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7 Gaussian v GAMESS+—T— FHE | NODES(Firefly) ¥tenp.dat.bat
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NWChem v F—J— A BEYSTES o Ytenp. dat . bat
FETATP] (1)GAMESS.13-64.PGLLINUX.BLAS EiT ¥hZo.zro.bat
PIO NCPUS $5CF D] . — ¥etohag. gro.bat
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COIRRET. [ T7AMIL>BZHIZ{TITTREFING, mol2FE R THRET 5,
REFELT=mol2T074 )%, IMD> 81BN/ ILZ{ER 1D Add .mol2
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I7AIF) EEE) FER(NV) HEBOMP) QM MD B&(S) W—IL(T) Fa-—kUFILW) ~LTH)
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Baond 10 U [ 2+
M1 EF PRECISE GNORM=0.05 NOINTER GRAPHF MMOK
ML
MOTE: Spin multiplicity is assumed to be 1.
1C 0 10 ] T 0 0 1
20 1.61795 1 0 10 1T 1 0 1
3H 111456 1 110.9133 1 0 T 1 2 1
oK 4H 1.11487 1 110.8997 1 11994341 1 2 3
5H 1.11458 1 1108668 1 -119.9261 1 2 3
6 H 1.116861 1 114.1623 1 -67.82111 2 1 3
— 7H 1.116B6 1 114.0833 1 67.7571 1 2 1 3
V 80 1.41103 1 1101871 1 179.945 1 2 1 3
3 H 0.98522 1 108.2531 1 17993761 8 2 1
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