM plat form

the VI-SEEM platform. VI-SEEM provides project resources while "DICOM Network" datasets for research
community. Of course, all data collecting on the VI-SEEM servers is impersonated.

In the framework of VI-SEEM project an instances of DICOM Portal and DICO M Server were installed
on the Macedonian server and are available on using following link httpfviseem.dicom.md/. This server,
that is available for research community have been con gured for both cdecting (DICOM Server installed)
and distributing the medical images using DICOM Portal. Each organization can register on this server their
equipment and then medical images data will be uploaded and accessiblgsing DICOM Portal. Based on
assigned role and permissions data can be anonymized, shared or distriied through other portals according to
user de ned rules in the system management interface of the portal tht is accessible from the web browser. Now
900 gigabytes with anonymized datasets were already uploaded to the servand are available for researchers.

VI-SEEM project deploys and o ering user-friendly integrated e-Infrastructure platform for Scienti c Com-
munities in Climatology, Life Sciences and Cultural Heritage for the Souh-Europe and Mediterranean regions
by linking compute, data and visualization resources, as well as geneiiaéd services, software and tools. The
regional infrastructure deployment concept is presented in Fig. 3

In the Fig. 5.2 presented the concept of connecting national DICOM Netvork application, that it is con-
taining existing DICOM Portal http://dicom.md/, with DICOM Portal in  stalled by using VI-SEEM platform
resources[8]. DICOM DATA interface grants the interconnectivity for di erent users of the both portals and
allows displaying DICOM investigations using the both portals interfaces. Public DICOM Server grants possi-
bility for any authorized VI-SEEM platform user to add and retrieve the investigations from DICOM Network
application and use the developed facilities based on con gured and granteaccess rules.

VI-SEEM platform will o er possibility to install and con gure public ally available DOCOM Portal that
can be used by any interested institutions to store, access and shareedical images. Setting up public DICOM
Portal instance will increase the level of access to DICOM investigabns and will help to make DICOM Network
services available to regional medical research and practicing commim
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6. Concusions. Now "DICOM Network", although actively developing, is still far from realiz ation the
whole potential incorporated into the system. Taking into account the growing number of medical equipment
and the trend towards modernization and computerization of various healh facilities, the system will be able
to receive and will have to process dozens of terabytes of source ammation. The storage and subsequent
transfer of such large amounts of data is an expensive process, whichextive development impossible without
optimization and new approached realization. On the other hand, for the sucessful development of the system
it is necessary to accumulate and provide access to the archive not gnfor 3 years, as requested by law, but
for ten or more years to monitor the patient's condition changes and maintaina full medical record. It is also
necessary to take into account the need for backup copies of such impat information. It is easy to calculate
that even for rather small country as Republic of Moldova the volumes of éta are too large to store them in
an unprocessed form. Thus, the issue of data optimization and using @ctive archiving algorithms are the key
factors for development of e-Health systems.

The bene ts of implementation of new e ective archiving algorithms are determining the following four
directions of medical information systems development:

Reducing the costs of medical data storage and maintenance;

Reducing internet tra c for data access and in such way reduce the osts for data transfer;
Increasing the quality of radiology services for patients.

Solving the main problem for DICOM images database growth insu cient space for permanently
increasing amount of imagistic data.

Radiology medical investigations services are o ered by majority of medial organization starting from
located in small villages to huge laboratories in the specialized medit centers. In any medical institution
e ective archiving algorithms should be in a great demand, because on th one hand they allow reduce the costs,
save organizational budget [6], and on other hand increase quality of o ered seices, open new opportunities for
collaboration with other institutions and making joint research. Of course, the most perspective consumers of
the proposed solution are large diagnostics centers in governmental and ipate medical organizations that have
modern equipment and make huge number of investigations that requirearchiving and transferring to other
medical institutions. However, the implemented solutions will be also interesting for small hospitals that do
not have their own equipment but anyway need to have access to theadiology investigations for their patients.
Using the proposed solution these small hospitals will obtain possibily to have access to the investigations that
were done in external institutions like specialized diagnostics agers.

Datasets collecting in the "DICOM Network™ system will provide new opportunities for researchers. Al-
though the system is now in production stage, functionality of the "DICOM Network" is permanently enhancing.
During the process of the system implementation bene ciaries hee ability to specify their speci ¢ necessities
for providing additional features and services, such as:

Studying and realization of new methods for optimization of data transferand archiving.

Image preprocessing and detection of anomalies.

Incorporation of expert systems to help making diagnoses for doctors.

Development of open APIs for "Dicom Network" to collect, archive, access ad jointly process medical
images at international level using distributed computing infrastructure.

Algorithms and solutions described in the paper are open for joint develoment and can be applied to
various medical information systems. They do not depend on any speci @roject, since the developed approach
involves tight integration with the open DICOM standard and mostly compl ements it rather than modi es.
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IMPROVING SERVICE MANAGEMENT FOR FEDERATED RESOURCES
TO SUPPORT VIRTUAL RESEARCH ENVIRONMENTS

ANASTAS MISHEV , SONJA FILIPOSKA , OGNJEN PRNJAT Y AND IOANNIS LIABOTIS Y

Abstract.  Virtual research environments provide an easy access to e-l nfrastructures for researchers by creating an abstracted
service-oriented layer on top of the available resources. U sing the portal, researchers can focus on the research work ow and
data analysis while being provided with a consolidated uni  ed view of all tools necessary for their activities. The sust ainable
lifecycle of a virtual research environment can only be achi eved if it is going to be used with high quality of experience b y a
large body of users. Aiming for this goal, in this paper we ana lyse the requirements and implementation of a cross-commun ity
virtual research environment that brings together researc hers from three di erent domains. Promoting interdiscipli  nary research
and cooperation, the federated virtual research environme nt is based on the service orientation paradigm, o ering any thing as a
service solutions. Thus, the main pillar for a successful im plementation of this solution is the careful design and mana gement of the
underlying elementary services and service compositions. The rest of the paper discusses the challenges of the service management
implementation focusing on interoperability by design and  service management standards.

