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Sample Runtype | Basis Thr. | Total(s) | IIE#=E(60)(%) | W5I{E(60)(%)
T X~ 4 | Energy 6-31G* 60 35.0 100.0 100.0
120 24.4 143.4 71.7
240 21.9 159.8 40.0
cc-pVDZ | 60 63.8 100.0 100.0
120 44 .4 143.7 71.8
240 38.4 166.1 41.5
Gradient | 6-31G* 60 57.9 100.0 100.0
120 39.8 145.5 72.7
240 34.7 166.9 41.7
cc-pVDZ | 60 109.7 100.0 100.0
120 75.5 145.3 72.6
240 63.5 172.8 43.2
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Sample Basis Thr. Total(s) NRiE=E(:60)(%) A H11E(:60)(%)
S-TH~vH v | 6-31G* 60 1809.2 100.0 100.0
120 1208.4 149.7 74.9
240 977.0 185.2 46.3
cc-pVDZ | 60 3452.4 100.0 100.0
120 2314.0 149.2 74.6
240 1875.9 184.0 46.0
C60 6-31G* 60 3487.5 100.0 100.0
120 2375.5 146.8 73.4
240 2024.3 172.3 43.1
cc-pVDZ | 60 5209.1 100.0 100.0
120 3522.3 147.9 73.9
240 2995.6 173.9 43.5
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Sample Basis Thr. Total(s) HniE=£(:60)(%) W H11E(:60)(%)
AT(ST) 6-31G* 60 200.1 100.0 100.0
120 138.0 145.0 72.5
240 116.4 171.9 43.0
cc-pVDZ | 60 307.2 100.0 100.0
120 211.4 145.3 72.7
240 175.6 174.9 43.7
AT(HB) 6-31G* 60 141.7 100.0 100.0
120 97.4 145.5 72.7
240 83.5 169.7 42.4
cc-pVDZ | 60 211.3 100.0 100.0
120 145.2 145.5 72.8
240 122.5 172.5 43.1
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