
0.9 1.2 1.5 1.8 2.1 2.4

R(Li-H) / Å
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H2O Potential Energy Surface

−75.00

−74.75

−74.50

−74.25

UCCSD
HiUCCSD
SymUCCSD
Hartree-Fock
FCI

0.75 1.00 1.25 1.50 1.75 2.00

R(N-H) / Å
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NH3 Error

10−5

10−4

10−3

10−2

10−1

100

UCCSD
HiUCCSD
SymUCCSD
Hartree-Fock

0.9 1.2 1.5 1.8 2.1 2.4

R(Li-H) /Å
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