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Molecules Target Method,Basis Set G = EE + Gceorr.(Ha)
L opt freq b3lyp/6-311g -78.562778
T2 OO opt freq b3lyp/6-311g -155.936763(lower)
T2 OO opt freq b3lyp/6-311g -155.930866
i Y CGERR O opt freq b3lyp/6-311g -234.524344(lower)
+ /NG5 opt freq b3lyp/6-311g -234.518247
TR
HES-1 opt=modredundant freq b3lyp/6-311g -234.437396
HES-2 opt=(calcfc,ts) freq b3lyp/6-311g -234.436728(higher)
I PEAS-2 B IRC 70 #fr irc=(calcall,maxpoints=30) b3lyp/6-311g
LT K — R I opt freq b3lyp/6-311g -379.229608
T2 AOEE, Bhid) opt freq b3lyp/6-311g -155.936763(lower)
T2 o= (EE, Bid) opt freq b3lyp/6-311g -155.930866
N1 s R I P CERE RO opt freq b3lyp/6-311g -535.187724
+ Y O opt freq b3lyp/6-311g -535.187949(lower)
TR R
A1 opt=modredundant freq b3lyp/6-311g -535.114705
HES-2 opt=(calcfc,ts) freq b3lyp/6-311g -535.114474(higher)
HEZS-2 [ IRC 40 #7 irc=(calcall,maxpoints=100) b3lyp/6-311g
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BT 5% % PPT MM 6-31G HELE, MBI TARMER. EilEE
BN EARE R, AT LUEE Fanig g — L R F i L Rk oo — P XTFR
HI¥IE, LUSEIFEXFRAVEE R

HEESENZE + T ZHEIMA R B A TS BIME—ESIA —545.36(cm ™) , It
TIHZBRET + T ISR R R AY TS BIME—ESRA —474.77(em™).
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