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Table 1 Optimized exponent (o, and o) values in the [1s] and [1s1p] GTFs for the proton and
deuteron of various H- and D-compounds using the 6-31G(d,p) electronic basis function.

H-Compounds BH; CH,4 NH; H,0 HF Olave
HF [1s] Ol 24.2590 24.6317 24.5875 24.1503 23.2838 24.1825
[1s1p] os 24.2726 24.6270 24,5923 24.1378 23.2906  24.1841

o, 23.0000 23.5040 23.5015 22.9924 23.0078  23.2011

MP2 [1s] os  24.3872 24.5263 24.3331 23.8004 22.9689  24.0032
[1s1p] os 21.0827 21.2506 21.0339 20.2756 19.3130  20.5912

o, 22.1053 22.1196 21.8066 21.4476 20.8439 21.6646

D-Compounds BDs CDy ND; D,O DF Qlave
HF [1s] os 35.7108 36.2355 36.2366 35.5549 34.3693  35.6214
[1s1p] os  35.6995 36.2244 36.2071 35.5565 34.3518  35.6079

o,  33.9997 33.9638 34.4786 33.9938 34.0089  34.0890

MP2 [1s] os  35.8979 36.0954 35.8342 35.0317 33.9014  35.3521
[1s1p] os 31.0578 31.2537 30.8827 29.7102 28.2628  30.2334

o, 32.0254 32.1358 31.9922 31.6356 30.6957  31.6969
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