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Table 6
Calculated logarithms of the FPFR values of H,, HF, HCI, HCN, H,0, H,S, NH;, HCHO and CHy at 50-200 K.

T(K) H, HF HCI HCN H,0 H.S NH; HCHO NH; CH,
50 8.7347 15.3984 11.7523 16.4353 17.0619 12.7941 18.1582 17.2473 18.1582 17.5010
60 7.2534 12.7781 9.7377 13.5654 14.1427 10.5829 15.0357 14.2579 15.0357 14.4772
70 6.1763 109063  8.2986 11.5155 12.0575 9.0035 12.8048 12.1226 12.8048 12.3169
80 5.3593 9.5024 7.2193 9.9780 104937 7.8190 11.1315 10.5211 11.1315 10.6966
90 4.7205 8.4104 6.3798 8.7824 9.2773 6.8976 9.8300 9.2755 9.8300 9.4363
100 4.2091 7.5368 5.7082 7.8260 8.3042 6.1606 8.7888 8.2791 8.7888 8.4281
110 3.7916 6.8220 5.1587 7.0438 7.5080 5.5575 7.9369 7.4638 7.9369 7.6033
120 3.4454 6.2263 47008 6.3923 6.8446 5.0550 7.2270 6.7844 7.2270 6.9159
130 3.1541 5.7223 43134 5.8414 6.2832 4.6298 6.6263 6.2095 6.6263 6.3343
140 2.9062 5.2902 39812 53698 5.8020 4.2654 6.1114 5.7168 6.1114 5.8358
150 2.6929 49158 3.6934 4.9617 5.3849 3.9495 5.6653 5.2897 5.6653 5.4038
160 2.5075 4.5881 34416 4.6053 5.0200 3.6732 5.2749 4.9161 5.2749 5.0258
170 2.3451 4.2990 32193 4.2914 4.6981 34293 4.9305 4.5865 4.9305 4.6923
180 2.2017 4.0421 3.0218 4.0131 4.4119 32126 4.6244 4.2935 4.6244 4.3958
190 2.0742 38121 28451 3.7648 4.1558 3.0188 4.3505 4.0315 4.3505 4.1307
200 1.9600 3.6052 2.6860 3.5419 3.9254 2.8444 4.1042 3.7957 4.1042 3.8921
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Table 4
Calculated DBOC values for some organic molecules at the CCSD/aug-cc-pCVTZ and MP2/cc-pVTZ level and corresponding correction
factor k for the FPFR values at 300 K.

Isotopologue pair DBOCp> {cm’lj knipa DBOCccsp (cm’t] kcesp
D/H —29.855 - —29.826 -
CH;D/CHy -28.514 0.9936 —28.704 0.9946
C,HsD/C,H, —29.254 0.9971 -29.414 0.9980
C,H;D/C,H, —29.047 0.9961 —29.422 0.9981
HC—CD/HC—CH —25.938 0.9814 —26.469 0.9840
DCHO/HCHO —33.683 1.0185 —33.837 1.0194
CH;0D/CH;OH —23.250 0.9688 —23.081 0.9682
CH,DOH/CH;OH -30.119 1.0013 —30.119 1.0013
HCOOD/HCOOH —20.803 0.9575 —20.958 0.9584
DCOOH/HCOOH —29.843 0.9999 —29.874 1.0002
CH;C=CD/CH;C=CH —26.181 0.9825 -

CH,DC—CH/CH;C—CH —28.051 0.9914 -

CH;CDO/CH;CHO —36.885 1.0343 -

CH,DCHO/CH;CHO —28.650 0.9942 -

CeHsD/CeHg —28.993 0.9959 .
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