—7.70

(a) . = UCCSD (b) . = UCCSD (c) : = UCCSD
- = = HiUCCSD ‘ = = HiUCCSD —54.0 1 - = HiUCCSD
. — - SymUCCSD —74.25 A — - SymUCCSD — - SymUCCSD
775 s Hartree-Fock Hartree-Fock Hartree-Fock
- wenes FCI wenns FCI . wenes FCI
< - —54.5 -
n —74.50 A
S~
>
& —7.80
=}
&3
—74.75 1 —55.0
—7.85 -
—75.00 - _555
T T T T T T T T T T T T T T T T T T
09 12 1.5 1.8 21 24 0.6 09 12 15 1.8 21 075 1.00 125 150 175 2.00
R(Li-H)/ A R(O-H)/ A R(N-H)/ A
LiH Potential Energy Surface H,O Potential Energy Surface NHj3 Potential Energy Surface
107! 5 10° 5 10° 5
I G O
1T eennnnns I""'-“-- ] I“““‘ ] ‘-."““ /-
1072 5 10" 4 107! 5 /‘ \
“"“ ““‘ ./‘\/ \
* ‘.\ / R .
L 1073 5 —— UCCSD 1072 { | == UCCSD 10724/ |— uccsb
< = = HiUCCSD 1|== HiUCCSD ] /' = =  HiUCCSD
g ===+ SymUCCSD {| ==+ SymUCCSD ] ===+ SymUCCSD
A 1044 Hartree-Fock 103 4 Hartree-Fock 1073 4 Hartree-Fock 7\
] ] E ’
1079 5 1074 5
1076 L4 T T T T T 1072 4 T T T T T 1073 T T T T T T
09 12 1.5 1.8 21 24 06 09 1.2 1.5 18 21 075 100 125 150 175 2.00
R(Li-H) /A R(O-H) /A R(N-H) /A
LiH Error H;O Error NHj3 Error
(g) 331 —— UCCSD (h)47.00 4 (1) —— UCCSD
— = HiUCCSD 300 9[- = HiUCCSD
3 —+  SymUCCSD 46.75 1 —+  SymUCCSD
s 46.50 250 ]
.S 314
IS 46.25 -
=
3
= 30 - 6.00 -
= 30 46. 200 - |
E //I
45.75 4 7
§ 29 |
45.50 A 150 - I
28 - S— .
45.25 UCCSD /
— = HiUCCSD e oA .
27 - 45.00 1 —= | SymUGCCSD 100 ¥ el
T T T T T T T T T T T T T T T T T T
09 12 1.5 1.8 2.1 2.4 06 09 1.2 1.5 1.8 2.1 075 100 125 150 175 2.00
R(Li-H) /A R(O-H) /A R(N-H) /A
LiH Number of Iterations

H,;O Number of Iterations

NH3; Number of Iterations



