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[Tporpamma GAMESS [9, 11, 12] (General
Atomic and Molecular Electron-ic
Structure System) npeanasHadeHa s
pPacueToOB aTOMHBIX M MOJIEKYJISIPHEIX CTPYKTYD.
Pa3zpaOoTunku mmporpaMmmel — rpynmna Mapka
I'opnona, YauuBepcuret mrara Anonsa, CLIA.

OcnoubM gocrounctsoMm GAMESS-PC
SIBJISICTCS BBICOKAsI CKOPOCTh PaOOTHI 110
CPaBHECHHUIO C JIPYTMMHM KBAHTOBOXMMHYECKUMU
IporpaMMaMu, YTO HEMAJIOBaKHO MpPHU
MCCIICOBAHUSIX CIOXKHBIX MOJICKYJISIPHBIX
CHUCTEM.




FAR Manager

SIpABIYOK 3amycKa IpOrpaMMBbl PacIionaraeTcs Ha
paboueM CTOJE WM Ha MaHEId HHCTPYMEHTOB
pabouero croja B BUAE CHHETO 3Ha4Ka. IIpu 3amycke
IIPOIPaMMBI OTKPBIBAETCS MMAHEIh MPUSTHOTO CHHETO
IIBETA, KOTOPas MPEACTABISIET COO0M ABYXOKOHHOE
OTKPBITOE MEHIO manku Far.

[IporpamMma J€rko yImpaBJIsIeTCS KaK MBIIIKOM, TaK U C
KJIaBHATYPbl U1 HEOOXOAMMa HaM I CO3/IaHUS
MCXOOHBIX (PAMIOB M 3ayCKa pac-4yera B IIpOorpaMme

GAMESS.
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e wOsadEMIaiiny ™
«BorisevichSS»
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ROT . 3.718 3.718 -23.837 12.472 12.472 92.421
UIB. 215.564 215.564 208.9213 28.102 28.102 22.310
TOTAL 223 .001 225 .480 144.611 53.046 61.360 271.237
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C > HUckartb 16—puyHb on [ 1 Toabko eabie caoBa
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1,0 STATISTICS:
DATA READ TOTAL = 34.518 MB. DATA WRITTEN TOTAL = 29.942 MB

197280 WORDS OF DYNAMIC MEMORY USED
EXECUTION OF GAMESS TERMINATED NORMALLY 13:29:33 LT 20-JAN-2012
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Busyanunsauna pacyerta

#5% | D:\STUDENTS\HTD-3\BorisevichSS\C2H60.gms - Chemcraft
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Ctpoum z-maTtpuuy: onpegensem
TopcuoHHbIn yron H6C302H4

y C
Ol 1 143
Cl 2 143 I 1200
H 3 1100 2 1100 |!
7 & EI0] 2 Hee |3
C, H &% 110 2 v 4
D

™

180.0
180.0
-120.0




UcxogHasa cTpyKTypa
anMeTunoBoro acpupa

y &
H, H Ol 1 143
H 1 2 I43 I 1200

H, 3 e Hl 8 110 2 110.0 I 180.0
Hg H 1 110 2 110.0 3 180.0
M 0, B o 110 2 1100 4 -120.0
H ( X7 H—3 110 2 1100 4 120.0
C/' H—1—1:10 2 110.0 5 1200
H: H—F—1.10 2 1100 5 -120.0




-J—'--_u-'-e‘-l_'-‘--'e'

OLLUMNOOK

Eﬁ! npocmotp C2H60.gms - Far '

ROT. 3.718 3.718 -23.837 12.472 12.472 92.421
UIB. 215 .447 215 .447 208 .660 28.169 28.169 22 .765
TOTAL 222 .884 225.363 144 .358 ©3.112 61.426 271.692

E H G CU CP S
KCAL/MOL KCAL/MOL KCAL/MOL CAL/MOL-K CAL/MOL-K CAL/MOL-K
ELEC. 0.000 0.000 0.000 0.000 0.000 0.000
TRANS . 0.889 1.481 -92.671 2.981 4.968 37.406
ROT. 0.889 0.889 =S =DE X 2.981 2.981 22.089
UIB. 21.4923 51.493 49 .871 6.733 6.733 5.441
TOTAL 53.270 53.863 34.502 12.694 14.681 64.9236
END OF NORMAL COORDINATE ANALYSIS

TIME: STEP 0.02 ., TOTAL 0.8 SECONDS < 0.0 MIN>
WALL CLOCK TIME: STEP 0.02 ., TOTAL 0.9 SECONDS < 0.0 MIND
CPU UTILIZATION: STEP 89.42xz,. TOTAL 23.01x%

I,0 STATISTICS:
DATA READ TOTAL = 23.152 MB. DATA WRITTEN TOTAL = 19.554 MB

197280 WORDS OF DYNAMIC MEMORY USED
EXECUTION OF GAMESS TERMINATED NORMALLY 11:50:02 LT 21-JAN-2012
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Pac4yeT npepBaH n3-3a OLLNOKU: HE
HaungeHa z-maTpuua
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THE POINT GROUP OF THE MOLECULE IS Ci
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EXECUTION OF GAMESS TERMINATED ABNORMALLY AT 12:32:21 LT 21-JAN-2012
0 WORDS OF DYNAMIC MEMORY USED

CPU TIME: STEP 0.05 ., TOTAL 0.1 SECONDS < 0.0 MIND
WALL CLOCK TIME: STEP 0.33 . TOTAL 0.3 SECONDS < 0.0 MIN>
CPU UTILIZATION: STEP 14.07x. TOTAL 23.46%

STOP IN ABRT




Pe3ynkTaT pacyeTta npu A

HernpaBUIIbHOU «NMPUBA3Ke» aToOMa
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CIMNMCOK UCTTOJIbSOBAHHDbIX
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