Tickling the Monte Carlo tail
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Tail of H4(A)
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Tail of [Hz1(A)+Ha1(A)]/2
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Behavior of [H2.1(A)+Hs3.1(A)]/2
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Behavior of [H1.1(A)+H2.1(A)]/2

Standard TRE (one constraint)
M A| A
10° ~103 —0.42(55)
10% ~10%8 0.01(18)
10° ~10% 0.046(68)
10° ~10% —0.028(54)
10" ~10°° —0.019(20)
108 ~107 —0.0062(76)
Exact 0.0 0.0




Energy of electron gas
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Energy of electron gas

'S 0.0010 [ i
\ES/ L

C:tj

S 0.0005 F . N Rl
o

<

E

LTV-]) 0 1 1 1 6 1 1




Force in C2 molecule
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