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DI39RIIOIADTIER
CNEEETIETA47YTFAZureZF ALET
0. BTN A—RYNIT IR TEAINEZZHERLEEELY
1. 950K oAI—F7hOUREFIBLTOT 4 <fZE0N

% ssh userxX@riken.eastus.cloudapp.azure.com

0 Iogin@ node . userXX: 7HhO 2k

% ssh userxxX@n0xx EE.:?E LT:jz—E;b\?Tj:i'?‘/h
calculation node INRAT—R#THERLIEE

2. R—LTALIMICUTDI7AIL D &H S M E CHERIZEL

% pwd
/home2/userXxX
% Is -1

drwxr-xr-x.
drwxr-xr-x.
drwxr-xr-x.
drwxr-xr-x.

userXX user 46 Feb 25 09:35 Compile
userXX user 123 Feb 25 10:21 env

userxX user 121 Feb 21 19:16 Tutorial 1
userxX user 19 Feb 22 16:53 Tutorial 2

WoonN A~

2. GENESIS siteM (L F 12—k ZIILABRYES D O—RKTEET

http://www.aics.riken.jp/labs/cbrt/news/genesis-tutorial-in-japanese-at-tokyo-oct-5-2017/
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CHDEBETHAHITSHI7AIL

Compile/: Compile of GENESIS
* genesis-1.1.6RC2

Recent GENESIS code
* tests-1.1.6RC2

Compile test

Tutorial_1/: Basic MD
* 1 setup

* 2 _minimization

3 heating

4 equilibration

5 production

* 6_analysis

env/: Set of environment (;JELT=Y. ZEB LGV TLIZELY)
e setpath*



GENESISDa /1)L (1)

GENESISDsrcT 4L M) IZFEL TS0

% cd Compile/genesis-1.1.6RC2/src

GENESISDY—RA ! )—

COPYING

README S B 7 5 B

src/ Y—RXO—K

bin/ INAF) (AN ILER)

.Jsrc:

GENESIS_VERSION

Makefile.am

Makefile.in

aclocal.m4

analysis/  fEATY—ILDO—F
atdyn/ atdyn®3a—F
bootstrap

cleanup

config.h.in

configure

configure.ac

depcomp

install-sh

lib/ Hi@Ea—F

Missing

spdyn/ spdyn®D3a—k

./src/analysis:

Makefile.am

Makefile.in

libana/ analysistt@Ia—pF

pcaana/ PCAREHT

rpath_generator/ rpath& fa—F

rstcnv/ rst_convert®3—F

trjana/ trj_analysis® 33—k

tricnv/ crd/pcrd/remd_convert®
a—K




GENESISDa /N1 )L (2)

HRINDI/IN(T
Intel , Fujitsu compiler
gfortran 4.4.7&KYEFLLVED

GENESISD /N1 )LIZ[Xlapack, blash’
WETY

1. A /31 )LlFautoconféEmakeZ{ELVET

% ./configure
% make
% make install

2. 3k EMot=/\17F1)[Lgenesis-1.1.6RC2/bin[Z{ERENFET

GENESISIZMD, b5z H/MN)ERT OIS LA BT S LEHETIDODT

TVr—2a & ERLET

SEIF. BEDOEE T, I TITAVNNAIVEAHDT TV r—avzENET




(]
GENESISD /N1 )L(3)
SEIREGEICKYIV NI A T avE U T ORIZERE LS
0. AJREEA T av—E DR
% ./configure --help

1. ATaVE L TOETIIITARTOTAT S LN ERELLGYET

% ./configure
% make 1nstall

2. spdynZ B S FEE T /N1 JL(SPDYN D H)

% ./configure --enable-single
% make i1nstall

3. spdynZGPUF|FAL . iEEfHE T3>/ 1)L (SPDYN D)

% ./configure --enable-gpu --enable-single --with-cuda=/usr/local/cuda-8.0
% make install

