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Table 1.

Identification code
Empirical formula
Formula weight
Diffractometer used
Temperature
Wavelength

Crystal system
Space group

Unit cell dimensions

Volume, Z

Density (caiculated)
Absorption coefficient
F(000)

Crystal size

© range for data collection
Limiting indices
Reflections collected
Independent reflections
Completeness to 8 = 27.50o
Absorption correction
transmission

Max. and min.

Refinement method

Data / restraints / parameters

Goodness-of-fit on F2
Final R indices [I>20(1)]
R indices (all data)

Largest diff. peak and hole

Crystal data and structure refinement for icl1027.

icll1027
C18H300282
342.54

BRUKER SMART APEXCCD

150(1) X
0.71073 A

Triclinic

Pl

a = 11.6083(5) A alpha =
b = 11.8322(5) A beta =
c = 15.5154(6) A gamma =

1911.81(14) A3, 4

3
1.190 Mg/m
-1
0.283 mm
744

0.37 x 0.37 x 0.25 mm

1.38 to 27.50°

-15 = h = 15, -15 = k s 15,
25522
8769 (R, = 0.0379)
int
99.9 %

93.345(1)°

105.290(1)°

109.547(1)°

-20 = 1 =

Semi-empirical from equivalents

0.9325 and 0.9024

Full-matrix least-squares on F

8769 / 0 / 407

1.020

Rl = 0.0449, wR2 = 0.1063

Rl = 0.0598, wR2 = 0.1141
=3

0.438 and -0.208 eA
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Table 2. Bond lengths [A] and angles [°] for icl1027.

S(1)-Cc(1)
S(2)-0(1)
$(2) - (6)
c(1)-c(2)

¢ (2)-C(3)
C(3)-C(4)
C(4)-C(11)
c(6)-c(9)
C(12) -C(13)
C(14) -Cc(15)
C(16) -C(17)
S(3)-C(19)
S(4)-0(3)
S(4)-C(24)
Cc(19)-Cc(20)
C(20)-C(21)
Cc(21)-c(22)
C(22)-C(29)
C(24) -C(26)
C(30)-C(31)
C(32)-C(33)
C(34)-C(35)

C(1)-s(1l)-C(4)
0(1)-s(2)-C(6)
C(2)-C(1)-C(10)
C(10)-C(1) -s(1)
C(1)-c(2)-C(5)
C(4)-C(3)-C(2)
C€(2)-C(3)-C(12)
C(3)-C(4)-s(1)
c(2)-c(5)-s(2)
C(7)-C(6)-C(8)
C(7)-C(6)-8(2)
Cc(8)-C(6)-5(2)
0(2)-C(12)-C(13)
C(14)-C(13)-C(12)
C(1l4)-C(15) -C(1s6)
c(18)-C(17)-C(16)
0(3)-5(4)-C(23)
C(23)-5(4)-C(24)
C(20)-C(19)-8(3)
C(19)-C(20)-C(21)
C(21)-C(20)-C(23)
C(22)-C(21)-C(30)
€(21) -C(22)-C(29)
C(29)-C(22)-8(3)
C(25)-C(24)-C(26)
C(26)-C(24)-C(27)
C(26)-C(24) -s(4)
0(4)-C(30)-C(21)
C(21)-C(30)-C(31)
C(33)-C(32)-C(31)
C(35)-C(34)-C(33)

PFRPRPRRPPRPRRPPEPHRBHEHRRHERBRERBRRR

A

105.
42 9%
119.
122
112.
124
110.

110.
110.
111.
103.

112.
114
111
125.
104

110.

113.

123
123
129
119
113
110
107

112

.7228(18)
.5066 (13)
.8483(18)
.362(2)
.442(2)
.362(2)
.502(3)
.526(3)
.531(2)
.523(2)
.481(3)
.7224(18)
.5089(13)
.8461(17)
.363(2)
.445(2)
.363(2)
.502(3)
.522(3)
.533(2)
.516(3)
.484 (3)

90(8)
89 (8)
94 (17)
47 (13)

.44 (16)

50 (15)

.57 (15)

91(13)
39(12)
68 (16)
33(14)
54 (12)
02(14)

.79 (14)
.97 (15)

4(2)

.40(8)
101.

43(8)
75(13)
16(1s6)

.94 (15)
.18 (16)
-78(17)
.00(14)
.25(17)
.21(17)
.83(12)
107.
113.

35(14)
58 (15)

.72(16)
113.

04 (18)

S(1)-Cc(4)

s(2)-c(5)

0(2)-C(12)
C(1)-c(10)
Cc(2)-~C(5)

C(3)-Cc(12)
c(6)-C(7)

c(6)-C(8)

C€(13) -C(14)
C(15) -Cc(16)
Cc(17)-C(18)
S(3)-Cc(22)
5(4)-C(23)
0(4)-C(30)
C(19) -C(28)
C(20) -C(23)
Cc(21)-C(30)
C(24)-C(25)
C(24)-Cc(27)
C(31)-C(32)
C(33)-C(34)
C(35)-C(36)

0(1) -5(2) -C(5)
C(5)-8(2)-C(6)
c(2)-Cc(1)-8(1)
C(1)-c(2)-c(3)
C(3)-Cc(2)-c(5)
C(4)-C(3)-C(12)
C(3)-C(4)-C(11)
C(11l)-C(4)-8(1)
C(7)-Cc(6)-C(9)
C(9)-C(6)-C(8)
C(9)-C(6)-8(2)
0(2)-Cc(12)-C(3)
Cc(3)-C(12)-C(13)
C(15)-C(14)-C(13)
C(17)-C(16) -C(15)
€(19)-sS(3)-Cc(22)
0(3)-S(4)-C(24)
C(20)-C(19) -C(28)
C(28)-C(19)-8(3)
C(19) -C(20) -C(23)
¢ (22) -C(21) -C(20)
C(20)-C(21)-C(30)
C(21) -C(22)-8(3)
C(20)-C(23)-s5(4)
C(25)-C(24)-C(27)
C(25)-C(24) -S(4)
C(27) -C(24)-S(4)
0(4)-C(30)-C(31)
C(32)-C(31)-C(30)
C(32)-C(33)-C(34)
C(36)-C(35)-C(34)

RPRRPRREHEHRPRRPRPRPREPRPREBEEPRRRERRER

104
100.
110.
113
124
122.
129.
119
112
110
107
106.
112

114

92
105.
129
119
122
112
124.
111.
109.
110

103
111.
115
113
125.

.7239(18)
.8200(18)
.426(2)
.497(2)
.499(2)
.510(2)
.518(3)
.529(3)
.523(2)
.531(3)
.311(3)
.7263(19)
.8160(17)
.427(2)
.500(3)
.506(2)
.510(2)
.515(3)
.524(3)
.516(3)
.530(3)
.318(3)

-36(8)

56 (8)
58 (13)

.10(15)
.44 (15)

91 (16)
85(17)

.23(13)
.95(17)
.25(17)
.64(13)

95(13)

.71(14)
113.

36(14)

.27(16)
.70(9)

52 (8)

.79 (17)
.46 (13)
.87 (16)
.17(16)

64 (15)
21(14)
36(11)

.38(16)
111.

39(13)

.29(12)

63 (14)

.13 (15)
-19(17)

0(2)
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