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Basis sets used in calculations 
 
 
For iodine 
 
 
6-311++G(3df,3pd) 
I 0 
S   5 1.00 
 0.4447500000D+06    0.0008900000D+00 
 0.6612700000D+05    0.0069400000D+00 
 0.1481500000D+05    0.0360900000D+00 
 0.4144900000D+04    0.1356800000D+00 
 0.1361200000D+04    0.3387800000D+00 
S   2 1.00 
 0.5084400000D+03    0.4365900000D+00 
 0.2095900000D+03    0.1837500000D+00 
S   1 1.00 
 0.8195900000D+02    0.1000000000D+01 
S   1 1.00 
 0.3680500000D+02    0.1000000000D+01 
S   1 1.00 
 0.1349500000D+02    0.1000000000D+01 
S   1 1.00 
 0.6885900000D+01    0.1000000000D+01 
S   1 1.00 
 0.2552000000D+01    0.1000000000D+01 
S   1 1.00 
 0.1208800000D+01    0.1000000000D+01 
S   1 1.00 
 0.2734000000D+00    0.1000000000D+01 
S   1 1.00 
 0.1009000000D+00    0.1000000000D+01 
P   4 1.00 
 0.2953600000D+04    0.0122100000D+00 
 0.7126100000D+03    0.0858700000D+00 
 0.2367100000D+03    0.2949300000D+00 
 0.9263100000D+02    0.4784900000D+00 
P   1 1.00 
 0.3973200000D+02    0.1000000000D+01 
P   1 1.00 
 0.1727300000D+02    0.1000000000D+01 
P   1 1.00 
 0.7957000000D+01    0.1000000000D+01 
P   1 1.00 
 0.3152900000D+01    0.1000000000D+01 
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P   1 1.00 
 0.1332800000D+01    0.1000000000D+01 
P   1 1.00 
 0.4947000000D+00    0.1000000000D+01 
P   1 1.00 
 0.2160000000D+00    0.1000000000D+01 
P   1 1.00 
 0.0829300000D+00    0.1000000000D+01 
D   3 1.00 
 0.2619500000D+03    0.0314400000D+00 
 0.7673400000D+02    0.1902800000D+00 
 0.2755100000D+02    0.4724700000D+00 
D   1 1.00 
 0.1060600000D+02    0.1000000000D+01 
D   1 1.00 
 0.3421700000D+01    0.1000000000D+01 
D   1 1.00 
 0.1137000000D+01    0.1000000000D+01 
SP   1 1.00 
 0.028600000D+00    0.1000000000D+01   0.1000000000D+01  
D   1 1.00 
 0.5320000000D+00    0.1000000000D+01 
D   1 1.00 
 0.2660000000D+00    0.1000000000D+01 
D   1 1.00 
 0.1330000000D+00    0.1000000000D+01 
F   1 1.00 
 0.3800000000D+00    0.1000000000D+01 
**** 
 
 
6-31G(d) 
I 0 
S   4 1.00 
  42297.957         0.0165457 
  6375.1354         0.1164656      
  1447.6218         0.4309597 
  390.94964         0.5667813  
S   3 1.00 
  582.20124        -0.1144000 
  67.838092         0.6457644 
  29.640666         0.4265016 
S   3 1.00 
  54.589064        -0.2773274 
  10.070202         0.8671635 
  4.5676679         0.2890370 
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S   3 1.00 
  8.8441340         0.3569170 
  2.0968138        -0.8254301 
  0.98611692       -0.3901444 
S   2 1.00 
  1.5207770         0.2698431 
  0.27302449       -0.7625119 
S   1 1.00 
  0.10795603        1.0000000 
P   4 1.00 
  1997.5692         0.0239358 
  470.17426         0.1641003 
  147.12001         0.4915455 
  51.632190         0.4795349 
P   3 1.00 
  158.66544        -0.0253934 
  21.085556         0.4791351 
  8.3903226         0.5879478 
P   3 1.00 
  3.5785818         0.4341764 
  1.6034530         0.5290721 
  0.70343694        0.1113815 
P   2 1.00 
  0.41515416       -0.3908686 
  0.17098833       -0.5190582 
P   1 1.00 
  0.06856211        1.0000000 
D   4 1.00 
  238.44881         0.0382347 
  69.545921         0.2205252 
  24.677895         0.5210939 
  9.0881485         0.4279063 
D   3 1.00 
  5.9337495         0.2777183 
  2.2186322         0.5733560 
  0.80937642        0.3207317 
D   1 1.00 
  0.266000          1.0000000 
**** 
 
 
Lanl2DZspdf + ECP  
I   0 
 S   2  1.00 
      0.724200000         -2.97310480     
      0.465300000          3.48276430     
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 S   1  1.00 
      0.133600000          1.00000000     
 S   1  1.00 
      0.056900000          1.00000000     
 P   2  1.00 
      1.29000000          -0.209237700     
      0.318000000          1.10353470     
 P   1  1.00 
      0.105300000          1.00000000     
 P   1  1.00 
      0.330000000E-01      1.00000000     
 D   1  1.00 
      0.292000000          1.00000000     
 F   1  1.00 
      0.441000000          1.00000000     
**** 
 