4. ‘debug’ E—FTOAaA /L)L
% ./configure --enable-debug=3
% make i1nstall




AN ILT A1)

AVNAILDIELKETIN=CLFHERETH=0IZ. ARENRHETIAE A
T7AIWNZEDTAMETICLEHRELET
‘GENESIS’ websitehb'Test set’ EL TR O A—KMNAJEETY

% cd Compile/tests-1.1.6RC2/regression_test

GENESIS-1.1.6RC2DT AV —&

.Jregression_test: test_remd.py scripts for REMD

build/ Inputs for regression tests test_rpath.py scripts for string method
charmm.py test_rpath_atdyn/ tests for rpath(atdyn)
genesis.py test_rpath_spdyn/ tests for rpath(spdyn)
param/ FF parameters test_spdyn/ tests for functions only in
test.py regression test’s script spdyn

test_atdyn/ tests for functions only in atdyn

test_common/ tests for common functions in
spdyn & atdyn

test_nonstrict.py

test_parallel 10/ tests for parallel I/O

test_remd/ tests for REMD

test_remd.csh




AN ILT AR 2)

‘regression tests’ D EITH %

% cd ~/Compile/tests-1.1.6RC2/regression_tests

% export PATH_GENESIS=/home2/data/genesis/bin.CPU.dp
% export OMP_NUM_THREADS=3

% ./test.py “mpirun -np 8 ${PATH_GENESIS}/atdyn”

% ./test.py “mpirun -np 8 ${PATH_GENESIS}/spdyn”

JORRHIIHT 8IZL TS
RELFOSBAID, ALYRFHMIEZTOCRBMUTA#ETT

GPUBETOIaAVIMILTAFDHLEA

% ./test.py “mpirun -np 8 ${PATH_GENESIS}/spdyn” gpu

REMD, R-PATHDZE{TT Ak

% export PATH_GENESIS=/home2/data/genesis/bin.CPU.dp

% export OMP_NUM_THREADS=3

% ./test remd.py “mpirun -np 8 ${PATH GENESIS}/spdyn”
% ./test remd.py “mpirun -np 8 ${PATH_GENESIS}/atdyn”
% ./test rpath.py “mpirun -np 8 ${PATH_GENESIS}/spdyn”
% ./test rpath.py “mpirun -np 8 ${PATH_GENESIS}/atdyn”

BE ERE-RSBEITAMNYYTIABEFHHELTLET



GENESISO FI A%

spdyn/atdynD ¥ H 77 i%

% export PATH_GENESIS=/home2/data/genesis/bin.CPU.dp
% export OMP_NUM_THREADS=3

% mpirun -np 8 ${PATH_GENESIS}/atdyn INP

% mpirun -np 8 ${PATH_GENESIS}/spdyn INP




§ GENESIS

emble simulation system

14:05 — 15:30 GENESISFa—R) 7 )L 1

> Fa—KN)7ITEEATAYUDFAAE

> GENESISDOa/\A)L

[ > EARDMD ]

12/32



Tutorial 1: IK;BEX /N EDMD

http://www.aics.riken.jp/labs/cbrt/tutorial/basic_md_tutorials/tutorial-1-1/

GENESIS

Generalized-ensemble simulation system

2 AICS ggigmgggg,“ﬁfﬂu 7 K | d) B P I I( | HZEH@ | IJ ;O:/>
Home Download Installation Usage Benchmark Publications. Forum Link About BE @% ? ) @ E %

Tutorials

GENESIS

search 5
Generalized-ensemble simulation system 2 AICS

BLPERRA M FHR AN
We show tutorials for basic and advanced MD simulations with GENESIS. These tuto HFREWIERRF — L

HIRER Advance:

beginners but also experts who want to know newly-introduced functions. Before
News recommended to get VMD and gnuplot, both of which are free software, to visu
GENESIS should be installed in your computer with OpenMPI. Note that in the tutoria

