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# 1 JLJERSHIC LANL2DZ(5D, 7F) % i - i i i Ak & JREh RS

Bond distance / A Optimized bond distance / A Total energy / hartree?  Imaginary frequency

1.983074, 1.982930,
1.89 -501.2775446 5
1.983353, 1.982930

1.982066, 1,982066,
1.94 -501.2775427 5
1.982065, 1.982066

1.982347, 1.982347,
1.96 -501.2775441 5
1.982347, 1.982347

1.982454, 1.982454,

1.97 -501.2775442 5
1.982454, 1.982454
1.94, 1.982194, 1.983488,
-501.2775444 5
1.97 1.982194, 1.983488
1.943072, 1.9940064,
2.00 -501.2903401 1

1.942978, 1.994076

1.943072, 1.9940064,
2.20 -501.2903401 1
1.942978, 1.994076

1.942989, 1.993966,
2.37 -501.2903409 1
1.943000, 1.994005

1.942855, 1.993961,
2.50 -501.2903406 1
1.942777, 1.994021

2] hartree = 4.3597842 x 10718 J = 627.5095 kcal mol’!
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F 2  JLERISIC LANL2DZ(6D, 7F) % v o it i fb & SIRBh A1 2R
Bond distance / A Optimized bond distance / A Total energy / hartree  Imaginary frequency

1.982634, 1.982634,
1.89 -501.278203 5
1.982634, 1.982634

1.982610, 1.982610,
1.94 -501.278265 5
1.982609, 1.982610

1.982887, 1.982887,
1.96 -501.2782637 5
1.982887, 1.982887

1.983004, 1.983004,

1.97 -501.2782637 5
1.983003, 1.983004
1.94, 1.982747, 1.984036,
-501.2782639 5
1.97 1.982747, 1.984036
1.983020, 1.983020,
2.00 -501.2782303 5

1.983019, 1.982550
1.982598, 1.982615,

2.20 -501.2782303 5
1.982578, 1.982550

2.37 — - -
1.943254, 1.993945,

2.50 -501.2909978 1
1.943294, 1.993983

“—7 FHRNIEFEISK T Lo T,

# 3 AR R[5 A Je I FRIEBISC LANL2DZ(SD, 7F) % R ot faift & IREhE1 R
Bond distance /A Optimized bond distance / A~ Total energy / hartree  Imaginary frequency

1.94462, 1.942304, 1.993555,
-501.290315 1
1.96691 1.942304, 1.993555
1.948447, 1.985140,
2.50 -501.2904108 1

1.948802, 1.986711

F 4RGSR R[5 A eI IR IEBISC LANL2DZ(6D, 7F) % Aot faift & IREhE R
Bond distance /A Optimized bond distance / A~ Total energy / hartree  Imaginary frequency

1.94462, 1.942762, 1.993364,
-501.2909725 1
1.96691 1.942762, 1.993364
1.966542, 1.966391,
2.50 -501.2911432 0

1.966355, 1.966351
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