Key words:  e-Infrastructures, federation, service management, virt ual research environment
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1. Introduction.  The vision of European Open Science towards pursuing excellent istice sustainable
in the long-term needs to be developed as a common research infrasttuce serving the needs of scientists
[1]. The European Open Science Cloud (EOSC) emphasizes the reushtyi of the existing e- and research
infrastructures, and it should be a mixture of infrastructures, tools and services presented as interoperable
virtual environments, "cloud of services", available to the researclers Europe-wide to store, manage, process,
analyse and re-use research data across border and domains. This infrastture should provide both common
functions and localised services delegated to community level, vare the EOSC will federate existing resources
across data centres, e-Infrastructures and research infrastructes. In this context, e-Science is a paradigm
for distributed networked, computationally- or data-intensive science, aimed at research problems that require
collaboration using computational tools and infrastructures [2]. However the future infrastructure landscape
is developing into a high complexity entity: data systems of larger sale, cloud computing services, and highly
heterogeneous technologies including new networking technologies¢luding software de ned networks). Hence,
performing research and experimentation has become ever more challging and there is a growing need to lower
the barrier for accessing and using the available infrastructure.

Di erent models have been proposed for providing shared access the e-Infra-structure, where Grids and
Clouds paving the way for solving the virtual environment sharing problem. A Grid is de ned as an infras-
tructure that enables exible, secure, coordinated resource shang among dynamic collection of individuals,
institutions and resources [3], where institutions that agree to shae the resources are forming Virtual Organi-
sations (VO) [4] and coordinating resource allocations based on agreed resoe management rules within the
VO domain. The problem with this model is that it places the resourcerequesters and providers in the same
VO. The designed work ows in these systems are not always adapted tohie methods of work preferred by the
domain scientists making them hard to take advantage of. Cloud computing povides a di erent solution to
these concerns, by separating scientists as resource requestérsm cloud providers, and by allowing service
owners to create user groups and manage access to deployed servicehie Bn-demand, pay-per-use resource
consumption model of cloud services, enables e cient use of equipent and exibility for scientists [5]. The
problem with cloud providers is that each provider has its own platiorm for accessing the services, which makes
it hard for scientists that are in need of a uniform way of requesting grvices so that they can focus on their
primary research activities, not wasting time on learning how to acces and provision the services that they
want to use.

Virtual Research Environments (VRE) [6] are innovative, web-based, ommunity-oriented, comprehensive,
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exible, and secure working environments conceived to serve theeeds of modern science. Despite of their loca-
tion, scientists should be free to use their browsers to seamlsly access data, software, and processing resources
that are managed by various systems in di erent administration domains via Virtual Research Environments.
The major challenges that need to be resolved to fully achieve a traqmrent VRE include large-scale integration
and interoperability, sustainability, and adoption.

Service management in this complex VRE landscape becomes of great importe@ in order to provide
users ease of access and use in a collaborative federated environmentitithe growing demand for ever more
complex e-Infrastructures, there is a strong requirement to satain federated cross-domain experimental facilities
ensuring the latest cutting-edge technologies are available to a large @nexperienced set of established research
communities o ered via centralised services.

The VI-SEEM H2020 funded project (VRE for regional interdisciplinary communities in the Southeast
Europe (SEE) and the Eastern Mediterranean (EM)) focuses on bringilg together the regional e-Infrastructures
to build capacity and better utilise synergies, for an improved sevice provision within a uni ed Virtual Research
Environment for the inter-disciplinary scienti ¢ user communi ties in the combined SEE and EM regions (SEEM)
[7]. The main objectives of the VI-SEEM project include providing scientists with access to state of the art
e-Infrastructure - computing, storage and connectivity resources - wailable in the region, and integrating the
underlying e-Infrastructure layers with generic/standardised as well as domain-speci ¢ services for the region.
The latter are leveraging on existing tools (including visualisation) with additional features being co-developed
and co-operated by the Scienti c Communities and the e-Infrastructure providers, thus proving integrated VRE
environments.

In this paper, we present the VI-SEEM e ort in the creation of the targeted communities VREs focusing
on the establishment of an integrated service oriented approach in a femtated interdisciplinary environment
enabling end users to browse, access and use common and speci ¢ doms@rvices in a uni ed manner. One of
the main challenges in the project has been the development of a séce management approach from de ning the
foundations of policies and practices to the implementation of a fully finctional service catalogue and portfolio.

The paper is structures as follows: section 2 reviews the challengeand approaches in federated environ-
ments, while the section 3 describes the building blocks of seice oriented VREs. Section 4 is dedicated to
the service management with focus on the federated approaches in s@®& management, along with the design
and implementation of the management of the service lifecycle in the VUSEEM VRE. Section 5 overviews the
related work, while the conclusions and future work are provided in he section 6.

2. Challenges in virtual research environments. The main issues when aiming to implement a sus-
tainable Virtual Research Environments are large scale integration and ineroperability, sustainability, and
adoption.

Since VRESs are built as a collection of existing systems and resourcemteroperability is a must in order
to fully utilise the potential of all available resources. It is fundamental to rely on a rich array of systems and
resources, both in terms of variety and size, that can be seamlessly a&ssed and combined in innovative ways to
satisfy the evolving needs of the targeted community. The challengea ecting Virtual Research Environments
are very broad and include every aspect of an e-Infrastructure as theyepresent the application layer that
is built on top of one or more layers o ering at raw resources, communicatn and authentication protocols,
protocols for publication, discovery, negotiation, monitoring, and accouning of services. The infrastructure
itself should address most of these challenges. Through a collection ofathanisms put in place, it should enable
interoperability with existing systems to build a federated space of services. To address this issue, VI-SEEM
has developed a set of open APIs for managing the service o erings in an uréd manner that can then be
integrated with additional systems and partners. In this way, all targeted communities are treated in a uniform
federated way creating a completely transparent federated VRE.

Sustainability is another major challenge when aiming to develop a fedrated Virtual Research Environment.
VREs require e ort and money to be built and maintained according to the needs of the targeted communities.
As proposed in [8], there are three key strategies for sustainability tht can be put in place: (i) acquire further
funding from diverse research bodies; (ii) develop business rdels aiming at self-sustainability; and (iii) rely
on community support. Given the volatile nature of communities of practice the sustainability issue remains
a challenging problem for singled out targeted communities. However, yrsuing an interdisciplinary approach
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as fostered in VI-SEEM not only enables deeper research collaboration ptihg in place the initial tools needed
for innovation, it also ensures a long term community support due to te increased coverage. The VI-SEEM
exploitable assets including data management services, applicatiorpsci ¢ services, computational and access
services, and knowledge-based services, form a base line for thejact sustainability.