Home  Download Instaliation ~ Usage  Tutorials Benchmark Publications  Forum Link  About

GENESIS tutorial in Japanese at such as grep, cut, paste, tail, sed, tee, and awk, and also utilize a pipe (|} to combin
Tokyo (Oct. 5, 2017) their basic usage, learn them in advance DA als orials of basic MD s atio
Aug 25th, 2017

1. Basic molecular dynamics simulations

GENENE11 paperavaiiasle o 1.1 All-atom MD simulation of BPTI in NaCl solution Search

1.1 All-atom MD simulation of BPTI in NaCl solution

online!
Aug 3rd, 2017 o 1.2 All-atom MD simulation of POPC lipid bilayer
o 1.3 Coarse-grained MD simulation with the Go model Search
GENESIS 1.1.5 released! 2. Replica-exchange molecular dynamics simulations | I Files for this tutorial (tutorial-1.1.tar.gz) |
Jul 10th, 2017 o 2.1 Temperature REMD simulations of a small peptide
o 2.2 Replica-exchange umbrella sampling News

GENESIS tutorial (Feb 27-Mar 1) Contents [hide]

3. Advanced molecular dynamics simulations
materials available now

o 3.1 Large scale simulation using the parallel /O

ks 164l 2617 GENESIS tutorial in Japanese at 1.1.1 Building a simulation system

o 3.2 String method Tokyo (Oct. 5, 2017) + 1.1.2 Minimization with restraints on the protein
GENESIS 1.1.4 released 4. Trajectory analysis tools Aug 25th, 2017 + 1.1.3 Heat-up with restraints on the protein
Mar 1st, 2017 o 4.1 Root-mean-square deviation (RMSD) + 1.1.4 Equilibration simulation

o 4.2 Distance, angle, dihedral angle GENESIS 1.1 paper available « 1.1.5 Production simulation

o 4.3 Rool-mean-square fluctuation (RMSF) cniinel
Copyright © RIKEN, Japan. Al rights o 4 4 Principal component analysis (PCA) Aug 3rd, 2017

reserved. o 4.5 Weighted histogram analysis method (WHAM) (coming soonl)

1. 222 L —2aV AT LDERL (1_setup/)

IRFEDGENESISIZL AL —L a3V AT LDIERT BY—ILIEHYEEA
CHARMM-GUI/VMD7E EZFIFL THERLL TSF=ELY

SEIXEROEBEIZLY. FTOERLI-2FI7MILERBANET
£ L<IX“1.1.1 Building a simulation system” & Z & <= &Y 13 /32



Tutorial 1: & & & ®1E(2_minimization/)

NHBETIE. FRFHEDERENETE Y. FEARAGRFREEZRHE DL ILGIEN
BYFET  FREGYIAL—23 @518 KT EZATORIC"FEHL" &M
NA5FiwAEZT2ICTVET,

BEmxEtE, ZOFE1BRBETCIRILE—ENTIALIARICHFEEINLET
GENESISTIXIRTE . Sx 2% T % (Steepest Decent)Z{FESTEMTEET

Tutorial_1/2_minimization/
run.inp : GENESISA 771U
run.sh : 37 XHOYTh
output/ : ST EHER



EBEEBEIEDAADTFPAIL

[INPUT] rstout_period = 1000 # restart output period
topfile = ../1_setup/top_all27_prot_lipid.rtf # topology file
parfile = ../1_setup/par_all27_prot_lipid.prm # parameter file [BOUNDARY]
psffile = ../1_setup/ionize.psf # protein structure file type =PBC # [PBC,NOBC(]
pdbfile = ../1_setup/ionize.pdb # PDB file box_size_x =70.8250 # box size (x) in [PBC]
reffile = ../1_setup/ionize.pdb # reference for restraints box_size_y =83.2579 # box size (y) in [PBC]
box_size_z =69.0930 # box size (z) in [PBC]
[OUTPUT]
dcdfile = run.dcd # DCD trajectory file [SELECTION]
rstfile = run.rst # restart file Coulomb M EE AT groupl =an:CA | an:C | an:0 | an:N # index of restraint group 1
[ENERGY] / PMEZALYS [RESTRAINTS]
electrostatic = PME # [CUTOFF,PME] nfunctions =1 # number of function
switchdist =10.0 # switch distance functionl =POSI W ‘fﬁﬁ*ﬁlgﬁ
cutoffdist =12.0 # cutoff distance constantl =10.0 # force co . L —
pairlistdist =13.5 # pair-list distance select_index1 = 1W EDRFIZHEREFH
contact_check =YES <— (TN

