
ICE P! EE 
3-216** 8,518859 -1,8U258 -1,128891E-83 
6-316** 8,513583 -1,911729 -2, 847245E-83 

6-31++G** 8,496885 -9, 996685 -3,146481E-83 

~ 
6-3116** 8,498341 -9,997828 -2,668522E-83 

..J 6-311++6** 9,496411 -9,995823 -2,845863E-83 g cc-pvdz 9,495784 -9,994975 -1,986446E-93 
cc-pvtz 9,498334 -8,997822 -2,669813E-83 
cc-pvqz 9,497928 -9,997511 -2,763643E-83 
cc-pv5Z 8,497471 -9,997878 -2,829651E-83 
3-21G** 9,528438 -1,816687 3,981995E-83 
6-31G** 8,515938 -1,914151 2,766381E-83 

6-31++6** 8,498696 -8,996949 1,837698E-83 

; 6-311G** 8,499566 -8,998888 1,686867E-83 
6-311++6** 8,496952 -9,996849 1,374848E-93 

1111 cc-pvdz 9,495897 -8,9951611 2,868828E-83 
cc-pvtz 9,499559 -8,998881 1,686156E-83 
cc-pvqz 8,498939 -8,998242 1,522425E-83 
cc-pv5z 8,498232 -8,997519 1,398558E-83 
3-21G** 8,518341 -1,814531 1,883799E-83 
6-31G** 8,513585 -1,8U8U 7, 944844E-84 

6-31++6** 8,496559 -8,994835 -9,186118E-84 

li! 6-3116** 8,496898 -8,9962511 -2,574775E-84 
Q, 6-311++6** 8,494868 -8,9932411 -8,233198E-84 
1 cc-pvdz 8,493871 -8,993133 6,348172E-84 

cc-pvtz 8,496898 -8,996251 -2,582264E-84 
cc-pvqz 8,495958 -8,995353 -4,597412E-84 
cc-pv5z 8,495883 -8,9944~ -5,996253E-84 
3-21G* 8,495312 -8,991271 5,898999E-83 
6-31G** 8,488417 -8,986384 4,838858E-83 

6-31++6** 8,478~1 -8,968651 2,435763E-83 

i 
6-311G** 8,471122 -8,978198 2,954973E-83 

6-311++G** 8,468872 -8,967845 2,732614E-83 
cc-pvdz 8,478415 -8,969232 3,536818E-83 
cc-pvtz 8,471115 -8,978183 2,954313E-83 

* 
cc-pvqz 8,478483 -8,989554 2,845127E-83 
cc-pvsz 8,469814 -8,988972 2,767331E-83 
3-216** 8,488185 -8,983843 4,511856E-82 
6-316** 8,488882 -0,977713 4,368388E-82 

6-31++6** 8,457923 -8,955329 4,191163E-82 
6-311G** 8,459842 -8,958315 4,179369E-82 

; 6-311++6** 8,456348 -8,954561 4,138258E-82 
cc-pvd2 8,459718 -0,958117 4,272928E-82 
cc-pvt2 8,459833 -8,958306 4,179262E-82 

~ 
cc-pvq2 0,458559 -0, 957853 4,157372E-82 
cc-pv52 0,457526 -0,955972 4,148190E-02 

EE;: H 8-4b1ts HeAo - 64bltl 
3-210 .. G, 514474 ·1,919673 5, 551115E•17 O,OOOOOOE-+-00 0,000000E-+-00 
6-31G** 8,589867 -1,998199 9,99ff89E+99 0,000000E-+-00 O,OOOOOOE-+-00 

6-31++G** 9,499868 -9, 998681 9,888899€+99 0,000000E-+-00 O,OOOOOOE-+-00 
6·311G** 8,499791 -8,999681 0,eeeeeee+ee 0,000000E-+-00 O,OOOOOOE-+00 

li, 6-311++G** 8,499363 ·8,999181 e,eeeeeee+ee 0,000000E-+00 4,440892E·16 :ic 

cc-pvdz 8,499298 -8,998586 -5,55U15E•17 O,OOOOOOE-+00 O,OOOOOOE+oo 
cc-pvtz 8,499787 -8,999597 -5,55U15E-17 O,OOOOOOE-+00 0,000000E+oo 
cc-pvqz 0, 499945 -9,999898 8,988898E+99 0,000000E-+00 O ,OOOOOOE+oo 
cc-pvsz 8,499996 -8,999991 5,551115E•17 1,110223E-16 O,OOOOOOE+oo 
3·21G** 8,514474 -1,918873 1,118223E-16 
8·31G** 8,589867 -1,888198 8,888888E+e8 

8·31++G** 9,499868 -9,998681 -5,551115E-17 
6-311G** 8,499791 -9,999881 8, 8"8EH18E+ee 

N 
D, 8·311++G** 8,499363 ·9,999181 -5,561115E-17 a: 

cc-pvdz 8,499298 -9,998568 -5,551115E-17 
cc-pvtz 8,499787 -8,999597 -5,551115E-17 
cc-pvqz 9,499945 -8,999898 8,988888E+ee 
cc-pv5z 8,499996 -9,999991 8,888888E+ee 
3-21G** 9,529328 -1,916595 1,549892E-83 
6·31G** 9,515721 -1,913935 8,72899GE-84 

6-31++G** 8,499882 -9,998262 -5,175552E-84 
6-311G** 8,499782 - 9,999498 4,281188E-85 ~ 6-311++G** 9,498732 -9,998131 •4,379465E-84 

B cc-pvdz 9,496735 -9,998913 4,115138E-84 
cc-pvtz 8,499774 -9,999399 4,297574E-95 

* 
cc-pvqz 9,499975 -9,998732 -1,722882E-84 
CC•pVSz 9,498197 -9,997678 •4,327955E·84 
3·21G** 9,496823 -9,992818 3,194288E·82 
6-31G** 8,489875 -9,987878 3,888627E-92 

6-31++G** 9,471916 -9,969839 2,891657E-82 
6-311G** 9,471883 -9,979917 2,953185E-82 ; 6-311++0** 9,469131 -9,968823 2,921799E-82 

·1,:,; 

B3LYP 
BLYP 

. PBEPBE 
SVWN 
HFS 
HF 
MP2 

03LYP 

XALPHA 

cc-pvdz 9,471139 -9,969978 3,923835E-92 
cc-pvtz 9,471875 -9,979999 2,953825E-92 
cc-pvqz 8,479931 -9,979827 2,938196E-92 
cc-pvsz 9,4791116 -9,989247 2,928838E-92 

Becke's exchange functional + LYP. 
Becke's 1988 functional + LYP, 
The 1996 functional of Perdew, • Burke and Ernzerhof . 
Slater exchange and the VWN correlation functional. 
Slater (also referred to as Local Spin Density exchange) 
Hartree-Fock 
HF + followed by a M0ller-Plesset correlation energy 

correction (truncated at 2nd order) 
: Handy's OPTX modification of Becke's exchange functional + 
LYP 

: Xap4/ 3 with the empirical coefficient of 0.7 



{ "type": "Document", "isBackSide": false }

