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" We have received comments from referees of Nucleic Acid Research (NAR) Journal
asking us to re-perform the MD simulations using the latest force field parameters set and
were given 60 days’ time to complete it. Without this dedicated slot it would have taken
us a long time to complete the simulations we have performed during these two slots. We
still need bit more computational time to finish some more simulations to prove our
hypothesis. Considering the amount of computational time needed and time we have at
our hand to submit the revised version, it would have been impossible to carry out these
simulations on a regular queue. These two dedicated slots proved to be of tremendous
important for revision of our manuscript submitted to NAR."
AT, RN GTavae,
T, AT A ([T AaTH)

“Nudge Elastic Band (NEB) calculations are expensive calculations and need to be run

without any interruption in order to find the correct transition path. Other jobs which were
expensive in terms of computational time were completed during this slot."

AT, TR A

T, TEATSIT =T ([T v uF)

AE TS TH T AL, IO

“Both band structures and nudged elastic band calculations are expensive and require a
relatively larger number of cores and memory. Although the converged path was not
obtained for nudged elastic band calculations, there has been progress in the same

direction."
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. T amew
St 4T FAI ([T A7ATF)
ASATETH TA, 0

“This slot booking facility help me a lot. During this period as everyday a fix amount of

nodes are fixed to me, so | can run all possible calculation in a systematic manner and
get a comparative study. In normal queue this work takes nearly a month."

. Farefie =

ST, GIIT =Y ([T A7)

AAATALT TATETE

“In the off-stoichiometric compound of Mn2NiSn/In, there are many functional properties

around martensitic transformation. For better functionality of this material, it is very

important to understand atomic ordering in different sub latices and the electronic

structure of these materials. During this slot, we have tried to explore the martensitic

transformation with different sub lattice occupancy. The job runs faster than the job in
regular queue."

oY, sfor &

YT, GIGIT =T ([T A7)

ATAALT TATETET

“Both band structures and nudged elastic band calculations are expensive and require a
relatively larger number of cores and memory. Although the converged path was not
obtained for nudged elastic band calculations, there has been progress in the same

direction."

. Fvaq &g
ST, AT FAIT (T ATF)

AEASTH AL, [0
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“Yes it is very useful, mainly for saving time and one can submit unlimited jobs (according
to allocated cores)"

AT, TRAT ST

. ITHATHE T THATEAT (Y& S u)

ATAALT, ZEaTR

“‘Dedicated slot allowed me to keep a track of various computational experimentation
needed, continuously. Long waiting times in the regular queue make it difficult to do so
otherwise. We would like to request you to reduce the maximum walltime allowed for the
regular queue. In the present scenario, the waiting period in the queue is huge enough to
loose track of the submitted jobs. | would suggest that we should change the max wall
time to 2/3 days and max running jobs 3 (and waiting 3) to keep the queue moving.
Dedicated slots can be booked by those who can not continue a job after a break. Most
of the VASP/QE/GROMACS/GAMESS users should be able to restart their jobs with little
effort."

ofY. 9T FTAY,
ST, Fiadr ST (AT T=au),
HroFarz-uaHT, o

“Current simulations are quite expensive with respect to computational cost. It is good to
have some commands about how we are utilizing resources while running our jobs. The
bbcp command is very useful in this dedicated slot (since we have to transfer data to and
fro effectively while using slot) | would like to thank personally for the continuous and
constant help from npsfhelp@cdac.in. | would like to express my gratitude for extending
disk space quota."

AT, HergrraH .

. TEATSIT =T ([T A uT)

AEALTHTATE, IO
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" The molecular clusters we are contemplating are having countless possibilities. All

potential possibilities need to be probed to make conclusive remarks. Thus, incessant

availability of computational power to attempt each possibility imposes constraints on this

path. However, with dedicated computer time for C-DAC state-of-art hardware, we have
completed many sub-parts of computations."