pme_ngrid x =72  #gridsize_ xin [PME] | R FEIEEREZHEEELBad contact | A B ARG [SELECTION] T:E A
pme_ngrid_y =80 #gridsize_yin [PME] | FEEEZLR—FL. SHIZHDEIZHIRZEH TS || ([SELECTION]IZEHLT

pme_ngrid_z =72 # grid size_z in [PME] (B FE DA THERALTEL) (XManual 11. £ (%
=

[MINIMIZE] \ EXRESHR)

nsteps =1000 # number of steps RIEEMEEERATRWLAFFTOS )y

eneout_period =100 # energy output period (2’3’50)1%&75\9\ jﬁﬁ'ﬁiﬂl(:&’)f%ﬁﬁﬁﬁwﬁbés
crdout_period =100  # coordinates output period —AREY(T (251w RH A ZXH1LA R (=1 B L S(C
[ M I K 52 | — ~

T3, FLLEZT=aT7ILD5.3.155 )

RATITH




BESEIEDREIT

SEDODET

% cd ~/Tutorial_1/2_minimization
% ./run.sh

Jobh 1S U F D TFA LA ASh TS IETTT

run.dcd : dedBeXDEZDTHR)T7AIL (binary)
run.out: GENESISH 3771 JL (ascii)
run.rst:  GENESIS' ) RRA—KTJ7A4 )L (binary)

H 774 )L (run.out)

3k 3k 3k 3k 3k 3k 3k 3k >k 3k ok 3k 3k 3k %k >k 3k 3k >k 3k >k 3k 3k >k 5k 3k 3%k %k >k 3k %k >k 3k >k 3k 3k >k 3k 3k 3%k 3k %k 3k %k %k 3k %k %k %k kk k

GENESIS SPDYN

A Molecular Dynamics Simulator with
Spatial Decomposition Scheme

* ¥ x % % ¥ x ¥

Developed by RIKEN AICS

*
*
*
*
*
*
*
*
*

3k 3k 3k 3k 3k >k 3k 3k 3k 3k >k 3k 3k 3k 3k >k 3k %k %k %k >k 3k 3k %k 3k 3k 3k %k >k 5k 3k 3%k 3k >k 3k 3k %k 3%k >k 3%k 3k %k 3k 3k %k 3k %k %k %k kk




