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Mobile small drug molecule
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Issues with GA:

1) Premature conver gence

2) Too long for con vergence
How many runs?
How many energ y

evaluations?
3) Choice of parame ters

Some recommendat I1ons:
Cross—over rate:

80—-95%
Mutation rate:
0.5-1%
Population size:
100-200
(de pends on
pr oblem)
Mark Obitko http://cs.felk.cvut .cz/~xobitko/ga/
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T provides GUI interface for setting up and using

toDock

e P

eople/sanner

PDB -> Add essential H —> Fix charges Kollman
United charges —> save as Mol2 file

Il'www.scripps.edu/pub/olson-web/p

Receptor:

PDB -> check for atom types —> add all H —>
fix charges —> save as mol2 file
2) type adt at the system prompt
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3) Options to submit jobs in other SGIs

Autonf (docking parameter file)
3) Select Docking algorithm
4) Set docking run parameters

1) Read the macromolecule
5) write or edit DPF file

2) Read the ligand
4) Cancel the jobs

1) Start AutoGrid
2) Start AutoDock

Start
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Streptavidin/Biotin complex (1stp)
P.C. Weber, D.H. Ohlendorf, J.J. Mendolowski, and F.R Salemme (1992)
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Bound Conformation Violet
Lowest Energy Confo rmation Red

S.Ravichandran, Ph.D., ABCC, NCl-Frederick, MD; sravi@ncifcrf.gov



O >
QP S
S
s
L. o = S
o © S o 2 = =
Dns = k .
SST 53 N S

-] Q
nss < ? d X
d S =) 194 N
c6¥c ¢cO 3 O
> =
Sg® S22 'S £ g
o c° = b
<X A i
Q S 9
S = 2T 0B .
Q@ > a w:\ O
ECwn Do - - Q
.| =3 D < = 3) @
3 222 2&0 v & &A <
o == £SE5=5 ~ J :
- O O n S Q o (a)
®) A.mu n_rb.:ms —J 3 .m“ P,
0w SEQS £6 0 < 2 O
cE8 =8¢ S 8§ :
C c O ©C S oo N C
E O0g5 239 r A £
H Oocc <os ._._H = [
o W >

g e
. @ W

o

“‘x
S