Although several Virtual Research Environments have been developechivarious application domains, the
majority of these systems are not yet fully integrated into standard practices, tools, and research protocols
daily used by real life communities. One of the hardest obstacles toross is the unwillingness of the scientists
to migrate from traditional and consolidated research practices and facilies to the novelty ones promoted by
VRESs. As recognised by [8], among the factors causing this issue are: (ihé¢ lack of support of both technical
and educational nature; (ii) the gap between the target community needsand the actual service implemented by
the VRE; (iii) the reliability of the technology; (iv) legal, ethical, and cultural issues; and (v) internationality.
All of these identi ed problems are addressed within VI-SEEM by organising educational training events that
target all communities of interest, liaisoning with research communiies representatives that provide input on
their speci c needs in terms of resources and services, and by wdrlg in a highly international environment
that acknowledges di erent national issues and practices.

The federated approach taken in VI-SEEM in terms of multiple target communities is seen as a means
to ensure the creation of an interdisciplinary virtual research enironment that can be used as a blueprint for
expanding to additional target communities thus expanding the user kase and providing a tested environment
that can further grow and follow the concept of a truly uni ed virtual r esearch environment.

3. Service oriented VRE. All underlying e-Infrastructure can be o ered to the VRE end users via a set
of well de ned services that are constructed in a way that enables tle end users to achieve their requirements
with minimum additional overhead in terms of service management and wok ow de nition.

In this context, a service o ered in the VRE is a means of deliveringvalue to end users by facilitating
outcomes end users want to achieve without the ownership of speci costs and risks [9]. As long as the task
or function being provided is well de ned and can be relatively isohted from other associated tasks it can be
distinctly classi ed as a service.

In the South East Europe and Eastern Mediterranean area, the establishé regional e- Infrastructure re-
sources and application support enable the foundation for building senee oriented VREs that will foster
high-quality research and help reduce the digital divide and brain dain in Europe.

The VI-SEEM consortium brings together e-Infrastructure operators and Scienti c Communities in a com-
mon endeavour: to provide an improved service provisioning for reearchers within a uni ed Virtual Research
Environment. One of the major features of the project is that it targets inter-disciplinary scienti ¢ user commu-
nities, building a single VRE platform for the Life Sciences communty, the Climate community and the Cultural
Heritage community that aims to support multidisciplinary solutions, advancing the community research, and
bridge the regional development gap with the rest of Europe.

In other words, the project objective is to provide user-friendy integrated e-Infrastructure platform for
regional cross-border Scienti c Communities in Climatology, Life Scieces, and Cultural Heritage for the SEEM
region. The resulting VRE portal provides access to computing infrafucture, data sets and data storage
facilities, and cloud applications, as well as supporting services, odels, software and tools, see Fig. 3.1.

The VRE supports the full lifecycle of collaborative research: work ows that provide support for simulations,
data exploration and visualisation, possibility to access and share rel@ant research data, provided code and tools
that can be used over the data sets to carry out new experiments andsiulations on large-scale e-Infrastructures,
optimized applications and libraries used for speci ¢ purposes. Thenewly produced knowledge and data can
be stored and shared in the same VRE.

Moreover, the potential VRE users are not only researchers, but also sdents and SMEs that can bene t
from using the services provided in the portal, see Fig. 3.2. For stuents, the VRE portal can be seen as a
starting point to join the research communities by accessing trainng information and material and applying
to participate on various related events. Also, the access to data setsscienti c work ows and source code
repository enable students to familiarize with the state of the art research and analyze the results. For SMEs,
on the other hand, the VRE platform can be seen as a place that provides po#slities for collaboration with the
academic research institutions. The joint proposals are also providewith access to the infrastructure, data and
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Fig. 3.1 . Cross-community VRE in VI-SEEM

application services. The presented use cases can be used as swfabexamples that illustrate the potential
and bene ts from the joint academic/industrial e orts, representin g one of the pillars for future sustainability
of the VRE portal.

One of the major principles when developing VREs is the concept of seice orientation. Service orientation
is the ability and desire to anticipate, recognise and meet others' neds, sometimes even before those needs are
articulated. This essentially means that the VRE needs to be developd so that is contains all of the required
services by the target community in order to further empower endwsers. Service orientation is based on a
number of principles with the most important ones being [10]:

Services are loosely coupled..
Services abstract underlying logic.
Services are autonomous.
Services can be composed.
Services are reusable.

Services are stateless.

Services are discoverable.

The service orientation principles are incorporated into the devebped VI-SEEM VRE from several aspects.
The federative type of organization implies loose coupling of the o eredservices. Similarly, all services are
abstracted on a higher level so that the federated partners can deal wlit the local details. While the federated
VRE presents a high level view of the available resources and servigethe federated management tools still
maintaining a more in-depth information about the way the services areimplemented in order to provide high
service availability via e cient service management, as it is disaussed in the next section. The federated service
management approach also takes into account the need for autonomy of servicbg maintaining a detailed level
of service composition and tracking the status of all service componentand interdependencies.
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Fig. 3.2 . VRE content and users

Furthermore, the scienti ¢ work ows section in the VRE provides information on how to compose the
elementary services, reusing the same service in di erent wayfor di erent work ows and scienti ¢ processes.
The stateless nature of the services is a requirement when builglg scienti ¢ work ows where services can be
reused in di erent settings for various users and domains.

There are multiple aspects of service discoverability that are imfemented in the VI-SEEM VRE:

Services are discoverable by the VRE users via the VRE portal - thesare the end user services that
can be elementary or composed complex work ows of services.

Services are described in a service catalogue and portfolio - the catalogigomponent not only provides
detailed service description, but also supports further discoery and integration of the services into a
common European e-Infrastructure Services Gateway [19] using open APls

Services are internally enumerated in a service registry - enalsig a coherent approach to service quality
monitoring, accounting and support

4. Service management. Itis evident that when implementing a service oriented VRE, one ofthe the key
elements for a successful service orientation are the underlyingbmponents for service composition, management
and monitoring encompassed in the IT service management.

IT Service Management (ITSM) [11] are the activities that an organisation paeforms to plan, deliver,
operate and control IT services that are o ered to customers. Such actiities facilitate the o ering of quality IT
services that provide value to customers meeting their needs. Tl Service Management provides the necessary
guidance for an IT organisation to plan, design, develop, deploy and suppotbusiness aligned IT Services. These
services include the hardware, software and other IT assets necesgas well as the overall guidance for the IT
organisation in the provision of these services.

In terms of federated environments, such as the ones that are fosterday the VI-SEEM project, the term
IT organisation translates to a loose federation of the project partners,which makes the whole process of IT
service management much more complex to de ne and implement. Thushe rst steps towards implementing
service management in the federated VRE is choosing a suitable IT seice management standard that will be
used as a guidebook.