HAT74ILDRA

GENESISDH 177 A ILIZ7ERBE ([STEP O]-[STEP 6])[ZH M TLVS

[STEP 0] : ST HIRIEDFEER
[STEP 1] : AN /NSA—LDHEER
sle O sle NRY7] =
[STEP 2] : MiFE (T RERE, AL YRED) DHEER
[STEP 3] : B F - THRILF—EAIBER D FERR
. =+
[STEP 4] : EAEIZD I RIILX—EHERKE
~ ~ —3
[STEP5]: Sal— 3 itERE
INFO:  STEP POTENTIAL_ENE RMSG BOND ANGLE UREY-BRADLEY  DIHEDRAL  IMPROPER CMAP  VDWAALS ELECT RESTRAINT_TOTAL
INFO: 0 -101597.1585 30.2479 11247.1385 2939.9532 74.9561 260.8373 62.6065 -72.0093 11798.1692 -127908.8099 0.0000
INFO: 100 -114456.2091 5.4597 3977.1511 2353.8183 51.5709 256.4578 22.6346 -74.3462 9730.9841 -130775.5114 1.0317
ALl =
[STEP 6] : #%im L3 & 51 R B fi]
Output_Time> Averaged timer profile (Min, Max) nonbond = 109.986( 109.658, 110.141)
totaltime = 137.159 pmereal = 83.219( 81.500, 84.919)
setup = 53843 pmerecip = 26.077( 24.516, 27.847)
dynamics = 131.316 restraint = 0.221( 0.178, 0.251)
energy = 122.896 integrator
integrator =  0.838 constraint = 0.000( 0.000, 0.000)
pairlist = 5.774( 5.629, 5.963) update = 0.000( 0.000, 0.000)
energy comm_coord = 0.000( 0.000, 0.000)
bond = 0.657( 0.587, 0.708) comm_force = 0.000( 0.000, 0.000)
angle = 0.717( 0.696, 0.751) comm_migrate = 0.000( 0.000, 0.000)
dihedral = 1.275( 1.236, 1.295)




Tutorial 1;2EFE EF S 2aL—332 (3_heating/)
BERBEILT. HAREEDRZEEBEIZLE-R. VATLDEREZD > KYEILIHE.
ATETHWOREFEFTLERSES,

GENESISTIXAnnealing’ 7723 &> T oKYREZELIESLLS5GIIal—
AVMTEEY
Tutorial_1/3_heating/
run.inp : GENESISAAT7AIL

run.sh : 23T RY1Tk
output/ : STEHER

|
ANT7A IV
[INPUT] [CONSTRAINTS]
topfile = ../1_setup/top_all27_prot_lipid.rtf # topology file rigid_bond =YES # constraints all bonds
(skip) # involving hydrogen
rstfile = ../2_minimization/run.rst # restart file

[ENSEMBLE]

[DYNAMICS] . ensemble = NVT # [NVE,NVT,NPT]
integrator = LEAP 7 R] LEAP: Leapfr.og tpcontrol = LANGEVIN # thermostat
nsteps -5000 # number of MD steps| YVER: Velocity Verlet || temperature =0.1  # initial temperature (K)
timestep  =0.002 # timestep (ps)
(skip) . _ _ 50 Step(:1|E|\ 3K9° D ?J_I“IJTJL—C“M:E%FE%G)%%—G'—G)
annealing = YES # S|mulate(.1 anne?hng EEA 2 ZT‘yj’ﬁil:LTL\in\
anneal_period =50 # annealing period ﬁ'@li% B L\E_I_%;&,_L\i_d_
dtemperature =3 # temperature change at annealing (K) KPR 2 E A 1T




BELEHEISAL—a v DEST
EJri%iO)Eéﬁ
% cd ~/Tutorial_1/3 heating
% ./run.sh

AENROSELUTOI7AILAEASNATODIET TY

run.dcd : dedFE KD LS IR ) T7A )L (binary)
run.out : GENESISHH 71774 JL (ascii)
run.rst : GENESIS!) XAZ—F 74 JL (binary)

|
HHT774 ViR
[STEP 5]
INFO: STEP TIME TOTAL ENE POTENTIAL ENE KINETIC_ENE RMSG BOND ANGLE UREY-
BRADLEY DIHEDRAL IMPROPER CMAP VDWAALS ELECT RESTRAINT _TOTAL TEMPERATURE
VOLUME
(..skip..)

