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Table 1 Exponents, taken from "relativistic" Dyall's basis set dyall.av3z,1,2 and contraction coefficients of the av3z-J basis set for tellurium 

Type Exponent Contraction coefficients in the n’th contracted basis functions 

  1. 2. 3. 4. 5. 6. 7. 8. 9. 10. 11. 12. 13. 14. 15. 16. 17. 18. 19. 

s 74767224. 1.1536118e-06 -3.741117e-07 -1.659777e-07 7.39473e-08                
 19406660. 3.7369235e-06 -1.2119620e-06 -5.376812e-07 2.394412e-07                

 6355444.1 1.46887743e-05 -4.7635619e-06 -2.1134423e-06 9.418259e-07                

 2278178.6 4.76720390e-05 -1.54632462e-05 -6.8602463e-06 3.0545771e-06                
 876531.84 1.49547428e-04 -4.85123088e-05 -2.15245181e-05 9.5934530e-06                

 354056.21 4.39873590e-04 -1.42790047e-04 -6.33548946e-05 2.82070238e-05                

 149337.52 1.23355041e-03 -4.00853045e-04 -1.77900453e-04 7.93018782e-05                
 65377.342 3.29800810e-03 -1.07482017e-03 -4.77151512e-04 2.12441493e-04                

 29615.454 8.40944305e-03 -2.75607851e-03 -1.22464480e-03 5.46103503e-04                

 13838.547 2.03891858e-02 -6.76489860e-03 -3.01076846e-03 1.34100439e-03                
 6652.2448 4.65128918e-02 -1.58084855e-02 -7.06082892e-03 3.15252191e-03                

 3281.0691 9.77139691e-02 -3.48297570e-02 -1.56603422e-02 6.98847425e-03                

 1656.4941 1.81100394e-01 -7.05777311e-02 -3.21534515e-02 1.44197244e-02                

 854.16447 2.74223923e-01 -1.25877407e-01 -5.87611576e-02 2.64144272e-02                

 448.63850     1.0               

 238.59571      1.0              
 125.28468       1.0             

 68.330445        1.0            

 37.432590         1.0           
 20.266012          1.0          

 11.367871           1.0         

 6.3732170            1.0        
 3.4636180             1.0       

 1.8270090              1.0      

 0.94966757               1.0     
 0.37342108                1.0    

 0.17443221                 1.0   

 0.07698523                  1.0  

 0.03010762                   1.0 

p 6850831.5 2.00944000e-08 -9.29840000e-09 -4.04170000e-09                 

 1054250.3 4.11463200e-07 -1.90160600e-07 -8.12947000e-08                 

 225968.94 5.21904110e-06 -2.41432830e-06 -1.04369380e-06                 

 59104.234 4.78811846e-05 -2.21454166e-05 -9.50340050e-06                 

 18064.460 3.35415104e-04 -1.55372098e-04 -6.70440063e-05                 

 6305.0550 1.84607025e-03 -8.57464137e-04 -3.68692678e-04                 

 2458.9405 8.21267152e-03 -3.84312890e-03 -1.66066946e-03                 

 1046.7583 3.00258265e-02 -1.42659798e-02 -6.16287883e-03                 

 476.88835 8.95867128e-02 -4.39204650e-02 -1.91546835e-02                 

 228.81751 2.07658284e-01 -1.06976140e-01 -4.69455281e-02                 

 113.99937 3.41656340e-01 -1.88330552e-01 -8.43913268e-02                 

 58.404214    1.0                

 30.211473     1.0               

 15.558086      1.0              

 8.1478284       1.0             

 4.1273666        1.0            

 2.0561403         1.0           

 0.99257545          1.0          

 0.38630411           1.0         

 0.15985087            1.0        

 0.06260356             1.0       

 0.02319408              1.0      

d 7728.4169 2.28079111e-05                   

 2055.9577 3.03568278e-04                   

 748.46426 2.19311947e-03                   

 319.17637 1.10418235e-02                   

 149.80706 4.08034644e-02                   

 74.654899 1.13482686e-01                   

 38.789575 2.32137160e-01                   

 20.569319 3.35913462e-01                   

 11.079021 3.13961853e-01                   
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 5.9722776  1.0                  

 3.1602785   1.0                 

 1.6294969    1.0                

 0.81785307     1.0               

 0.38849309      1.0              

 0.15854467       1.0             

 0.06274744        1.0            

f 0.14440990 1.0                   

 0.34378542  1.0                  
 

a Footnote text. 
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