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Table 2. Atomic coordinates ( x 1074) and equival ent isotropic
di spl acenent paraneters (A*2 x 1073) for shel xl.
Uleq) is defined as one third of the trace of the orthogonalized

Uj tensor.

X y z U(eq)
a1) 1571(2) 4214(3) 6746(2) 33(1)
q 2) 604(2) 2438(3) 5644(2) 29(1)
qQ 3) 3473(2) 2042(2) 6748(2) 30(1)
Qq(4) 4871(2) 2482(2) 5920( 2) 26( 1)
N(1) 3000(2) 3142(3) 5044(2) 21(1)
C(1) 3374(3) 3801(4) 4155( 3) 26(1)
C(2) 2193(3) 4330( 4) 3328(3) 27(1)
C(3) 1468( 3) 4606( 3) 4099( 3) 25(1)
C(4) 1753(3) 3376(3) 4883(2) 19(1)
C(5) 1391(3) 3475(4) 5940( 3) 25(1)
C(6) 863(3) 2161(3) 4557(3) 24(1)
7 1407(3) 783(3) 4589( 3) 31(1)
C(8) -286(3) 2326(4) 3547(3) 34(1)
C(9) 3770(3) 2510(3) 5982( 3) 22(1)
C(10) 5843(3) 1692( 3) 6748(3) 24(1)
C(11) 6831(3) 1802( 4) 6246(3) 31(1)
C(12) 6221(3) 2339(4) 7926(3) 31(1)
C(13) 5471(3) 240( 4) 6782(3) 35(1)

Table 3. Bond lengths [A] and angles [deg] for shelxl.

(1) - C(5) 1.199( 4)
o 2) - ¢(5) 1. 355( 4)
o 2) - C( 6) 1. 509( 4)
o(3)-C(9) 1. 215(4)
o 4) - ¢(9) 1. 340( 4)
o( 4) - C( 10) 1.478(4)
N( 1) - C( 9) 1. 360( 4)
N(1) - C( 4) 1. 446( 4)
N(1)- C( 1) 1.477(4)
c(1)-C(2) 1.519(5)
o(2) - C(3) 1.519(5)
C(3)-C(4) 1.525(4)
c(4) - C(5) 1.518(4)
c(4) - C(6) 1.563(4)
c(6)-C(7) 1. 509(5)
C(6) - C(8) 1.511(4)
C(10) - C( 11) 1.512(5)
C(10) - C( 13) 1.513(5)
C(10) - C( 12) 1.516(4)
C(5)-9(2)-C(6) 92.6(2)

C(9) - O( 4) - C( 10) 121. 2(2)

C(9) - N(1) - C(4) 123.2(2)

c(9)-N(1)- (1) 123. 8( 3)

c(4)-N(1)- (1) 112. 7(2)

N(1)-C(1) - C(2) 102. 1( 3)

a(3)-C(2)-1) 103. 4(3)



C(2)-C(3)-C(4) 102.0(3)

N(1) - C(4) - C(5) 118. 3(2)
N(1)- C(4) - C(3) 102. 0( 3)
C(5)-C(4)-C(3) 115. 6(3)
N(1) - C(4) - C( 6) 118. 9( 3)
C(5)-C(4)-C(6) 84.5(2)
C(3)-C(4)-C(6) 118. 1(3)
q1)-C(5)-q2) 126. 8(3)
q(1)-C(5)-C(4) 137.6(3)
QA(2)-C(5)-C(4) 95. 3(3)
QA2)-C(6)-C(7) 111.1(3)
Qq(2)-C(6)-C(8) 108. 4(3)
C(7)-C(6)-C(8) 112. 2(3)
Qq(2)-C(6)-C(4) 87.6(2)
C(7)-C(6)-C(4) 116. 6(3)
C(8)-C(6)-C(4) 118.0(3)
QA(3)-C(9)-Q4) 126. 3(3)
O(3)-C(9)- N(1) 123. 7(3)
o(4)-C(9)-N(1) 110. 1(3)
o 4) - C(10) - C(11) 102. 0( 2)
o 4) - C(10) - C(13) 111. 0(3)
C(11)- C(10) - O( 13) 110. 9( 3)
O 4) - C(10) - C(12) 110. 2( 3)
C(11)- C(10) - C(12) 110. 6( 3)
C(13)- C(10) - ¢( 12) 111. 6(3)

Synmetry transformations used to generate equival ent atons:

Table 4. Anisotropic displacenent paraneters (A2 x 1073) for shel xl.
The ani sotropic di splacement factor exponent takes the form

-2 pif2 [ h*2 a*”"2 Ull + ... + 2 h k a* b* UL2 ]

ULl 22 us3 u23 u13 u12
(1) 34(2) 40(2) 24(1) -12(1) 11(1) 1(1)
Qo 2) 29(1) 34(2) 28(1) -3(1) 15(1) -2(1)
Q( 3) 28(1) 38(2) 23(1) 11(1) 9(1) 4(1)
o 4) 19( 1) 30(1) 28(1) 10( 1) 7(1) 6(1)
N( 1) 22(2) 27(2) 16( 1) 5(1) 9(1) 3(1)
o( 1) 24(2) 31(2) 27(2) 6(2) 13(1) 3(2)
o( 2) 30(2) 26(2) 23(2) 3(2) 7(2) -1(2)
o( 3) 27(2) 21(2) 24(2) 2(2) 4(2) 3(2)
c( 4) 20(2) 21(2) 16(2) -2(1) 4(1) -2(1)
c(5) 15(2) 33(2) 23(2) 0(2) 2(1) 3(2)
c( 6) 27(2) 24(2) 23(2) -1(2) 13(1) 1(2)
o(7) 36(2) 20(2) 39(2) -4(2) 16(2) -2(2)
c( 8) 29(2) 33(2) 33(2) -7(2) 2(2) -3(2)
c( 9) 24(2) 19( 2) 21(2) 1(2) 7(1) 2(2)
C( 10) 20( 2) 20(2) 29(2) 2(2) 5(2) 2(2)
c(11) 24(2) 33(2) 34(2) -4(2) 10( 2) 6(2)
c(12) 27(2) 37(2) 26(2) -3(2) 7(2) 2(2)

C( 13) 33(2) 29(2) 39(2) 4(2) 6(2) -2(2)