Simulated_Annealing_Leapfrog> Anneal temperature from 213.100to 216.100
INFO: 3650 7.3000 -121015.8486 -134668.2442 13652.3956 14.8398 129.1861 316.5600
34.9546 301.9510 20.3742 -76.0000 17444.0571 -152886.2023 46.8752 184.8766 407423.5098

Simulated_Annealing_Leapfrog> Anneal temperature from 216.100to 219.100
INFO: 3700 7.4000 -120524.6696 -134365.7978 13841.1281 14.8065 135.7281 319.1936
42.6740 291.7295 14.9113 -82.0820 17460.5756 -152587.8837 39.3559 187.4323 407423.5098




ATEEROHEEE
B EEDETbEHERLET
* GENESISHAT77AILHBERTYITOREEZHMHBL. gnuplotTY
OvkLET (SEITHER)

% sh temp.sh
% gnuplot
gnuplot> plot "temp.dat" w Ip

== 4= 4+
EITHER
300 T T T ]
"temp.dat” ‘0?:*
250 |- fw** . S cat temp.sh
P #!/bin/bash
o 200 - e :
et ++«r*
w I o .
2 2 grep "AMNFQO" output/run.out | tail -n +2 | awk {print $3,
d - o 7
g e S17} >temp.dat
£ o
] &
- 100 +++++ -
50 [l o -
L
ol
0 20 40 60 80 100

time [ps]



Tutorial 1: ¥ #74E(4_equilibration/)
URF LEHEEREVVREICE T, AHELRALEROHEEFL, VAT A
ETWILS S (RS L TR FREELRTVT)

Tutorial_1/4 equilibration/
run.inp : GENESISA 774U
run.sh 23 dRHIYTh

.= +
output/: n‘|'%:?'f?:--¥_w —— (3)&RHFRIZrun.shZx
OO EZHLEFITL. BE- e <7L_~_‘é \
ANT7A IR IRLF—FEH T, FOH TS SITLTKI=SL
EHITZELTLNSEBIERET S
[OUTPUT]
dcdfile = run.dcd # DCD trajectory file
[ENERGY] [ENSEMBLE]
[CONSTRAINTS] ensemble =NPT  # [NVE,NVT.NPT]
[RESTRAINS (S5 EE750Y) ] tpcontrol = LANGEVIN # thermostat and barostat
[ENSEMBLE] temperature =300.0 # initial temperature (K)
CNEDNTA—REERBICARFTHELERELCLLDZERFES pressure =1.0  # target pressure (atm)

Fa—r)7ITIEREREOBRTIORTYTHRICLTOET A,

KR FEERVHEZITVLET

(RE-IRILF—DRERET T S FOBRALEWVEENRETH LD
BEELEY)




ATEGR O
B AEOELZHERLET
« GENESISEAT77AIMERATYIT TORIEZHEL . gnuplot T
AykLFET (S EITHER)

S sh vol.sh

S gnuplot
gnuplot> plot "vol.dat" w Ip

EXBECES

400000 —

T T T T
"volume.dat" —+—

395000 [ I cat vol.sh
#1/bin/bash
390000 |- | i

385000 |- | { | grep "MINFO" output/run.out | tail -n +2 | awk '{print $3,
$17} > vol.dat

380000

375000 lw;

volume [Angs” 3]

370000

o ] + n
T W ard
¥ M;‘ LAY 8,

365000

%
/% % gy
A A A Ty g Y
Ay, [T\F ¥ * R
¥ T WY =
+

360000

I 1 1 1 ! 1 1 L 1
0 10 20 30 40 50 60 70 80 90 100

time [ps]



Tutorial 1: X5+ &.(5_production/)
ERICT—2ZFW5-ODFHE

Tutorial_1/5_production/

run.inp : GENESISA 774l (3)&RFRIZrun.shZ
runsh :23dRIYTh ETL T =&

output/ : ST EHER

FSOTHOM)EZTHLEFITOIZET, RIS
ANT7AILIRFE AWSHALHEXHETS

[outPuT] L —

dcdfile = run.dcd # DCD trajectory file

Fa—kr) 7L TIXEROBBRTIORTYTRICLTLET A,
KREE2ERVHEZTULET,




Tutorial 1:f##T(6_analysis/)

