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Tabl e 2S. Positional Paranmeters and Their E. S.D

At om X y z Ueqv
os1 0.48742(1) 0.60497(1) -0.27234(1) 0.01978(6)
CL1 0. 5955(1) 0. 65090(9) -0.47059(8) 0.0242(4)
N1 0. 4893(3) 0. 7837(3) -0.2974(3) 0. 020(1)
c1 0. 3852(5) 0.8770(4) - 0. 3409(4) 0. 028(2)
c2 0. 3965(7) 0. 9953(4) -0.3700( 4) 0. 034(2)
C3 0.5114(6) 1.0227(4) - 0. 3553(5) 0. 034(2)
4 0. 6144(5) 0.9316(4) -0.3102(4) 0. 029(2)
c5 0.6019(4) 0. 8125(4) - 0. 2810( 3) 0.021(2)
C6 0. 7040( 4) 0. 7058( 3) - 0. 2357(3) 0. 020( 2)
c7 0. 8208(4) 0. 7123(4) -0.1996(4) 0.027(2)
C8 0. 9145(5) 0. 6068( 4) -0. 1605( 4) 0. 034(2)
c9 0. 8897(5) 0.4982(5) - 0. 1588( 5) 0. 034(2)
C10 0.7734(5) 0. 4927(4) -0.1917(4) 0. 028(2)
Cl1 0.6743(4) 0. 5947(4) -0.2280( 3) 0. 020( 2)
C12 0. 3475(5) 0. 5150( 4) -0.3162(4) 0. 038(2)
C13 0. 4464(6) 0. 4295(4) - 0. 2548( 5) 0.041(2)
C14 0. 4653(5) 0. 4286(5) - 0. 1483(5) 0. 042(2)
C15 0. 3857(5) 0. 5231(6) -0.1027(4) 0. 038(2)
C16 0. 2900( 5) 0.6137(5) -0. 1669(5) 0. 036(2)
C17 0. 2652(4) 0. 6050( 5) -0.2724(4) 0.032(2
0s2 0. 06385(1) 0.81672(1) 0. 33593(1) 0. 01546( 6)
CL2 -0.0221(1) 1. 03231(8) 0. 28131( 8) 0. 0213(4)
N2 - 0. 0516(3) 0. 8109( 3) 0. 2209( 3) 0.018(1)
C18 -0.1808(4) 0.7882(4) 0. 2522(3) 0.022(2
C19 - 0. 2539(4) 0. 7859( 4) 0.1744(4) 0. 028(2)
C20 -0.1982(4) 0. 8089(4) 0.0594(4) 0. 028(2)
c21 -0.0684(4) 0. 8328(4) 0.0271(3) 0. 024(2)
C22 0. 0044(4) 0. 8325( 3) 0.1081(3) 0. 015(1)
Cc23 0. 1449(4) 0. 8519( 3) 0. 0854( 3) 0.016(1)
c24 0.2217(4) 0.8743(4) - 0. 0229(4) 0. 023(2)
C25 0. 3561(5) 0. 8892( 4) - 0. 0350( 4) 0.024(2
C26 0. 4069(4) 0. 8852(4) 0. 0582(4) 0.023(2)
c27 0. 3268(4) 0. 8670(4) 0. 1650( 3) 0. 022(2)
C28 0.1951(4) 0.8474(3) 0. 1829(3) 0.016(1)
C29 0. 1261(5) 0. 8202( 4) 0.4911(4) 0. 034(2)
C30 -0.0110(6) 0. 8055( 5) 0. 5230(4) 0. 028(2)
C31 - 0. 0510(5) 0. 7148( 6) 0. 5001(4) 0.037(2)
C32 0. 0499(6) 0. 6367(4) 0. 4413(4) 0. 030( 2)
C33 0. 1852(6) 0. 6470(4) 0.4190(4) 0. 032(2)
C34 0. 2251(5) 0. 7399(5) 0.4434(4) 0. 031(2)

Ani sotropically refined atons are given in the formof the isotropic
equi val ent di spl acenent paraneter defined as one third of the trace of
t he orthogonalized Uij tensor.



