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g-1

atom type size HF(au) corr(au) %
Ca DZP [6s5pld] -676.740302  -0.211762 99.4
TZP [8s6p3dlf] -676.740828  -0.270827 97.7
QZP [9sTpdd2f1g] -676.740986  -0.291981 97.0
Fe DZP  [6s4p3dlf] -1262.410585 -0.377258 91.8
TZP [8s6p4d2f1g] -1262.411661 -0.505567 91.7
QZP  [9sTpbd3f2glh] -1262.412124 -0.573956 95.8
Se  DZP [5sdp2d 12399.812012 -0.088734 94.7
TZP [6s5p3dlf] -2399.814570 -0.122052 98.8
QZP  [7s6pdd2f1g] -2399.814970 -0.130564 99.6
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0-2
atom type size (No-pGTF) HF (au) corr(au)
Sapporo DZP  [6s4p3d1f](16/13/9/2) 11262.410585  -0.377258
TZP  [8s6p4d2f1g)(18/13/10/3/2) 11262.411661  -0.505567
QZP  [9s7p5d3f2g1h)(18/13/9/3/2/1) 11262.412124  -0.573956
ANO  DZP |[6s4p2d1f](126/60/20/6) 11262.438880  -.280366
TZP  [8s6p4d2f1g])(168/90/40/12/4) 11262.443083  -.495690
QZP  [8s7p6d4f2g](168/105/60/24/8) 11262.443149  -.562484
cc TZP [9s8p6d3f3g|(117/78/24/3/3) -1262.442577  -.577237
QZP  [10s9p7d4f3g2h](150/105/43/4/3/2) -1262.443595 -.606167
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