4.1. Service Management Standards and Best Practices. To successfully implement the service
management process into an e-Infrastructure, there are several sgsns and processes that have to be put in
place. The key elements are:

Service management system, consisting of service catalogue and portfoh the Service Portfolio is used
to manage the entire Lifecycle of all services, and includes three Cagories: Service Pipeline (proposed
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or in development); Service Catalogue (live or available for deploymet; and Retired Services.

Service registry - The service registry is a database populated withnformation on how to dispatch
requests to service instances.

Monitoring system - real-time observation of and alerting about health corditions (characteristics that
indicate success or failure) in an IT environment, ensuring that deloyed services are operated, main-
tained, and supported in line with the service level agreement (SLA)

Operational and service level de nitions SLAs de ne what the organisationas a whole is promising to
the customer, while OLAs de ne what the functional internal groups promise to each other.

The most important role of IT service management processes is to suppbthe delivery of IT services. In
many cases, the provisioning of one IT service requires several presses. All of these processes need to be
successfully operating and interacting to deliver an IT service.This requires that each IT service management
process, is de ned using its standard elements, including:

Goals and objectives

Clearly de ned inputs, triggers and outputs
Set of interrelated activities

Roles and responsibilities

There are many standards and best practices that cover the area of IT sgice management de ning in
details the common systems and processes that need to be put in placEIL [12] is one of the most frequently
used, especially in the large enterprises. The IT Infrastructue Library (ITIL) provides a descriptive framework
of best practices for the delivery of the components of the IT infrastucture as a set of services to the enterprise.
Although ITIL is being used by a large number of IT organizations for e cien t delivery of services to their users,
it cannot be as successfully implemented in a case of federated ermiment, similar to the one built by most of
the e-Infrastructure international projects including VI-SEEM . The latest e orts toward addressing these issues
led to the establishment of a new, lightweight standard, with specal focus on the federated environment, FitSM
(federated ITSM).

The goals and activities of the FitSM standard series [13] are aimed at suppting e ective, lightweight
implementation of IT service management processes in an organization (orgst of an organization delivering
IT services to customers), and harmonizing ITSM across federated coputing infrastructures. The main goals
of FitSM are:

Create a clear, pragmatic, lightweight and achievable standard that allowsfor e ective IT service
management.

O er a version of ITSM that can cope with federated environments, which often lack the hierarchy and
level of control typical for enterprises.

Provide a baseline level of ITSM than can act to support management inteoperability in federated
environments where disparate or competing organisations must cooperat® manage services.

Having in mind the federated nature of the VI-SEEM consortium, the FitSM was the clear choice for
governing the IT service management of the o ered services.

The IT service lifecycle is governed in FitSM using a set of 14 preesses, where the standard de nes the
speci ¢ models for implementing them into the service managemensystem. The process models are listed in
Table 4.1.

4.2. Implementing VI-SEEM Service management. As described in the previous section, a service
management system is an overall management system that controls and supgemanagement of services within
an organisation or federation. According to FitSM, the rst process modd that is the key element of the service
management system is 1: Service portfolio management. This process ol addresses the activities necessary
to de ne and maintain a service portfolio.

The Service Portfolio (SP) is an internal list that details all services o ered by a service provider including
those in preparation, live and discontinued. The service portfolio hcludes meta-information about services
such as their value proposition, target customer base, service desptions, technical speci cations, cost and
price, risks to the provider, service level packages o ered etcThe Service Portfolio is the basis for the Service
Catalogue. The Service Catalogue (SC) is a customer facing list of sengs that are in production and provide
value to the customers of the service provider. The SC, among othergrovides also information on service
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Table 4.1
FitSM requirements for a service management system

# Process model

1  Service Portfolio management (SPM)

2  Service Level Management (SLM)

3 Service Reporting Management (SRM)

4  Service Availability & Continuity Management (SACM)
5  Capacity Management (CAPM)

6 Information Security Management (SM)

7  Customer Relationship Management (CRM)

8  Supplier Relationship Management (SUPPM)

9 Incident & Service Request Management (ISRM)
10 Problem Management (PM)

11 Con guration Management (CONFM)

12 Change Management (CHM)

13 Release & Deployment Management (RDM)

14 Continual Service Improvement Management (CSI)

options including the various SLAs available for each service. At a highdvel the service catalogue is a subset of
the service portfolio, both in terms of the number of services that they contain and also in terms of the number
of elds or attributes each one holds.

4.2.1. Requirements. The VI-SEEM service portfolio management system has been developed support
the service portfolio management process within VI-SEEM as well as beg usable for other infrastructures if
required. The main requirements for the creation of this tool have leen collected from the service management
process design that includes the infrastructure services, stage services and application level services. The
service management system has been designed to be compatible withetlritSM service portfolio management.
Requirements gathered in the context of EUDAT2020 [14] project have alsdeen considered for compatibility
and completeness.

The main functional requirements that were used as a foundation of the ervice portfolio management
system development are as follows:

The user roles that should have access to the tool functionalities are
{ The potential customers or end users of the services listed in theesvice catalogue.
These users should be able to see the list of the services that areroently in production or beta
stage and are o er for use. Public details about each o ered service shouldlso be available. These
users should be able to order and use the services listed in the sare catalogue, as well as interact
with the help desk or any other dedicated support channel for that serice. The speci ¢ services
features and use cases of using the service should also be availablehe users.
{ The service managers within the VI-SEEM environment.
These users should be able to see all service details about servidet can be found in the service
portfolio. This includes services that are not o ered to the end uses, as well as additional service
information that is stored for management purposes only.
{ The service owners.
Service owners are the persons responsible for each service lisbe the service portfolio. Users with
this role have the full responsibility for the content that is provided within the service catalogue
and portfolio regarding the services under their responsibility. The service owners are assigned by
the service providing partner institution.
The service catalogue contains only public information about services tht are to be provided to the
potential customers and end users of the services. The service péotio contains all services, including
the ones not currently o ered to end users, together with detailed nformation about each service (public
details and management details).
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Each service can have multiple versions in the service portfolio. &ch version can have a dierent
readiness status i.e. concept, under development, beta, produoin, retired etc.

The service owners and the service managers should be able to state il service versions should be
available in the service catalogue.

The service can be either customer facing or resource facing, inteshto the organisation.

The dependencies between services should be modeled in thevéee portfolio in order to facilitate
e cient implementation of the SLA management process.