Posi ti onal

L0000 00C000
: ~

o

o

o

COOOOOO00000000000000000OREO

Par anet er s.

0000000000000

©coo000000

COOOOO00000000000000000000000

3S



Tabl e 4S. General Displacenent Paraneter Expressions - U s.

Name  U(1, 1) w2, 2) U3, 3) U1, 2) (1, 3) U 2, 3)

OS1  .01991(6) .01983(6) .01959(6) -.00408(5)-.00500(5)-.00392(5)
CL1 .0282(4) .0248(4) .0204(4) -.0060(3) -.0005(3) -.0068(3)

NL .020(1)  .020(1) .021(1) .000(1) -.005(1) -.006(1)
c1 .031(2) .023(2) .031(2) .005(2) ~-.012(2) -.010(1)
c2 .070(3)  .018(2) .032(2) .007(2) -.013(2) -.006(2)
C3 .048(3)  .021(2) .038(2) -.006(2) -.000(2) -.008(2)
C4 .039(2) .029(2) .022(2) -.010(2) .005(2)  -.009(1)
c5 .023(2) .025(2) .017(1) -.003(1) .002(1)  -.013(1)
6 .021(2) .019(1) .020(2) -.002(1) .003(1) -.009(1)
c7 .023(2) .036(2) .025(2) -.010(1) .001(1) -.011(1)
cs8 .028(2)  .043(2) 032(2) -.009(2) 009(2) -.014(2)
9 .022(2)  .040(2) 045( 2) 008( 2) .011(2) -.012(2)
Cl10 .028(2) .027(2) 030(2) -.001(2) -.011(1) -.008(1)
Cl1 .020(2) .023(2) 017(1)  -.005(1) 004(1) -.005(1)
Cl2 .047(2) .047(2) 025( 2) .033(1) -.003(2) -.008(1)
Cl3 .048(2) .023(2) 061(3) 020(2) -.001(2) -.014(2)
Cl4 .042(2) .036(2) 048( 3) 021(2) 026(2) .016(2)
Cl5 .043(2) .075(3) 017(2) 033(2) 006(2) -.003(2)
Cl6 .027(2) .046(2) 037( 2) 016(2) .006(2)  -.014(2)
Cl7 .022(2) .047(3) 031( 2) 012( 2) 011(2) .005(2)
OS2  .01862(6) .01649(6) .01202(5) -.00371(5)-.00214(5)-.00208(4
CL2  .0293(4) .0172(4) .0192(4) 0023(3) -.0053(3) -.0046(3)
N2 .023(1) .017(1) 016( 1) 008( 1) 001(1)  -.002(1)
Cl18 .021(2) .022(2) 023(2) 006( 1) 002(1) -.006(1)
Cl19 .023(2) .027(2) 038( 2) 010( 1) 009(1) -.006(1)
C20 .023(2) .033(2) 028( 2) 005( 1) 011(1) -.011(1)
C21  .028(2) .029(2) 017(1) 003( 1) 009(1) -.008(1)
C22 .020(1) .011(1) .015(1) . 004(1) 003(1) -.002(1)
C23 .023(2) .014(1) .014(1) . 004(1) 004(1) .000(1)
C24  .027(2) .024(2) .019(2) . 005(1) 000(1) -.005(1
C25 .028(2) .029(2) .018(2) 010(2) .005(2) .000(2)
26  .023(2) .017(2) .033(2) .002(2) .000(2) .002(2)
C27 .020(2) .021(2) .024(2) . 006( 1) 007(1) -.005(1)
c28 .018(1) .017(1) 013(1) 006(1) .002(1)  -.002(1)
C29 .054(2) .036(2) 019( 2) 012(2) 016(2) -.006(1)
C30 .044(3) .049(3) 010( 2) 005( 2) 003(2) -.004(2)
C31 .036(2) .064(3) 022( 2) 023(2) 004(2) .016(2)
C32  .063(3) .022(2) 019( 2) 017(2) 011(2) .009(2)
C33  .059(3) .022(2) 026( 2) 003( 2) 021(2) .005(2)
C34 .029(2) .047(3) 021(2) 001( 2) 011(2) .003(2)



Tabl e 5S.

Atom1l Atom 2 Distance
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