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Windows ¥{EZR % -
BRYTH Mk

http://zhaolab.shanghaitech.edu.cn/software/
Schrodinger Suites 2017-4 Advanced Windows-x64.zip

Welcome to the Schrodinger (x64) Installation
Wizard

It is strongly recommended that you exit all Windows programs
before running this setup program.

Click Cancel to quit the setup program, then dose any programs
you have running. Click Next to continue the installation.

WARNING: This program is protected by copyright law and
international treaties.

Unautharized reproduction or distribution of this program, or any
portion of it, may result in severe dvil and criminal penalties, and
will be prosecuted to the maximum extent possible under law.

SCHRODINGER

Mext = Cancel

Product Selection

Select products to repair,

v select All | Product ~
AACG w22011

BioLuminate v29011

Canwvas w34011

CombiGlide v47011

Desmond w52011

Epik v42011

Glide v77011

Impact v77011 v

" IRIRREEEEE

[+ Create Knime shortout
[¥ Create Canvas shortout

< Back Mext = Cancel



http://zhaolab.shanghaitech.edu.cn/software/Schrodinger_Suites_2017-4_Advanced_Windows-x64.zip
http://zhaolab.shanghaitech.edu.cn/software/Schrodinger_Suites_2017-4_Advanced_Windows-x64.zip

Click Start to proceed.

Cwverall Progress

Product

Status

AACG v22011
BioLuminate v29011
Canvas v34011
CombiGlide +47011
Desmond w52011
Epik v42011

Glide v77011
Impact v77011
Jaguar v93011
Knime v40011
Marralndsl 117011
<

dCL XX o [CRCK NCRe

< Back Start

Cancel

RETHE, 7F Windows AZERFIREB S

("¢l

chrodinger-2017-4
Bioluminate 2.9
Canvas

Configure Software
Diagnostics
Installation Properties
Knime

Maestro 11.4

Maestro Elements 3.2
Manuals

Materials Science 2.8

Remote Login Configuration

g Configure Software, Z#FIEFFM#Y .



Add License i£#E | can identify my license server

Host Name: compbio.shanghaitech.edu.cn

@ Configure Schrodinger Software - O

Licensing Licensing Your Software

Current Status
¥alid licenses found.

¥iew Details. ..

Add Licenses I can identify my license server « 1
Specify th i "=1f known. Then click Save.

Host NMM | | Port:| Save Server
2

Tech Support. ..

Save Server, Semk.



Linux #{ER%
SR TR ek -

http://zhaolab.shanghaitech.edu.cn/software/Schrodinger Suites 2017-4 Advanced Linux-
x86 64.tar

THERGE, BE:

Linu

- Linu
hrodinge i - Linu
hrodin i - Linu
hrodin i - Linu

1 1 - Linu

- Linu
hrodinge i - Linu
hrodinger i 17-4 Linu
hrodinge 1 - Linu
hrodinger i - Linu
hrodinge i - Linu
hrodinger 1 17-4 Linu
hrodinge 1 - Linu
hrodinger i - Linu
hrodinge i - Linu
hrodinger 1 17-4 Linu
hrodin i - Linu
hrodin i - Linu
hrodin i - Linu
hrodin 1 17-4 Linu
hrodin i - Linu
hrodin i 17-4_Linu
hrodin i - Linu
hrodin 1 17-4 Linu
hrodin i - Linu hirdpar
hrodin i 17-4_Linu hirdpar

i 4 Linu

HEANZEREBR, B{TH$ /INSTALL



http://zhaolab.shanghaitech.edu.cn/software/Schrodinger_Suites_2017-4_Advanced_Linux-x86_64.tar
http://zhaolab.shanghaitech.edu.cn/software/Schrodinger_Suites_2017-4_Advanced_Linux-x86_64.tar

3% Enter PAZREE

Schrodinger Software Installer

Flease respond to each question by entering the appropriate response
or pressing ENTER to accept the default (shown in parentheses).

Y¥ou will be giwven a chance to review all of your installation choices
before any files are actually installed.

You can quit the installation at any time by pressing CTRL+LC.

For more imformation, see the Imstallation Guide, which is in the file
"install _guide.pdf", in the same directory as this INSTALL script.

Proceed to Schrodinger Suite2817-4 installation...

[Press ENTER to continue]

HAEEMARERNIEERE: Rlshare/install/Schrodinger (Z%H
=) Al

1) SCHRODINGER directory
Select the directory where you want to install this software.
This directory will hold a script to launch each installed product,
a subdirectory for each release of each product, and decumentation.
To run the software, you must set the SCHRODINGER variable to this

directory.

y to 1nstall the software for each major release 1in

CHRODINGER directory. If you are installing additional
products for a release, or upgrading a product to a new version with
the same major wversion number, you can install inte the same
SCHRODINGER as the existing software from that release, but software
from different major releases should never be mixed.

Current SCHRODINGER directory: /fsharefinstall/schrodinger26l7-4

SCHRODINGER directory: (/share/install/schrodinger2017-4) |/share/install/Schrodinger]




1ﬁ§iA:ZEéE§ ()/):

Your installation cholces were:

SCHRODINGER directory: /
SCHRODINGER THIRDPARTY directory:
Scratch directory: /

product version S s compatible action

INSTALL

yes INSTALL
bioluminate 2.9 ] 36_6: NEW yes INSTALL
dacg 2. ' 6 NEW yes INSTALL
hmme:rp famdb <databases NEW yes INSTALL
blastwebdb <database> NEW yes INSTALL
alldocs : NEW yes INSTALL
canvas NEW 5 INSTALL
desmond NEW 5 INSTALL
mepro NEW yes INSTALL
psp NEW yes INSTALL
blast ' 36_64  NEW yes INSTALL
hmme rpfam ' : NEW yes INSTALL
mpact s Lnu> 4 NEW yes INSTALL
jaguar g ' 6B NEW yes INSTALL
macromodel ' : NEW yes INSTALL
maestro NEW yes INSTALL
qikprop NEW yes INSTALL
combiglide NEW yes INSTALL
phase NEW yes INSTALL
epik NEW yes INSTALL
knime NEW ;ea INSTALL
mmshare NEW yes TNSTALL

[0 [ =S I W =9

Fod (A =] o o OO0

o et
e e s DN s D e

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

Are these choices correct? [y/nl () |}




TR %

*) 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 wvia $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 alsc launch 1t from this screen.

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

##¢%% Schrodinger software installation is complete. *#

[root@hpc2 Schrodinger Suites_2017-4 Linux-x26 641z ||

FRBRRERE, E®SITHRHA vi ~/.bashrc
SANRERNRERRE (k&L H/share/install/Schrodinger) % license &
W, B TE={THN bashrc X, REHERH.

PATH=/share/install/Schrodinger:/share/install/Schrodinger/utilities:
M FILE= @compbio.shanghaitech.edu.cn

=/share/installs/Schrodinger

R%TTHL -





