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[image: image2.png]Table 1. Crystal data and structure refinement for vnl2900.

Identification code v12900/1t/ccd

Empirical formula c22H2606

Formula weight 386.43

Temperature 213(2) K

Wavelength 0.71073 A

Crystal system Monoclinic

Space group P21/n

Unit cell dimensions a = 10.8619(4) A alpha = 90°

o
12.9527(4) A beta = 99.570(2)

o o
14.2988(5) A gamma = 90

o =
.3
Volume, 2Z 1983.71(12) A, 4
. 3
Density (calculated) 1.294 Mg/m
-1
Absgorption coefficient 0.094 mm
F(000) 824
Crystal size 0.30 x 0.20 x 0.14 mm
o
8 range for data collection 2.14 to 25.05
Limiting indices -12 = h = 12, -15 s k = 15, ~17 = 1 = 17
Reflections collected 42489
Independent reflections 3503 (Rint = 0.039)
Completeness to 6 = 25.05o 100.0 %
Absorption correction None
Max. and min. transmission 0.9870 and 0.9725
Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 3503 / 0 / 257
Goodness-of-fit on F2 1.170

Final R indices [I>20(I)] R1

0.0530, wR2 0.1080

R indices (all data) R1

0.0656, wR2 = 0.1131

Largest diff. peak and hole 0.147 and -0.188 ei >
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Table 2. Atomic coordinates [ x 10 ] and equivalent isotropic

02
displacement parameters [A x 103] for vnl2900. U(eq) is defined

as one third of the trace of the orthogonalized U&j tensor.

x g z Uleq)
o(1) 5294 (2) 8626 (1) 5244 (1) 62(1)
0(2) 3347(1) 7134(1) 2901(1) 63(1)
0(3) 6446(1) 5572(1) 5438 (1) 44 (1)
0(4) 9016 (1) 5671(1) 2189(1) 50(1)
0O(5) 7246 (1) 4438(1) 1259(1) 42 (1)
0o(6) 5098(1) 4133(1) 1874(1) 49 (1)
c(1l) 4725 (2) 8691(2) 4275(2) 57(1)
Cc(2) 5221 (2) 7749(2) 3820(1) 40(1)
Cc(3) 5293(2) 6929(2) 4606 (1) 39(1)
C({4) 5203(2) 7575(2) 5496 (2) 54 (1)
Cc(5) 4407(2) 7436(2) 2895(2) 44 (1)
c(6) 4905(2) 7514 (2) 1989 (1) 42 (1)
C(7) 6004 (2) 8030(2) 1925 (2) 56(1)
Cc(8) 6433(3) 8105(2) 1070(2) 67 (1)
Cc(9) 5774 (3) 7648(2) 274 (2) 62(1)
C(10) 4691 (3) 7127 (2) 326(2) 59 (1)
c(1l1) 4250(2) 7064(2) 1175(2) 52(1)
c(12) 6493 (2) 6309(2) 4702 (1) 38(1)
Cc(13) 7618(2) 5125(2) 5792(2) 54 (1)
C(14) 6689 (2) 5809(1) 3782(1) 34 (1)
C(15) 7772{(2) 6007(2) 3425(1) 38(1)
Cc{(1l6) 7958(2) 5561(2) 2578(1) 37(1)
c{(17) 7042(2) 4938(1) 2071(1) 36(1)
c(18) 5947(2) 4749(1) 2427 (1) 37(1)
c(19) 5779(2) 5169(1) 3289(1) 37(1)
Cc(20) 9985(2) 6279(2) 2686(2) 55(1)
c(21) 7202(2) 5090(2) 447 (1) 54 (1)
c(22) 3875(2) 4094 (2) 2100(2) 52(1)
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Table 3. Bond lengths [A] and angles [T1] for vnl2900.

o(1)-C(4)
0(2)-C(5)
0(3)-C(12)
0(4)-C{(20)
0(5)-C(21)
0(6)-C(22)
Cc(2)-C(5)
C(3)-C{(12)
C(5)-C(6)
c(6)-C(11)
Cc(8)-C(9)
C{10)-C(11)
C(14)-C(15)
C{(15)-C(16)
C(17)-Cc(1l8)

C(4)-0(1)-C(1)
C(16)-0(4)-C(20)
C{(18)-0(6)-C(22)
C(5)-Cc(2)-C(1)
Cc{1)-C(2)-C(3)
C(12)-C(3)-C(2)
0(1)-Cc(4)-C(3)
0(2)-C(5)-C(2)
C(7)-C(6)-C(11)
C(11)-c(6)-C(5)
c(9)-Cc(8)-C(7)
C(9)-C(10)~-C(11)
0(3)-Cc{(12})-C{(14)
C(14)-C(12)-C(3)
C(15)-C(14)-C(12)
C(14)~-C(15)-C(16)
0(4)-C(16)-C(17)
O0(5)-C(17)-C(16)
C{(16)-C(17)-C(18)
0(6)-C(18)-C(17)
C(18)-C(19)-C(14)

1.416(3)
1.218(2)
1.428(2)
1.409(3)
1.431(2)
1.419(2)
1.518(3)
1.518(3)
1.488(3)
1.388(3)
1.373(3)
1.379(3)
1.382(3)
1.386(3)
1.390(3)

105.52(16)
117 .47(15)
117.10(15)
112.97(17)
102.66(15)
111.71(15)
107.18(16)
119.64(19)
118.3(2)

119.5(2)

119.7(2)

120.3(2)

112.46(15)
113.00(15)
119.52(17)
120.11(18)
115.22(16)
120.72(16)
119.57(1s6)
115.26(16)
119.81(17}

o(1)-C(1)
0(3)-C(13)
0(4)-C(16)
0(5)-C(17)
0(6)-C{(18)
c(1)-C(2)
C(2)-C(3)
C(3)-C(4)
Cc(6)-C(7)
C(7)-C(8)
C(9)-C(10)
Cc(1l2)-c(14)
C(14)-C(19)
C(l6)-C(17)
c(18)-C(19)

