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Table 1. Sizes of the basis setson C, O, and Br atoms.

Sizes of the basis sets

Basis
C O Br

3-21G (6s3p)/[3s2p] (6s3p)/[3s2p] (12s9p3d)/[5s4p1d]
6-311G (11s5p)/[4s3p] (11s5p)/[4s3p] (15s13p5d)/[8s7p2d]
STO-3G (6s3p)/[2s1p] (6s3p)/[2s1p] (12s9p3d)/[4s3pld]
STO-6G (12s6p)/[2s1p] (12s,6p)/[2s1p] (24s18p6d)/[4s3p1d]
cc-pvDZ (9s4p1d)/[3s2pld] (9s4p1d)/[3s2pld] (14s11p6d)/[5s4p2d]
aug-cc-pvDZ (10s5p2d)/[4s3p2d] (10sbp2d)/[4s3p2d] (15s12p7d)/[6s5p3d]

Sapporo-TZP-2012  (10s6p3d2f)/[6s4p2dlf] (10s6p3d2f)/[6s4p2dlf]  (19s14p9d5f2g)/[8s7p5d3fig]

Table 2. CPU time of the ERI calculation on Re(CO)sBr complex.

CPU time[sec] (Ratio)

Basis of ligand

GAMESS  ACE-RR ACE-TRR GC-ACE-RR  GC-ACE-TRR
3-21G 5168 3242 (159) 2831 (1.83) 2203 (235 684 (7.55)
6-311G 6711 5123 (131) 4580 (147) 4290 (156) 1613 (4.16)
STO-3G 5509 2785 (1.98) 2337 (2.36) 1483 (3.71) 390 (14.12)
STO-6G 7519 4443 (1.69) 3719 (2.02) 2695 (279 773 (9.73)

cc-pyDZ 12071 9659 (1.25) 8131 (1.48) 679.3 (L78) 1845 (6.54)
aug-ccpvDZ 17714 19238 (0.92) 1679.8 (105) 18756 (0.94) 587.6 (3.01)
Sepporo-TZP-2012 37146 49937 (0.74) 35730 (1.04) 76140 (049) 2627.2 (L41)
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