The components that are required for deploying each service shouldebdetailed in the service portfolio
providing information needed for operations to deploy such servicg

The service portfolio should be accessible via a RESTful API to accomodate 3rd party application
development and di erent views of the service catalogue depending othe needs of the consumer of
this information (organisation, federation, external party, global e-Infrastructure catalogue).

The service portfolio/catalogue should have a default web Ul providing e main service catalogue view
for the VI-SEEM project end users as well as to be used as a management Wrfadding and editing
information by service managers and service owners.

4.2.2. Design. FitSM de nes a set of activities for the initial setup and maintenance of the service portfolio

and the corresponding catalogue. For the service portfolio such activies are:

Initial Process Setup
{ De ne a way to document the service portfolio;
{ De ne a way to describe / specify a speci c service;
{ Set up an initial service portfolio (including service speci cations) covering at least all live services
provided to customers, as far as they are in the scope of the service magement system;
{ Create a map of the bodies / parties (organisations, federation membersinvolved in delivering
services.
Ongoing process execution
{ Manage and maintain the service portfolio;
{ Manage the design and transition of new or changed services;
{ Manage the organisational structure involved in delivering services.

For the service catalogue the de ned activities include:

Initial Process Setup;
{ De ne the structure and format of the service catalogue, and create an inial service catalogue
based on the service portfolio;
{ De ne a basic/default SLA valid for all services provided to customers, where no speci c/individual
SLA are in place;
{ De ne templates for individual SLAs, OLAs and UAs;
{ Identify the most critical supporting service components, and agreeOLAs and UAs with those
contributing to delivering services to customers;
{ Agree individual SLAs with customers for the most important/critical ser vices.
Ongoing process execution;
Maintain the service catalogue;
Manage SLAs;
Manage OLAs and UAs.

These processes for the Service Portfolio and Service Catalogue managathhave been implemented in VI-

SEEM by developing a specialised service management component. Tliesign model of the component takes
into consideration similar approaches on service portfolio management andervice catalogue that are being
performed in projects such as EUDAT2020 and PRACE-4IP [15]. The informaton model of the component is
presented in Fig. 4.1.

The central element of the information model is the service. Each s®gice can be dependent on other VI-

SEEM services, or external services. This relationship enableshé construction of complex services that are
designed as a composition of multiple elementary services. Each sé® is de ned using a nhumber of attributes
that describe the services internally for the federation and extenally for users. Service area and service type
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Fig. 4.1 . Information model for the VI-SEEM service catalogue and portf  olio

attributes are used for service grouping on the public Ul. Each servie is linked to a request procedure for the
service. The service is associated with a service owner and sem contact information (ex. help desk for the
particular service). The service version is part of the service dails attributes. The service status is used to
Iter the active services that are presented in the service cataloge. Additionally, attributes such as current

and planned features, as well as, the policies, user documentation, dmmanagement information (monitoring,

accounting, business continuity plan, disaster recovery) links ag stored for each service version.

The service is built using multiple service components that repesent the elementary resources needed to
run the service. Each service component can have multiple sengccomponent implementations represented with
di erent versions and parameters. In example, the VI-SEEM simple chta storage service version 1.0 is designed
using the File hosting component implemented using OwnCloud vesion 8.1. Each service can be o ered with
di erent service options, where options represent the informationabout value models, and service levels and
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Table 4.2
Roles and responsibilities

Role Responsibilities

Service Portfo- | To control the SPM and SLM processes, main-
lio/Catalogue Process | tain the catalogue and portfolio and report to
Owner senior management

Service Technical Coordi-| Has the overall view of services being devel:
nator / Architect oped or operated in the organization from the

technical point of view

Customer  Relationship | Gathers requests for new features from feature
Manager / service requestor, Initiates a new service /
service change to the service portfolio, identi-
es services that need decommissioning
Service Portfolio Approval | Review and approves new services or changes
Committee to services

Service Owner Has the overall responsibility for one specic
service which is part of the service portfo-
lio, Acts as the primary contact point for all
(process-independent) concerns in the context
of that speci ¢ service

Service Design Team The team that is responsible for the design,
implementation and maintenance of a service

associated parameters.
The de nition of roles and responsibilities within the SPM/SLM proc esses is presented in Table 4.2.

4.2.3. Implementation / Current status. Fig. 4.2. illustrates the current state of the the service
catalog, o ering production services to the scienti c communities. The services are grouped in 5 service areas:
data storage, application level, computer, authentication and authorization and service provisioning. The data
storage services include simple storage, archival, repository and dataigtovery services, covering the the full
lifecycle of relevant research data. The services in the applicatiotevel area include domain speci c services,
such as the ChemBioServer [16] for the Life science, LAS [17] for the Climatand Clowder [18] for the Digital
Cultural Heritage scienti c community. The computing services, including grid, HPC and cloud resources are
enlisted under the computer service area.

5. Related work. IT service management has been recognized as the preferred methodolofy the
operations and sustainability of the e-Infrastructures. In [20], the auhors propose a novel methodology for
creating an assessment process of the capabilities of service managetrsystems in federated e-Infrastructures,
useful for introduction or improvement of service management in therelevant domains. Various IT service
management standards and/or best practices are successfully engaged tohamce the service capabilities of
the exiting or future e-Infrastructures. ITIL was successfully applied in the merging process of two large e-
Infrastructures, as shown in [21]. The PL-Grid infrastructure employed ITSM to maximize the e ciency of
its operations [22]. By following the FitSM standard, their federated infrastructure is able to implement all
required processes and serve the scienti c community in highlhe cient manner.

6. Conclusions. The growing complexity of the research e-Infrastructures and varios resources available
have driven the need to support the next generation of researchersytproviding them with a consolidated access
to all resource at their disposal. Implementing a virtual research avironment portal on top of the underlying
resources provides the researchers with an easy access to the toalata sets and work ows of interest, enabling
them to focus on the research process alone. However, such faciisi are typically di cult to sustain in the long
term, particularly if they are focused on a small set of users. The VISEEM project is a cross-domain federation
of e-Infrastructures from the South Eastern Europe and Eastern Medierranean region that aims to support
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Fig. 4.2 . Services o ered in the VI-SEEM VRE service catalogue

researchers from three di erent communities: life sciences,licnate, and digital cultural heritage and support
their interdisciplinary activities seeking to lower the barri er to access and use complex e-Infrastructures.

