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4.2. [File] - [Open Project]

i £Z [File] - [Save As] TRfFL7z7mrY =7 |
EQ S
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MOMERTEET,
270% [Fuevzes VD BEERS EfTa~r FAal 2R LET,

Wi MolDesk

File Select Display Colo

[ P2-L1-w 22 = O [ [ proj001: 5 Global Minimize &2
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51. IORBE

3D Wi =T, s FORER, BEZ~ U A TEETEET,

Bi{E ~ U R EE
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Y #h (T mE) [EdS
Z s (BATE 7)) (Bl Shift + £ K7 v 27 (FEg75m)
Xl (ZEh) HiicBE)
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Shift + £ K7 v 7

7 B4 Az FEAAN
B GTE) HRICEE Bk S

% MAC OEEE. 27 V7 =27 0v 7
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52. BF - FxA - FBE - [FFDER

DF e F A FREE R OBRIZ~ U XA TITWET A, 3D i & Y U —&KoRE 1 T
TEDRSZR Y £,

#BiE 3D i V) —RNEH

HEHGEIR Ctrl + 7V w7/ Ctrl + 7V w7/
LR TR GE TN — Shift + 7V v

(5 EASESIN ETNT ) BIALE Y v
F = A IR NUTNT Y s FxAfB%7 ) 07
57 IR — NrHEIY I

] P2-L1-W 52 = B || command\
v Chan:A p

2 | BT F A R JE TN E LT

4 SER

5 PR( Show Atom
6L\ Hide Atom TR - ERREUIVIER D Z LB FRETT,
TVAL ghow Al v
&VAI
9ILE Receptor On . wr
05 Receptor Off \\/ U ‘—ﬁm:@ﬁf‘j@%[@?ﬂ L/\ Ey U P4 7 73)) %
1AL
"Zﬂi Export PDB [ShowAtom] F721% [Hide Atom] ZZIR L £,
13G Export mmCIF
Export Single PDB [Show All] TIHFREZMEL T, T _XTE2ERLET,

G'I-'\' Export Single mmCIF

17 AS Export Single Mol2

18 LE Export Single Tpl

12 ASP IEI Add

31 El
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5.3. REETILOEIR

m MolDesk Basic

File Select Display Color Option Expert Simple

= P1-L1-W
v Ch

VWOV W W WY W VWY W VWY WY WY W W

]

Line

Stick

Ball and Stick
Space Filling
Backbone >
Tube ¥
Ribbon >
Cartoon >

H Bond ¥
S5 Bond 3
Label ¥

Surface (EDTSurf) »
Surface (eF-site)
Hide All Surface

Show All
Hide Mot Selected
Hide Selected

Hide all H atoms

Show all H atoms

Save Image

Screening

r  Ligand Lig2

Copy

Insert from File

Add Remote Compx

Add Fragment

Delete Molecule

Add Hydrogens

Delete Hydrogens

Cap with ACEand P

[ Ligand Info I

o

Create 5-5 Bond

GF e T Ay FRIE - R AR L
[Display] A =2 —TCTET /N EZEIRT D &,
#/RET L% Line <° Stick AW Tx £,

AT a OERIILLTOm®mY T,

[Only] ZOFRRETNIZTTIDERLET,

[On] DOFIRET M ZDFRRET L%
HhHEEZLET,

[Off] COFRETFTNEMLET,

F D DOFHETRET AT DOWTIE MolDesk DLLTFDOH A 2SR LT 7EE 0,

https://www.moldesk.com/moldesk-basic-commands/#Display

54. BOFITA

A T Ay R OAEEX DI ENTEET,

m MolDesk Basic

File Select Display Color Option Expert Simple Screening  Preparation V

AT A BREE RS ARIR L

n I Atoms > Cpk
% Bonds » Structure [CO]OI'] 7< X ‘—Té %%*f\'j‘ 5 k é
gPriw R Backbone > Chain
= kil S N
v B prot ) Tube Ribben Cartoon » Residue A kb D i‘a—o
M Cha:nr\::;: H Bond » Charge
: — S5 Bond » B-Factor .
y 6 GLY All Surface 3 Shapely i f:\ [COIOI‘] - [All Surface] \’C“\ ‘a—’\
Y e —— o 2 TOLTEEOBBIIE & R
Any
Insert fr
9 ILE —_— R S - N
S — BADIENTEET,

[Color] A = =2 —DFIEB OFEMIC OV TIE. MolDesk DLLTFDH A FEBH L TL ZE0,

https://www.moldesk.com/moldesk-basic-commands/#Color
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6. GROMACS T®D MD §t&

6.1. [Preference] - [Molecular dynamics] ME%E

6.1.1. [GROMACS] %:ZiR L1154

[Helpl — [Preference]l —[Molecular dynamics] & T,
[Molecular Dynamic Program :] T [GROMACS] #&iRL=BE

MolDesk Basic %A > A b—/L L7=#5 D GROMACS (2 & % = % /L —fi/ ]MEFHF &
MD #HHEAZEITLET,

| 1. Molecular dynamics

1. Molecular dynamics | Molecular Dynamics Program :

2. Screening © no MPI (cosgene)
3. Docking
4. H bond
5. 3D view

6. Molecule Steps to be automatically devided 1000000

GROMACS directory C:¥Program Files¥myPrestoPortal¥gromacs¥wined¥gromacs-2021.7 Browse...

7. Internet

8. Other Use chiral server :
ANSI Support OYes O No

Chiral Server User ID

Chiral Server APl Key

Restore Defaults Apply

Apply and Close Cancel

Windows 10 3 X" Windows 11 TiZ T8 GROMACS OE(T7a /I LA FEEL THDH
DTZORTEITIVLEDH Y £ A,

Linux, MAC Ti%, =—¥» GROMACS #A > A h—V LT, f > A=/ LTz
GROAMCS @ [GROMACS directory] DFEENMLETY, A A b—/VHIEIZLLT T
LTET,

https://www.moldesk.com/faq/faq16/

[GROMACS directory] 1%, share & bin M{FET 5 directory Z 7% E L TL 72& 0,

¢ HioN— 3 o Cld, GROMACS @FEFTIX. bin/gmx T, WA OFEE/L L TITWET,
AV AM=LT 4 L7 MUIZ, bin/gmx BFEELRWVRFIFEITTEEHA,
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OpenMP <2 thread MPT ®FF%ciL. GROMACS @ H BN FIE A S E T ARERE 167 L
TFET, FPLIFEAH L TEH A,

6.1.2. [Use chiral server=Yes] #:&iRL1-H4&

[Helpl — [Preference]l —[Molecular dynamics] & T,
[Use chiral server :] T Yes ZBIR L7=H4E

1. Molecular dynamics
1. Molecular dynamics | Molecular Dynamics Program :
2. Screening O no MPI (cosgene) © GROMACS
3. Docking
4. H bond . . .
53D view GROMACS directory C:¥Program Files¥myPrestoPortal¥gromacs¥wined¥gromacs-2021.7 Browse...
6. Molecule Steps to be automatically devided 1000000
7. Internet
8. Other rUse chiral server: )
ANSI Support OYes ©No

Chiral Server User ID

Chiral Server APl Key

Restore Defaults Apply

Apply and Close Cancel

Chiral #2342 8t4 %5 27 7 U K9 —,30 GROMACS (2 & 5 =3 /L¥ —Hi/MEEH R & MD &
BaeFATLET, ik, =—¥ & Chiral #h& ORKALEETT,

Chiral #:2>5 %17 L T%H & o 7= [Chiral Server User ID] [Chiral Server API Keyl % A7
LET,
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