Incorporating the GAMESS
Program Into the GAML
Software

By: Santiago Cortes, Thomas Spangler.
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Figure 3. Schematic of the GAML software workflow.
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GAML Explanation/Background
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Ranges REMARK LIGPARGEN GENERATED PDB FILE
ATOM €00 MOL a 1.000 1.000 0.000
ATOM 2 001 MOL 1 -0.421 1.000 0.000
ATOM 3 Co2 MoL 1 -0.942 1.000 1.322
ATOM 4 He3 MOL 1 1.344 1.001 -1.038
ATOM 5 Ho4 MOL 1 1.382  0.102 0.494
Poor Charges ATOM 6 HO5 MOL 1 1.382  1.897  0.497
Filtration ATOM 7 HeG MOL 1 -2.033  0.999 1.262
ATOM 8 HO7 MOL 1 -0.622 1.898 1.859
. .. AP S e e ATOM 9 Hes MOL 1 -0.619 0.103  1.860
. . . . i . . il END
$SYSTEM TIMLIM=525600 SEND
PARAMETERIZATION $CONTRL SCFTYP=RHF RUNTYP=OPTIMIZE COORD=PRINAXIS UNITS=ANGS $END
PHASE $PDC PTSEL=CHELPG CONSTR=CHARGE $END
" $ELPOT IEPOT=1 WHERE=PDC $END NET CHARGES:
- $BASIS GBASIS=N31 NGAUSS=6 NDFUNC=1 $END
New Charge . - DATA ATOM CHARGE ~ E.S.D
Sets — Dimethylether
> MAE B — c1 < 0.0518  0.6866
C 6.0 1.000 1.000 0.000 o -0.3892 0.0787
Parents 0 8.0 -0.421 1.000 0.000 c 0.0519  0.6866
\ C 6.0 -0.942 1.000 1.322 o QL QLR
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i i 3 H 1.0 1.382 1.897 0.497 B
Fitness Criteria Algorithm | Mutation | i B BEd e U H 0.0398  0.0492
\ Averaging / H 1.0 -0.622 1.898 1.859 H 0.0398  0.0492
; H 1.0 -0.619 0.103 1.860
Offsprings \ / SEND
# Single-Point Charge Range for Dimethylether:
. . . . - . . . . ATOM il 0.0 0.3518
. . ) vy ) : ATOM 2 —-0.6892 -0.0892
PARAMETERIZATION - ATOM 3 0.0 0.3519
COMPLETE Final Charge ATOM 4 0.0 0.3631
Set ATOM 5 0.0 0.3398
ATOM 6 0.0 0.3398
ATOM Y 0.0 0.3631
o . ATOM 8 0.0 0.3398
Figure 3. Schematic of the GAML software workflow. ATOM 9 o0 03398
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Outcomes
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GENERATED PDB FILE

$CONTRL SCFTYP=RHF RUNTYP=OPTIMIZE COORD=PRINAXIS UNITS=ANGS $END

$PDC PTSEL=CHELPG CONSTR=CHARGE $END

$ELPOT IEPOT=1 WHERE=PDC $END

$BASIS GBASIS=N31 NGAUSS=6 NDFUNC=1 $END

MoL 1 1.000 1.000 0.000

MoL i, -0.421 1.000 0.000

MoL 1 -0.942 1.000 1.322

MoL 1 1.344 1.001 -1.038

MOL i 1.382 0.102 0.494

MoL i 1.382 1.897 0.497

MOL il -2.033 0.999 1.262

MoL 1 -0.622 1.898 1.859

MoL 1 -0.619 0.103 1.860
NET CHARGES:
ATOM CHARGE E.S.D
C 0.0518 0.6866
(1] -0.3892 0.0787
C 0.0519 0.6866
H 0.0631 0.0501
H 0.0398 0.0492
H 0.0398 0.0492
H 0.0631 0.0501
H 0.0398 0.0492
H 0.0398 0.0492

# Single-Point Charge Range for Dimethylether:

$DATA

Dimethylether

Cc1

C 6.0 1.000 1.000 0.000

0 8.0 -0.421 1.000 0.000

C 6.0 -0.942 1.000 1.322

H 1.0 1.344 1.001 -1.038

H 1.0 1.382 0.102 0.494

H 1.0 1.382 1.897 0.497

H 1.0 -2.033 0.999 1.262

H 1.0 -0.622 1.898 1.859

H 1.0 -0.619 0.103 1.860

$END
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GAML Results
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Future work
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