B RO TION) SRR GBI ZTULVET
« GENESISIZ. Bont=rbozHOM)—ZFHEIZRCTIMIL., EART
BRETOMBEOY—ILEFIRHELET

Seurcn .
Tutorials
Search
We show tutorials for basic and advanced MD simulations with GENESIS. These tutorials are useful for not only GENESIS
I beginners but also experts who want to know newly-introduced functions. Before starting the tutorials, the users are
News recommended to get VMD and gnuplot, both of which are free software, to visualize MD trajectories and plot data
. GENESIS should be installed in your computer with OpenMP!. Note that in the tutorial we will use various linux commands
./6 ana |yS|s: GENESIS tutorial in Japanese at Such as grep, cut, paste, tail, sed, tee, and sk, and also utilize a pipe (|) to combine the commands. If you do not know
— Tokyo (Oct. 5, 2017) their basic usage, learn them in advance.

1_RMSD # RMSDDETE

GENESIS 1.1 papar avallatla © 1.1 All-atom MD simulation of BPTI in NaCl solution
b7 —_ online!
2 D I ST # EE ﬁ 0) = g 6, 2017 © 1.2 All-atom MD simulation of POPC lipid bilayer
— A © 1.3 Coarse-grained MD simulation with the Go model
= GENESIS 1.1.5 released! 2. Replica-exchange molecular dynamics simulations
3 RMSF # RMSFD 3 i tom 2017 o 21 Temperalus REMD simulatons of a small popid

o 2.2 Replica-exchange umbrella sampling

72 GENESIS tutorial (Feb 27-Mar 1) 3. Advanced molecular dynamics simulations
L'F materials available now
— © 3.1 Large scale simulagon the paraliel VO

Mar 15th, 2017
o 3.2 String method

GENESIS 1.1.4 released 4. Trajectory analysis tools

A © 4.1 Rool-mean-square deviation (RMSD)

© 4.2 Distance, angle, dihedral angle

© 4.3 Rool-mean-square fluctuation (RMSF)

Copyright & RIKEN, Japan. All rights © 4.4 Principal compenent analysis (PCA)

reserved © 4.5 Weighted histogram analysis method (WHAM) (coming soonl)

o SMEIE—HIELT, Mtrjana/rmsd_analysis 1YV —ILZRAWT, VAT LA
DI NSColRFDHIFREHLZDRMSD(FE ZFF L i B HE D FE
ENoENFZIFTINE-0%2RE)E5ELET

/1_RMSD:
run.inp # GENESISD A AT7A )L
run.sh #INYFROYTR




BETDOANTFAIL

B Trajectory, selection, fitting CAEMT X REANBTEHRTELET

[INPUT]
reffile = ../../1_setup/ionize.pdb # PDB file

mdout_periodl =500
ana_periodl =500

# MD output period
# analysis period

trj_natom =0

# (0:uses reference PDB atom count)

[SELECTION]

/

CadDHEIR

[OUTPUT] groupl = an:CA # selection group 1
rmsfile =run.rms # RMSD file

[FITTING]
[TRAJECTORY] fitting_method = TR+ROT # method
trifilel  =../../5_production/output/run.dcd # trajectory| fitting_atom =1 atom group
file mass_weight =YES #m
md_stepl  =500000 # number of MD steps

[OPTION]
check_only =NO
analysis_atom =1

# (YES/NO)
# atom group

repeatl =1
trj_format =DCD # (PDB/DCD
trj_type  =COOR # (COOR/COOR+BOX)

B #rifileZ RS

-weight is applied

EEREICNITEIE
REHEEITS
(TR+ROT: ilfi £ & [El &5

BIZIEEEIRE YES: RETE LAY

CEREHET D)

B runsh®NEEEARMZanalysis Y —)LERTTHHDTY

rmsd_analysis run.inp > run.out

‘tri_analysisZ AN E T, Bft-AE - —HAGEZHEIT S ELAIRE



GENESISD ST IV a—T425
* GENESIShY'EER T I 5

1. “contact_check” optionZYES, nstep=20TiT &
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