This paper explored the di erent requirements and aspects of buitling a successful and sustainable federated
virtual research environment. We indicated the di erent challenges and solution aspects of our VRE solution
proposal, focusing on the service orientation paradigm and its importancdor the end users. Another important
aspect that was considered especially in terms of future growth and stainability is the possibility to extend
the o ered services in a higher level environment by using open ireroperable APIs.

The paper focused on the implementation of services o ered within he VRE with the service management
aspects being the most crucial link in the process of the creation ofhte VRE. The workings of the service
portfolio and catalogue that are o ered and operated by the project have bea discussed. The complete service
management approach is based upon the FitSM framework, where we presemt the core processes and compo-
nents that were put in place. The detailed description of the desigrof the service catalogue and portfolio can be
used as a blueprint for building a service management system based @nfederated approach that incorporates
all service management aspects and clearly de nes the roles and respdpisities of the federation members.
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VI-SEEM DREAMCLIMATE SERVICE

DU SAN VUDRAGOVI C, LUKA ILI CY PETAR JOVANOVI CZ SLOBODAN NI CKOVI CX ALEKSANDAR BOGOJEVI Ci
AND ANTUN BALA ZX

Abstract.  Premature human mortality due to cardiopulmonary disease a nd lung cancer is found in epidemiological studies to
be correlated to increased levels of atmospheric particula te matter. Such negative dust e ects on the human mortality i  n the North
Africa { Europe { Middle East region can be successfully stud ied by the DREAM dust model. However, to assess health e ects
of dust and its other impacts on the environment, a detailed m odelling of the climate for a period of one year in a high-reso lution
mode is required. We describe here a parallel implementatio n of the DREAM dust model, the DREAMCLIMATE service, which is
optimised for use on the high-performance regional infrast ructure provided by the VI-SEEM project. In addition to deve lopment
and integration of this service, we also present a use-case study of premature mortality due to desert dust in the North Af rica {
Europe { Middle East region for the year 2005, to demonstrate  how the newly deployed service can be used.

Key words: DREAM model, dust e ects, human mortality, VI-SEEM project , application service

AMS subject classi cations. 68W10, 68M14, 68N30

1. Introduction. Exposure to airborne mineral dust particles can signi cantly in uen ce human health.
Atmospheric dust particles are primarily driven by mesoscale and sgoptic processes, and may be present in high
concentrations near the sources and carried over long distances whitaving adverse health e ects. Drought and
deserti cation, as climate-related changes and human activities suckas changes in land use, a ect potential dust
sources of ne particulate matter in arid areas. Therefore, numerical nodelling with su ciently high resolution
of the processes of the atmospheric dust cycle that drive dust emgsons and transport is a useful approach to
assessment of the potential health e ects of exposure to dust.

The previously developed Dust REgional Atmospheric Modeling (DREAM) system [1] is a component of
a comprehensive atmospheric model designed to simulate and pretlithe atmospheric cycle of mineral dust
aerosols. The DREAM provides a climatology of dust based on long-term re-angsis of the model. It is widely
used by the research and operational dust forecasting communities in are than 20 countries, including its
recent use in a series of NASA-funded projects [2, 3, 4, 5] dealing withelalth aspects of dust suspended in
the air. The Institute of Physics Belgrade group, which is a partner n the Sand and Dust Storm Warning
Advisory and Assessment System (SDS-WAS) project of the World Meteaslogical Organization, uses DREAM
to provide daily dust forecasts to the SDS-WAS model inter-comparsons and validation activities. Also, it is
used for investigation on how ne particulate matter contributes to air pollution in North Africa { Europe {
Middle East region.

To assess health e ects of dust in the region and other dust impacts on tb environment, it is usual to
consider at least a one-year modelling climatology for the given region. Irthis case this was achieved by
solving the DREAM model in a high-resolution mode with the horizontal grid resolution of 15 km. Such a
high resolution model is capable to accurately describe the behaviowf small-scale dust sources in the desert
areas (Sahara, Middle East), as well as the mesoscale atmospheric condit®on However, due to numerical
complexity it requires a parallelised version of the DREAM code, whch we created and optimised for usage on
high-performance computing infrastructures available today.
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In parallel to development of the DREAM model, a number of initiative s were crucial for enabling high-
quality climate research in the region. This was achieved by providig e-Infrastructure resources, application
support and training through the VI-SEEM project [6], funded by the E U H2020 programme. The project
brings together regional e-Infrastructures in order to build capacity and better utilise synergies, as well as to
provide improved service within a uni ed virtual research environment for several inter-disciplinary scienti c
user communities. The overall aim is to o er a user-friendly integrated e-Infrastructure platform for regional
cross-border scienti c communities in climatology, life sciencesand cultural heritage. This includes integration
of computing, data, and visualisation resources, as well as services, meld, software solutions and tools. The
VI-SEEM virtual research environment provides the support to scientists in a full lifecycle of collaborative
research.

By e orts of the DREAM code developers and the VI-SEEM support team, the DREAM model was
successfully refactored and tuned for usage on high-performance compug infrastructures in a form of the
DREAMCLIMATE service, presented here. Section 2 brie y describes the DREAM model, which is capable of
producing results in the required high-resolution mode for a one gar period. The DREAMCLIMATE service
is presented in detail in Section 3, while Section 4 describes pdoiced datasets and main results. By using
an order of magnitude ner DREAM model grid than available before, we perform a detailed analysis of dust
impacts to public health.

2. DREAM model. Premature human mortality due to cardiopulmonary disease and lung canceis found
in epidemiological studies to be correlated to increased levels of atnspheric particulate matter, in particular
to long-term exposure to particulate matter with an aerodynamic diameter smaller than 2.5 m. In order to
estimate the premature mortality caused by the long-term exposure toairborne desert dust, we use results of
the DREAM gridded model dust climatology of ne particulate matter and du st concentrations. This analysis
follows the previous study [7] that indicates that there is a large nunber of premature deaths by cardiopulmonary
disease and a signi cant number of deaths by lung cancer, mostly in thelust belt region neighbouring Sahara
and Middle East deserts.

