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Proceed to Schrodinger Suite?

[Press ENTER

to continue]
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S /INSTALL
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the file
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Current SCHRODINGER directory:

CDINGER directory:

fshare/install/schrodinger2017-4

tall/schrodinger2@17-4) /share/install/Schrodingerl



5HAZRE ()

Your installation choices were:
SCHRODIMGER directory: /share/install/Schrodinger
SCHRODINGER _THIRDPARTY directory: /share/install/Schrodinger/thirdparty
Scratch directory: fusr/imp

version platform status compatible action

bioluminate
3acq

hmme rpfamdb
blastwebdb
alldocs
canvas
desmond
mcpro

Psp

blast
hmmerpfam
impact
jaguar

mac romodel
maestro
gikprop
combiglide
phase

epik

knime

Linux-x86 64
Linux-x86 64
Linux-x86 64
Linux-x86 64
<database=
<database-
<docs=
Linux-x86 64
Linux-x86 64
Linux-x86 64
Linux-x86 64
Linux-x36 64
Linux-x36 64
Linux-x86 64
Linux-x86 64
Linux-x86 64
Linux-x86 64
Linux-x86 64
Linux-x86 64
Linux-x86 64
Linux-x36 64
Linux-x86 64

yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes
yes

INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL
INSTALL

ot g ool i
D@ MW R 000D~

mmshare Linux-x86 64 yes INSTALL

Note: The mmshare module provides common resources for all products.
It is installed automatically when necessary.

Are these choices correct? [y/n]l ()

6.5oh &

*) Configuring your installation

If you need to request licenses, install or transfer licenses, or configure
remote machines for calculations, run the the Schrodinger software
configuration tool on a machine with a display.

The tool can be launched directly via $SCHRODINGER/utilities/configure

or by choosing the Configure Software item under the Help menu in Maestro.

If the current machine has a display., you can also launch it from this screen.

Launch the configuration GUI now? [y/n] () n

##kxk+ Schrodinger software installation is complete. #®&

[rootghpc2 Schrodinger Suites 2017-4 Linux-x86 6412 |

5, i {7V ~/.bashrc




SN ZEERRIZR (kb Fa/share/install/Schrodinger) KlicenseiZiY, & TFmE
=178 bashreXf, (RFFHEH. TR,

ex¥xnor

, iTH=/share/install/Schredinger:/share/install/Schrodinger/utilities:
export LM LICENSE FILE= @compbio.shanghaitech.edu.cn

export SCHRODINGER=/share/finstall/Schrodinger

TEehkE, FEENHosts XA LAIETHER LEAR (WRRETEAit
SN EFERACPURNERTTLAZM, BEAMERGPURNEEE R INgpgpulER.) |

BMEMEIStEZZE B R Filschrodinger.host3Z {4, B, fEHostS{4hiRiNE
FEEHEIESERFEE:

FHAMGPU:

name: localhost
tmpdir: [ 5 I I S 1 B £
gpgpu: @, Tesla viee (/RIERAT)

FCPURATI (3 F3dE. RIREIRE. Siafitk. EFHFEIS)

name: HPC_CPU (4% ] DL {8 A2 )

host: hpc-login-gpu@l (& 71 & Hhostname)
user: H 4

queue: Torque CAR¥EIENLE HE & 4t () 2K B 5 )
gargs: -q PA%I% -1 nodes=1:ppn=%NPROC%
schrodinger: H C.I1EE € 5 %2 K12
processors: 240

processors_per _nhode: 28
tmpdir: B N SO AR

YFGPURASI (BFahHZFEHL. NRFEIESS) -

name: HPC_GPU (£ 57 n] DLPE {H AT )

host: hpc-login-gpuel (& &)

user:H ' 4

queue: Torque CHR#EAEMLE B R 4 (1 28 A4 5 4 )

