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END: Docking



3. TDDEFITHERE

3.1. BEEDYY Ly
WA THAT-RX BT Vw7 35E, VU — e B a—|lE8FEND0FRMEMEICNED LD, |
Nty hSLET, IERLTET, MEIZGFNERINBRL RoT2BICERT % &R T,

@ myPresto Porta N 2 X
File Select Display Color Option Expeg ole ening Preparation Window Undo Help
popERORAHERERERE
o P-u1 = Comi W O *u Delete Molecule 1 Console ™ Dockin.. | ™ MD Ana..| ™ QSPR In.
= BEDEE
g2 o 73

Other Ligand Lig2

B3 tnsert from e

3 Add Remote Compound

B Add Fragment

SUM_ATOM NUM: 104, MOL CHARGE: 0
program is done normally.

X 49 HBFEEEICNES L 5 ICFR

31 /32



3.2.

V) — - B a—THFZ2ER LI=%IZ, "Center” GREECH S T=E) DR L 27 Vw7358, 2D

FERFOEVA—IDT

Gy Z Wi P RICHER L TFRRTE £,

@ myPresto Porta - o X

File Select Display Color O

X
~
<

Simple Screening Preparation Window Undo Help

AREEOEEN

oel nd View 7 *untitied : 2 Delete Molecule 1 Console 2 | Dockin... | MD Ana..| 1 QSPR In
Bt 2 o e
Diig2 GLN 355 ) ~
Other Ligand Lig2
B3 tnsert from Fite OND CANDIDATES
K Add Remote Compound
n Add Fragment
and Info

image name  SA

50 BIRGFDIER (BFDOBIRE Center RFZ D7V v 7)

File Select Display Color Option Expert Simple S

CONPRIREHAREREEN

PI-L1 Command View

T BEDEE

ng Preparation Window Undo Help

Console Dockin. MD Ana...| [ QSPR In.

Diig2
Other  Ligand Lig2
m Copy
B3 tnsert from Fite ON> SSBOND CANDIDATES
3 Add Remote Compound
B Add Fragment
B Detete Molecule
[E] Add Hycrogens TIo> LINEAR 70
E Delete Hydrogens a(
B rertical charge
Ligand Info
m;; e Sk [8) crean Geometry S L;:E:»wb
Delete
LNT(:*‘ g2 322 v AT EATOATAT AR A A

-

v Console Warning Console

Delta G

51 BIRSTOILK (FEKR#EOHEHE)

32 /32