A Mz a1g

. AfTeT 3T TR (& A 0)

AEAEET HTIT

"Normally, The above mentioned task could have taken 1.5 months to complete."

T HITT Ferolt
=T, oTa q@SI (T A ua)
AEAETHTAT T

"It helped me run few tests in quick time."

T TrET T
1. I FHTL TLHATA ([T A-Th)
AEAEE! AT

" We could use larger number of cores without being in a queue."

F. AT JE

ST, {STTer eI TATTE (&7 v u)

X ®IT AiSferT Ue ffyere, ug. . 9o gRafer, o
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" With the dedicated slot, we were able to simultaneously carry out more number of jobs

without any waiting period."

FHTLT TAT AT, AT dheT Fleadrg THdT
. AT AT A AAT ([T A=)
ALATLE Z2ATR

"The job in dedicated slot queue run a bit faster than regular job queue. The results that

we have got using dedicated slot queues, would have taken 6-7 month in regular job
queues."

T smefter g, o1 «fgeor =y

ST, I =T (T A7)

AEATEET TATETEN

" Nudge Elastic Band (NEB) calculations are expensive calculations and need to be run

without any interruption and di_cult to converge in order to find the correct transition path."
AT 927 T
T, TEATSIT =T (YT A TF)

AEAETHZST To0
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STAITHATS & THEHT qeal.......

4 N )

I orernain highly thankful to C-DAC
“As my students who are accessing PARAM Pune for the National PARAM
Yuva gawve me a positive feed back on the Supercomputing Facility {NESF)
computing resources, | have requested my provided to my research group om
new PRD students as well to get an PARAM-Yuwa [
account.”

\. -

Y. T TS T, FAIT T &R
THITAUE THa< THITAUE THa<
AremEdT ate LTS Wgreft

\ Kr@ur poster waon the hest poster awam\

Kr.f heartily wish yvour entire team, g very

happy, prosperous and successfu!  new at Indian Blophysical Soclety conference

vear, | thank vou from the bottom of my which included work from PARAM YUVA

heart for aqlf vour help, guidance and li- dedicated slot.”

patience, It is all vaur team’s effort that

reseqrchers ke me are able to do gquolity Thank you for prowiding such a

research.” wonderful support and q world class
facilid®

- \

g, e Taer =t AR T (TRISET )
IR NHAT Tt AfA=TSr FTH (YT AATF)

RECE GEIRED wreftew, s
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qag 7 Freramar

TT. AT AT ATSAUASSL, HIETAT FIAATAT § FEHIZHIT FE 71675 Tload 9% AT
gl
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AT, Tl SATHT AL THLIAL, HIGTAT FIAATAT H GG/ T HRIFIT (79 SFTTTHIT T
AT ad §T

ATHAT AATAT AR ATSASTHS AL, HIGTAT FIAATAT H 7727 [FF7~< Fe2171< . T4
JISIT FGST qI1ET 9% AT 3 g0
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F. 9T STUaTer AEAE UL, WETell FAATAT H TTH AT FId 1520 TS FATTTITT
FITCHTZSTT 2177 T AT ad gu

TAITUHUE &7 % GG AT, HIGTAT HIALATAT &€
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AT, ThsT SIATRT AT @1 Tl QOF [A2ATHS | #1727 SfacaFa< BT qIsieiBd #egieT I
AT ATAT™ ad g0

ot. A, TH. Ta=T THGATSAL FiAS, AHATIIH H TFIIG1 SFIAIGI9T TF Tl TG I72 157 T
AT AT 3T g0
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The Death of Snglecxe CP

Scaling

AT, A, U, TR THFT @777 f2Fe, -2, QO F qE9Y I TTNUHUE § 91§ GHATT g0
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AT, T TR AHFRIA TFT @77 fFaF, €i-3%, 00 % Ja9% ¥ TAITUHUE & 918 § THATT
gl
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AT, TR AT THT 3777 379, HI-SF qOr % AqEL I TACIUHUF & 91 H THATT g0
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