ECP for iodine 
 
I   0 
I-ECP    3   46 
f   potential        
 5 
0          1.07157020       -0.07476210 
1         44.19360280      -30.08112240 
2         12.93676090      -75.37227210 
2          3.19564120      -22.05637580 
2          0.85898060       -1.69795850 
s-f potential        
 5 
0        127.92026700        2.93800360 
1         78.62114650       41.24712670 
2         36.51462370      287.86800950 
2          9.90656810      114.37585060 
2          1.94200860       37.65477140 
p-f potential        
 5 
0         13.00353040        2.22226300 
1         76.03314040       39.40908310 
2         24.19616840      177.40750020 
2          6.40534330       77.98894620 
2          1.58517860       25.75476410 
d-f potential        
 5 
0         40.42781080        7.05243600 
1         28.90843750       33.30416350 
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2         15.62689360      186.94538750 
2          4.14428560       71.96883610 
2          0.93772350        9.36306570 
 
 
 
For Oxygen 
 
 
6-311++G(3df,3pd) 
O   0 
 S   6  1.00 
       8588.50000         0.189515000E-02 
       1297.23000         0.143859000E-01 
       299.296000         0.707320000E-01 
       87.3771000         0.240001000     
       25.6789000         0.594797000     
       3.74004000         0.280802000     
 SP  3  1.00 
       42.1175000         0.113889000         0.365114000E-01 
       9.62837000         0.920811000         0.237153000     
       2.85332000        -0.327447000E-02     0.819702000     
 SP  1  1.00 
      0.905661000          1.00000000          1.00000000     
 SP  1  1.00 
      0.255611000          1.00000000          1.00000000     
 D   1  1.00 
       5.16000000          1.00000000     
 D   1  1.00 
       1.29200000          1.00000000     
 D   1  1.00 
      0.322500000          1.00000000     
 F   1  1.00 
       1.40000000          1.00000000     
 SP  1  1.00 
      0.845000000E-01      1.00000000          1.00000000     
 **** 
 
 
6-31G(d) 
O   0 
 S   6  1.00 
       5484.67170         0.183110000E-02 
       825.234950         0.139501000E-01 
       188.046960         0.684451000E-01 
       52.9645000         0.232714300     
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       16.8975700         0.470193000     
       5.79963530         0.358520900     
 SP  3  1.00 
       15.5396160        -0.110777500         0.708743000E-01 
       3.59993360        -0.148026300         0.339752800     
       1.01376180          1.13076700         0.727158600     
 SP  1  1.00 
      0.270005800          1.00000000          1.00000000     
 D   1  1.00 
      0.800000000          1.00000000     
 **** 
 
 
Lanl2DZdp 
O   0 
 S   7  1.00 
       7817.00000         0.117600000E-02 
       1176.00000         0.896800000E-02 
       273.200000         0.428680000E-01 
       81.1700000         0.143930000     
       27.1800000         0.355630000     
       9.53200000         0.461248000     
       3.41400000         0.140206000     
 S   2  1.00 
       9.53200000        -0.154153000     
      0.939800000          1.05691400     
 S   1  1.00 
      0.284600000          1.00000000     
 P   4  1.00 
       35.1800000         0.195800000E-01 
       7.90400000         0.124200000     
       2.30500000         0.394714000     
      0.717100000         0.627376000     
 P   1  1.00 
      0.213700000          1.00000000     
 P   1  1.00 
      0.673000000E-01      1.00000000     
 D   1  1.00 
      0.961000000          1.00000000     
**** 
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For Hydrogen 
 
 
6-311++G(3df,3pd) 
H   0 
 S   3  1.00 
       33.8650000         0.254938000E-01 
       5.09479000         0.190373000     
       1.15879000         0.852161000     
 S   1  1.00 
      0.325840000          1.00000000     
 S   1  1.00 
      0.102741000          1.00000000     
 P   1  1.00 
       3.00000000          1.00000000     
 P   1  1.00 
      0.750000000          1.00000000     
 P   1  1.00 
      0.187500000          1.00000000     
 D   1  1.00 
       1.00000000          1.00000000     
 S   1  1.00 
      0.360000000E-01      1.00000000     
 **** 
 
 
6-311G 
H   0 
 S   3  1.00 
       33.8650000         0.254938000E-01 
       5.09479000         0.190373000     
       1.15879000         0.852161000     
 S   1  1.00 
      0.325840000          1.00000000     
 S   1  1.00 
      0.102741000          1.00000000     
 **** 
 
 
6-31G 
H   0 
 S   3  1.00 
      18.73113700         0.334946000E-01 
       2.82539370         0.234726950     
       0.64012170         0.813757330     
 S   1  1.00 
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      0.161277800          1.00000000     
 **** 
  


