Expansion coefficients of the PES’s. RJ<}, = 3.035778 bohr, RJ{{, = 2.045660 bohr, §7¢/ = 180
deg.

i J k Cijk i J k Cijk 1 J k C'ij

A’ surface

0 0 0 0.000000 1 0 0 0.000000 0 1 0 0.000000
2 0 0 0.23972¢ 1 1 0 -0.009736 0 2 0 0.183407
0 0 2 0.026190 2 1 0 -0.000126 1 2 0 0.001210
0 3 0 -0.185303 3 0 0 -0.222544 1 0 2 -0.010489
0 1 2 -0.007543 1 3 0 -0.001824 0 4 0 0.129448
3 1 0 0.000597 2 2 0 -0.002955 0 0 4 -0.001871
1 1 2 0.009421 2 0 2 -0.012486 0 2 2 -0.000782
4 0 0 0.126870 3 2 0 0.001745 2 3 0 0.002086
1 4 0 0.001407 0 5 0 -0.076746 5 0 0 -0.057673
1 0 4 0.003641 0 1 4 -0.000876 3 0 2 0.013728
4 1 0 0.000177 0 6 0 0.027051 0 0 6 -0.000176
4 0 2 -0.037240 6 0 0 0.016619 1 0 6 0.000364
5 0 2 0.050926 0 1 6 -0.001111 0 0 8 -0.000152
0 1 8 0.000156 0 0 10 0.000039

A" surface

0 0 0 0.000000 1 0 0 0.000000 0 1 0 0.000000
2 0 0 0.23972¢ 1 1 0 -0.009736 0 2 0 0.183407
0 0 2 0.027907 2 1 0 -0.000126 1 2 0 0.001210
0 3 0 -0.185303 3 0 0 -0.222544 1 0 2 -0.035634
0 1 2 -0.005380 1 3 0 -0.001824 0 4 0 0.129448
3 1 0 0.000597 2 2 0 -0.002955 0 0 4 0.000996
1 1 2 0.007676 2 0 2 0.007886 4 0 0 0.126870
2 3 0 0.002086 1 4 0 0.001407 0 5 0 -0.076746
5 0 0 -0.057673 1 0 4 0.003285 0 1 4 -0.002798
4 1 0 0.000177 3 2 0 0.001745 0 6 0 0.027051
0 0 6 0.000415 6 0 0 0.016619 0 0 8 -0.000248
0 0 10 0.000021

@ Modified value. The ab initio value is 0.235018
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000 0.0000000000 1
200 0.23972 1
002 0.0261899821 2
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