C(13)-0(3)-C(12)
C(17)-0(5)-C(21}
o(1)-Cc{1)-C(2)
C(5)-C(2)-C(3)
C{12)-C(3)-C(4)}
C(4)-C(3)-C(2)
0(2)-C(5)-C(6)
C(6)-C(5)-C(2)
C(7)-C(6)-C(5)
C(8)-C(7)-C(6)
C(10)-C(9)-C(8)
C(10)-C(11)-C(6)
0(3)-C(12)-C(3)
C(15)-C(14)-C(19)
C(19)-C(14)-C(12)
0(4)-Cc(16)-C(15)
C(15)-C(16)-C(17)
0(5)-C(17)-C(18)
0(6)-C(18)-C(19)
C(19)-Cc(18)-C(17)

1.423(3)
1.413(2)
1.365(2)
1.379(2)
1.368(2)
1.524(3)
1.539(3)
1.539(3)
1.384(3)
1.383(3)
1.369(3)
1.513(2)
1.389(3)
1.389(3)
1.387(3)

113.36(15})
114.71(15)
103.95(17)
113.79(16)
112.62(17)
103.09(16)
120.56(19)
119.80(18)
122.16(18)
120.9(2)

120.1(2)

120.6(2)

106.54(14)
120.09(17)
120.38(16)
124.60(17)
120.16(17)
119.50(16)
124.52(17)
120.21(17)

Symmetry transformations used to generate equivalent atoms:
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Table 4. Anisotropic displacement parameters [A x 10°] for vnl2S800.

The anisotropic displacement factor exponent takes the form:

2 *2 * K

-27 [ (ha ) Ul + ... + 2bka b U12

Ull U22 U33 U23 Ul3 ul2
0o(1) 93(1) 50(1) 44 (1) -11(1) 17 (1) 3(1)
0(2) 46(1) 79(1) 63(1) -3(1) 4(1) -6(1)
0(3) 45(1) 52(1) 34(1) 5(1) 8(1) 2(1)
0(4) 42(1) 69(1) 43 (1) -10(1) 18(1) -9(1)
O(5) 54 (1) 44 (1) 30(1) -4(1) 12(1) 2(1)
0(6) 46 (1) 57 (1) 44(1) -15(1) 10(1) -13(1)
c(1) 76(2) 45(1) 50(1) -5(1) 12(1) 9{(1)
Cc(2) 43(1) 42(1) 36(1) -2(1) 10(1) 0(1)
c(3) 41(1) 41(1) 36(1) -2(1) 13(1) -1(1)
Cc(4) 70(2) 52(1) 45 (1) -2(1) 25(1) 8(1)
C(5) 46 (1) 39(1) 46(1) 0(1) 5(1) 3(1)
c(s6) 54 (1) 33(1) 36(1) 2(1) -1(1) 4(1)
C(7) 78(2) 54 (1) 34 (1) -2(1) 6(1) -15(1)
c(s8) 87(2) 70(2) 44 (1) 4(1) 14 (1) -20(1)
c(9) 98(2) 54(1) 34 (1) 5(1) 11(1) 2(1)
C(10) 90(2) 46 (1) 35(1) -3{1) ~-10(1) 7{(1)
Cc(1l1) 62(1) 43 (1) 45 (1) 0(1) -6(1) 1(1)
c(12) 40(1) 42(1) 32(1) -2(1) 9(1) -4(1)
C(13) 54 (1) 62(1) 45(1) 5(1) 4 (1) 10(1)
Cc(14) 37(1) 35(1) 31(1) 1{(1) 6(1) 3(1)
C(15) 37(1) 41(1) 35(1) -2(1) 5{(1) -2{1)
C(1le6) 38(1) 42(1) 34(1) 2(1) 12(1) 1(1)
C(17) 43(1) 36(1) 31(1) 0(1) 8(1) 4(1)
c(18) 40(1) 35(1) 34(1) ~1{1) 4(1) -1(1)
c(19) 36(1) 39(1) 36(1) 0(1) 11(1) 1{(1)
C(20) 41(1) 78(2) 47 (1) 1(1) 10(1) -8(1)
C(21) 71(2) 59(1) 32(1) 3(1) 11(1) -2(1)
C(22) 45(1) 63(1) 47(1) -6(1) 5(1) -11(1)
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Table 5. Hydrogen coordinates ( x ) and isotropic
displacement parameters (32 x 103) for vnl2900.
x 2’4 4 Uleq)

H{lA) 4966 9330 3986 68
H(1B) 3813 8667 4211 68
H(2) 6075 7898 3698 48
H(3) 4566 6460 4470 46
H{(4A) 4405 7445 5710 64
H(4B) 5882 7392 6011 64
H(7) 6464 8333 2471 67
H(8) 7173 8468 1033 80
H(9) 6068 7693 -307 75
H(10) 4246 6811 -219 71
H(11) 3500 6712 1202 62
H(12) 7202 6782 4911 45
H(13Aa) 7961 4815 5274 81
H{13B) 7515 4599 6256 81
H(13C) 8182 5655 6089 81
H(15) 8384 6444 3758 45
H(19) 5051 5021 3539 44
H(204) 9693 6982 2732 83
H(20B) 10691 6276 2350 83
H(20C) 10240 5998 3317 83
H(213a) 6344 5285 214 81
H(21B) 7537 4721 -46 81
H(21C) 7696 5705 621 81
H(2234) 3907 3795 2726 78
H(22B) 3347 3674 1635 78
H(22C) 3537 4788 2095 78












