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R —/8—7FF gk (end—on) R—/8—7FF Y g1k (side—on)
H(Cu-N)yyg= 1.982 1(Cu~N)zyg= 2.050
r(Cu-S) = 2.301 r(Cu-S) = 2.481
r(Cu-0) = 2.009

r(0-0) =1.339

1(Cu—O)yyq = 1.956
1(0-0) = 1.427

Y o (0.6(0.6)0.7(0.7))
(-0.7(1.2)-0.5(-0.4))

b RO/s—F+ V& F¥Vkk

H(CU-N) g = 1.985 H(Cu-N),yq= 1.983(1.984)
r(Cu-S) = 2.491 r(Cu—S) = 2.434(2.447)
r(Cu-0) = 1.863 r(Cu-0) = 1.781(1.767)
r(0-0) = 1.462

£(0-0O-H) = 101.9
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H(Cu-N)ayg=1.985 (1.980) |

1(Cu-S)=5.462 (2.566)

1(Cu-0)=1.800 (1.796) I

r(O-H)=1378 (1.328) |
CEE s r(C-H)=1.201 (1.243)
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Reactant complex

TS2
F(CU-N)ayg=2.002 (2.225)
1(Cu-S)=5.483 (2.440)
1(Cu-0)=1.837 (1.963)
1(C-0)=2.536 (1.690)

Reactant complex
1(Cu-N),g=1.985 (1.984)
1(Cu-8)=2.452 (2.450)
1(Cu-0)=1.787 (1.773)
1(0-H)=3.543 (3.133)
1(C-H)=1.097 (1.097)

Product complex

Int
H(CU-N)gug=1.986 (1.986) ¢
1(Cu-S)=5462 (2.462)
1(Cu-0)=1.824 (1.824)
1(C-0)=4.557 (4.567) _

Product complex
H(CU-N)ayg=1.955 (1.979)
1(Cu-S)=5 194 (2.482)
1(Cu-0)=3.317 (3.249)
1(C-0)=1.442 (1.437)
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