The DREAM model is developed as an add-on component of a comprehensive atspheric model and
is designed to simulate and/or predict the atmospheric cycle of mineal dust aerosols. It solves a coupled
system of the Euler-type partial di erential nonlinear equations for dust mass continuity, one equation for each
particle size class, which is one of the governing prognostic equations an atmospheric numerical prediction
model [8, 9, 10]. The DREAM model takes into account all major processes dhe atmospheric dust cycle.
During the model simulation, calculation of the surface dust emissin uxes is made over the model cells
declared as deserts. A viscous sub-layer parameterisation regulatése amount of dust mass emission for a
range of near-surface turbulent regimes. Once injected into the ajrdust aerosols are driven by the atmospheric
dynamics and corresponding physical quantities: by turbulence inthe early stage of the process, when dust is
lifted from the ground to the upper levels; by winds in later phasesof the process, when dust travels away from
the sources; and nally, by thermodynamic processes, rainfall anddnd cover features that provide wet and dry
deposition of dust over the Earth surface.

The model is implemented as a bundle of Fortran programs and librariesThese components are divided into
three groups: the preprocessing system, the model operational dgsn, and post-processing and visualisation
tools. The preprocessing consists of two phases. The rst is theetup in which the simulation domain, model
con guration and interpolation of terrestrial data are de ned. These parameters are mostly hard-coded and any
change to parameters in this phase requires recompilation. The secorgflage of preprocessing is interpolation of
the meteorological input data from the global meteorological model to the curent simulation domain, as well as
a setup of initial boundary conditions for the dust model. The model ogerational system is the main component,
and it runs the numerical integration program. Post-processing and visialisation tools include GrADS [11] with
conversion from Arakawa E-grid to geo-referenced grid and plots.

The code is predominantly written in the style of the Fortran 77 standard. Some of the more pressing con-
straints of the standard were the lack of support for dynamic memory alloation and command line arguments.
These two constraints required for a number of parameters to be hard¢doded. As a consequence, this limited
the number of users who could use the application independently, ahthe number of parallel tests that could be
ran at once. Recompilation also requires a deep technical knowledge die implementation itself, which reduces
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usability and dissemination of the model.

3. DREAMCLIMATE service. Within the framework of the VI-SEEM project, the DREAM model
was successfully re-factored and tuned for usage on high-performance cpuating infrastructures. The DREAM-
CLIMATE service was developed and deployed using the VI-SEEM infastructure modules. Con guration of
the considered physical system is separated from the source code bktapplication, and all relevant parameters
are grouped into a single con guration le. Such an improved con guration approach enabled more user-friendly
way to con gure various model setups, without the need for each userd dive into the code and technical details
of the implementation. This also enables multiple users to run thé& model instances independently. Important
additional improvements include signi cant reduction of the disk-space consumption, as well as standardisation
of its usage through an environment-module approach.

Con guration les follow the format of the Python con guration parser, whic h is a convenient, exible, and
powerful way for parsing con guration les. It uses simple INI style con guration syntax, i.e., a text le with
a basic structure composed of sections, properties, and values. Paratees are divided into sections which are
designated by square brackets. Within one section, each parameter ipaci ed in a separate line and its name
and value are delimited by the equals sign. In-line comments are alsogomissible and corresponding lines begin
with a semicolon. In addition to this, a support for variable interpolat ion is included as well.

The DREAM processing stages remain similar to the original version of tle code, and consist of the pre-
processing, the model operational processing, and the post-proc@s3 phase. Majority of changes are related to
reducing the complexity of con guration in the setup stage of preprocesing. In a typical use-case, a user begins
the simulation project by loading the environment module for the DREAMCLIMATE service, which sets the
environment paths for the commands used to initialise and prepare thdREAM model simulation. Afterwards,
by invoking the dreamclimate _init script the default con guration le is created in the working direct ory and
les needed for a con guration of the local simulation instance are creatd in the .dreamclimate subdirectory.
After the parameters are set in the con guration le, the dreamclimate _reconfig script is called to execute the
setup stage, which encapsulates recompilation of the components, depding on the parameters changed. The
resulting binaries, which are used to run simulation, are placed irthe .dreamclimate/bin  directory. This step
isolates each user's simulation instance from others and enables muyte instances to work without interference.
The next step in this stage generates and interpolates vegetation and soiexture for the forecast domain, by
calling the gt30mounth, gt30source , gt30vegetadirect , textdeta , and texteta components.

After the setup, preprocessing continues by invoking thedreamclimate _preproc script whose role is to
prepare input data for the Eta model grid. This script invokes the following components:

climsst { horizontal grid (IMT, JMT) Eta model indexing from the SST as a func tion of the month,
anecw{ horizontal grid (IMT, JMT) Eta model indexing from global initial data,

pusiWRH set of the vertical variables and vertical interpolation of the pressure to sigma surfaces,
const { conversion of the initial elds in Eta model coordinates from 2D horizontal (IMT, JMT)
indexing to 1D (IMJM), de nition of dummy initial boundary soil moist ure and temperature values,
and calculation of the constants needed for the 1D version of the soil model

dboco { creation of the boundary condition les,

gfdlco2 { interpolation of the transmission functions grid, for which the trans mission functions have
been pre-calculated, to the grid structure.

This preprocessing step produces binary les interpolated to he model grid (i.e., Arakawa E-grid) in
the output directory speci ed in the con guration le. All the routin es of the model itself, which describe
atmospheric processes including the dust cycle, are built intdhe main executable le. This is a parallel MPI
program that runs the simulation and is submitted to the job scheduling system using the job description
script, which is automatically generated earlier in the setup stage. he post-processing includes the conversion
of the main GrADS output le from the Arakawa E-grid to the GrADS grid. The se steps are handled by the
dreamclimate _post-process script.

Many of the con guration parameters in the generated con guration le have sensible default values, to
minimise the need for users to search through lengthy lists of outputle locations. The domain parameters of
interest for con guring the model itself, inside the ALLINC section, are:

TLMOD { longitude of the centre point of the domain,
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TPHOD { latitude of the centre point of the domain,
WBD { western boundary of the domain with respect to the centre point (always less than 0),
SBD { southern boundary of the domain with respect to the centre point (always less than 0),
DLMD { longitudinal model grid resolution,
DPHD { latitudinal model grid resolution,
DTB { time step of the model, which depends on DLMD and DPHD values by means of the Couranf-
Friedrichs-Lewy (CFL) criteria,
LM { the number of vertical levels.
Another set of commonly changed model parameters are dimensions of the meldgrid. These are grouped
in the PARMETA section of the con guration le:
IM { the number of mass grid points along the rst row, essentially half of the total number of grid
points in the west-east direction, due to the horizontal staggering of nass and wind points,
JM { the number of rows in the north-south direction.

These parameters also in uence the number of processes and the topgly of the MPI parallel execution.