gargs: -q PA%I# -1 nodes=1:ppn=%NPROC%:gpus=%NPROC%



schrodinger: H C I i € 15 % 35 I 148

processors: 16

processors_per_node: 4

tmpdir: B & e SO AR

O % 2R 7 M 4 B 2 PR I R 156 P R GPUATS R BE 46D
gpgpu: 0, Tesla V100

gpgpu: 1, Tesla V100
gpgpu: 2, Tesla V100
gpgpu: 3, Tesla V100

e 2 Host S

BAF1 & 4%

|
name: HPC_CPU
host: hpc-login-gpu@l
; e
BT A
BgU -1 nodes=l:ppn=%NPROCY
¢ /home g Pesktop/Software/M521
BEpU -1 nodes=1:ppn=’ %
: ot 52 %%E%%%
e nodes=1:ppn=%NPROCS s ajs 1‘ $ —-
c/he o ftwar é Eﬁﬁ VlUO/ N §IJ TJ Jﬁ\

grgpu: 3, Tesla V100

BB 5 hYhost 3440 L ERf7R.

linuxtEE¥ FAYSCHRODINGER {&FHsLfl-Ligpred
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(Ligpred)

$SCHRODINGER/1ligprep -isd my 2D cts.sd -omae my 3D cts.mae -HOST
HPC_CPU

Hep, -ivooc BEIANAISUET (sABNBR -isd ), —HREIHSUAETE -
omae , FHEEHIHIUGE, -HOST 15E /9. .hosts S AIname, FlaN_EiARRY
HPC CPU

KiZEAFIEEES

EERNEENIRFRERSE, THEELXE (BX) , AFEEFR, BK
HERAERTIRRE, HX, EERE—RYELINHE (FRNEE) S
ill, BANBSELE,

HEEFISIY : Upcoming Scientific Events

R EZHEE: Chinese Life Sciences Webinar Series, Online

BAE: Training | Schrodinger

BIHEERERE: B— 1 Panel (HR) WAETHENES, FTHIEEEZFAE
FB=Fi

BABIANE: Scripts | Schrodinger

B Python API#: Python API | Schrodinger

BNt : Documentation | Schrodinger

LA2021-3hrAA0, BEANEFEESINTRE:


https://link.zhihu.com/?target=https%3A//www.schrodinger.com/upcoming-scientific-events
https://link.zhihu.com/?target=https%3A//www.schrodinger.com/conferences-meetings/chinese-life-sciences-webinar-series-online
https://link.zhihu.com/?target=https%3A//www.schrodinger.com/training
https://link.zhihu.com/?target=https%3A//www.schrodinger.com/scriptcenter
https://link.zhihu.com/?target=https%3A//www.schrodinger.com/pythonapi
https://link.zhihu.com/?target=https%3A//www.schrodinger.com/documentation
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Getting Help

Welcome to the Maestro Help System! We have a variety of materi:

To get started with Maestro, you can use our Online Workshop Seri
the Maestro Quick Reference Guide to quickly familiarize yourself w

For the latest documentation, go to the Documentation page on ot

Inside Maestro you will find information in a number of jpiaces:

BRI Ra AR ?

mina EAfMonitor TR, WHEEEESMIlog, TTHESMESEIFlog,
BEEEEN og A HRIVFMAYERIRE, R TRF—EN
IR RAFIE AN, AJLAEHXISIEKED;

tri = WY E IR Bl Protein PreparationfiLigPrep, i&ETE—MSAI
B EIIFEHI TR,

BFMRRRNETNT:

Academy Tutorials €27 —LHENTEEYIMISRNFREGE, W
Generating and Visualizing Ligand Conformations, Covalent Docking for
Virtual Screening and Pose Prediction, Cross-Docking with IFD-MDZ;
Quick Start Guide 2/ S MERERL A ERHIE;

Best Practices 2[FIE. NAZRSERLDEZHRENERIGE,

Help & T S4B N RiEFRIERDE

User Manual 28 " AEFRE. NAZENINE, EENE 7SHIIE
1TESE, RERBETHA, XESBEEA) 7 EHI T Az HE
JRE;

Command References 2T R ERSITIRIL FRIGERADIE,

MRSLEAERRNEGE, JLAEBUMME SR SEREMAI TRFIHIE.
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https://zhuanlan.zhihu.com/p/401697711
https://library.shanghaitech.edu.cn/3986/list.htm
https://zhuanlan.zhihu.com/p/370850885