The rest of the parameters in the con guration le specify paths for input, output and intermediate les.
With these paths de ned during con guration, a signi cant reduction in disk space usage was achieved, as the
data les no longer need to be copied together with the code, and no longéave to be in xed relative locations.

The DREAMCLIMATE service is deployed during the rst VI-SEEM de velopment access call at the PARA-
DOX high-performance computing cluster [12], hosted by the Scientt Computing Laboratory, Center for the
Study of Complex Systems of the Institute of Physics Belgrade. Thiscluster is part of the VI-SEEM infrastruc-
ture, and consists of 106 working nodes. Working nodes (HP ProLiant SL250s G&p are con gured with two
Intel Xeon E5-2670 8-core Sandy Bridge processors, at a frequency of 2.6 GHz aBd GB of RAM. The total
number of CPU-cores available in the cluster is 1696, and each working nodsontains an additional GP-GPU
card (NVIDIA Tesla M2090) with 6 GB of RAM. The peak computing power is 105 TFl ops. The PARADOX
provides a data storage system, which consists of two service nodédP DL380p Gen8) and 5 additional disk
enclosures. One disk enclosure is con gured with 12 SAS drives of 300 G&ch (3.6 TB in total), while the
other four disk enclosures are con gured each with 12 SATA drives of 2 TB96 TB in total), so that the cluster
provides around 100 TB of storage space. Storage space is distributed via a &twe high-performance parallel
le system that uses In niband QDR interconnect technology, and is available on both working and service
nodes.

Although the DREAMCLIMATE code is a copyright-protected software, it ¢ an be obtained for research
purposes with the permission of the principal investigator (S. Nckovtc). Therefore, the DREAMECLIMATE
service source code is only internally available at the VI-SEEM codeepository [13], as well as a module at
the PARADOX cluster software repository. Transfer of the software to third parties or its use for commercial
purposes is not permitted, unless a written permission from the athor is received.

4. Produced datasets and results. Using the DREAMCLIMATE service at PARADOX during the
rst VI-SEEM call for production use of resources and services, we psduced a dataset with the aerosol optical
thickness and surface dust concentration for the one-year period. Weelected the year 2005 for this analysis,
which serves as an example and demonstrates usability of DREAMCLIMATE ervice. The dataset covers wide
region of North Africa, Southern Europe and Middle East in 30 km horizontal relution with 28 vertical levels,
and is made publicly available via the VI-SEEM data repository [14].

In addition to this initial dataset, we also produced a dataset with a higher resolution of 15 km for the same
region and period of time. The global mean DREAMCLIMATE-modelled dust concentration for year 2005 is
presented in Fig. 4.1.

Using the human health impact function introduced in Refs. [15, 16], wecan relate the changes in pollutant
concentrations to the changes in human mortality, and estimate the global anual premature mortality due to
airborne desert dust. For this, we use as a baseline the mortality rateestimated by the World Health Orga-
nization (WHO) Statistical Information System on the country-level based on the International Classi cation
of Diseases 10th Revision (ICD-10) classi cation, and regional data from the VWO Global burden of disease
for countries with no data. Population statistics we used for the year 2005 s based on the United Nations
Department of Economic and Social A airs (UNDES 2011) database, while gridded gloll population numbers
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Fig. 4.1 . Calculated mean dust concentrations in ~ g=m®, obtained from the DREAMCLIMATE model. The model integrati on
area covers region of North Africa, Southern Europe and Middle East, with 15 km horizontal resolution in 28 vertical levels f or

the year 2005.

Table 4.1
Total CPD and LC premature mortalities for the threshold conc  entrations between 0 and 10 g:m3.

Baseline concentration

(in g=m?) 0 5.0 75 10
CPD premature mortality

(in thousands) 765 615 567 524
LC premature mortality

(in thousands) 14.8 10.2 9.1 8.4

are taken from the Columbia University Center for International Earth S cience Information Network (CIESIN)
database. We used the population cohort of 30 years and older in the health inget function.

Applying the health impact function to the considered population, the DREAM model output suggests
a signi cant contribution of desert dust to premature human mortality . For the global background of dust
concentration of 7.5 g:m3 i.e., threshold below which no premature mortality occurs, the astimated premature
mortality (per grid cell) by cardiopulmonary disease (CPD) and lung cancer (LC) is illustrated in Fig. 4.2. In
total, around 570,000 premature deaths in the model domain are predicted to @cur during a one-year period,
as a negative consequence of dust. According to our results, top ve cotmes with the highest induced CPD-
mortality in the year 2005 are: Egypt with 74,000; Irag with 67,000; Iran with 50,000; Nigeria with 46,000;
Sudan with 45,000. On the other hand, top ve countries with the highest induced LC-mortality in the same
year are: Iraq with 1,200; Iran with 900; Sudan with 800; Egypt with 800; Uzbekistan andTurkey with 500
premature deaths each.

We also investigated the sensitivity of our results on the value of thethreshold concentrations, which is
above assumed to be g:mg. Table 4.1 gives the obtained total CPD and LC premature mortalities for the
threshold concentrations between 0 and 10 g:ms. This analysis is presented to showcase capabilities of the
model and the developed DREAMCLIMATE service, and can be e ciently used to study desired regions and
time periods if the required input data are provided.

5. Conclusions. Using the VI-SEEM project infrastructure and services, we have accessfully re-factored
the DREAM atmospheric model. We have developed and implemented th DREAMCLIMATE service, which
is tuned for usage on high-performance computing infrastructures avéable today. In order to demonstrate a
typical use-case, we have produced a dataset with the aerosol opticahickness and surface dust concentration
for the one-year period for the wide region of North Africa, Southern Europeand Middle East. We have used
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Fig. 4.2 . Estimated global premature mortality per grid cell by cardio pulmonary disease (top) and lung cancer (down) due to
the long-term exposure to desert dust with an aerodynamic diame ter smaller than 2.5 m, calculated by the VI-SEEM DREAM-
CLIMATE service.

both the 30 km and the 15 km horizontal resolution, with 28 vertical levels To showcase how results of the
DREAMCLIMATE service can be applied, using the human health impact function and calculated global ne
particulate matter concentrations, we have estimated the prematuremortality caused by the long-term exposure
to airborne desert dust with an aerodynamic diameter smaller than 25 m for the year 2005 in the considered
region. The results show that the large total number of premature deathgaround 570,000) in the model domain
is mainly due to cardiopulmonary disease, but a signi cant number of daths is also caused by lung cancer. The
model also shows high sensitivity of the results on the thresholdancentration, which is a signi cant parameter
of relevance to public health.
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