Table 1. Crystal data and structure refinement for CB2303.

Identification code
CB2303

Formula
C54 H38 Br O4 P, 2.25(C6 H12)

Formula weight
1051.07

Temperature
173(2) K

Diffractometer, wavelength
Agilent Xcalibur 3 E, 0.71073 Å

Crystal system, space group
Orthorhombic, P212121
Unit cell dimensions
a = 8.4319(3) Å
a = 90°


b = 20.6529(6) Å
b = 90°


c = 31.3293(8) Å
g = 90°

Volume, Z
5455.8(3) Å3, 4

Density (calculated)
1.280 Mg/m3
Absorption coefficient
0.833 mm-1
F(000)
2208

Crystal colour / morphology
Colourless tablets

Crystal size
0.450 x 0.305 x 0.120 mm3
q range for data collection
2.362 to 28.279°

Index ranges
-10<=h<=11, -23<=k<=27, -41<=l<=27

Reflns collected / unique
17109 / 10763 [R(int) = 0.0264]

Reflns observed [F>4s(F)]
8210

Completeness to theta(full)
0.994 to 25.242 deg

Absorption correction
Analytical

Max. and min. transmission
0.911 and 0.751

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
10763 / 0 / 541

Goodness-of-fit on F2
0.983

Final R indices [F>4s(F)]
R1 = 0.0476, wR2 = 0.0981

R indices (all data)
R1 = 0.0678, wR2 = 0.1066

Absolute structure parameter
0.007(4)

Largest diff. peak, hole
0.354, -0.405 eÅ-3
Mean and maximum shift/error
0.000 and 0.000

Table 2. Bond lengths [Å] and angles [°] for CB2303.

P(1)-O(3)
1.447(3)

P(1)-O(4)
1.551(3)

P(1)-O(2)
1.592(3)

P(1)-O(1)
1.596(2)

O(1)-C(1)
1.407(4)

O(2)-C(20)
1.403(4)

O(4)-C(49)
1.471(4)

Br(1)-C(50)
1.959(4)

C(1)-C(10)
1.375(5)

C(1)-C(2)
1.410(5)

C(2)-C(3)
1.381(5)

C(2)-C(21)
1.481(5)

C(3)-C(4)
1.413(6)

C(4)-C(5)
1.413(6)

C(4)-C(9)
1.437(5)

C(5)-C(6)
1.327(6)

C(6)-C(7)
1.412(6)

C(7)-C(8)
1.356(6)

C(8)-C(9)
1.420(5)

C(9)-C(10)
1.427(5)

C(10)-C(11)
1.499(5)

C(11)-C(20)
1.369(5)

C(11)-C(12)
1.444(5)

C(12)-C(13)
1.411(5)

C(12)-C(17)
1.421(5)

C(13)-C(14)
1.370(5)

C(14)-C(15)
1.411(6)

C(15)-C(16)
1.366(5)

C(16)-C(17)
1.416(5)

C(17)-C(18)
1.425(5)

C(18)-C(19)
1.362(5)

C(19)-C(20)
1.412(5)

C(19)-C(35)
1.516(5)

C(21)-C(34)
1.361(5)

C(21)-C(22)
1.449(6)

C(22)-C(23)
1.399(5)

C(22)-C(27)
1.435(5)

C(23)-C(24)
1.364(6)

C(24)-C(25)
1.384(7)

C(25)-C(26)
1.362(7)

C(26)-C(27)
1.400(6)

C(27)-C(28)
1.428(6)

C(28)-C(33)
1.409(6)

C(28)-C(29)
1.426(6)

C(29)-C(30)
1.353(7)

C(30)-C(31)
1.397(8)

C(31)-C(32)
1.361(7)

C(32)-C(33)
1.414(6)

C(33)-C(34)
1.416(5)

C(35)-C(48)
1.357(6)

C(35)-C(36)
1.429(6)

C(36)-C(37)
1.374(6)

C(36)-C(41)
1.454(5)

C(37)-C(38)
1.377(7)

C(38)-C(39)
1.381(7)

C(39)-C(40)
1.387(7)

C(40)-C(41)
1.398(7)

C(41)-C(42)
1.430(6)

C(42)-C(47)
1.404(6)

C(42)-C(43)
1.416(6)

C(43)-C(44)
1.399(8)

C(44)-C(45)
1.375(9)

C(45)-C(46)
1.380(7)

C(46)-C(47)
1.390(6)

C(47)-C(48)
1.420(6)

C(49)-C(50)
1.480(6)

C(49)-C(54)
1.516(6)

C(50)-C(51)
1.539(6)

C(51)-C(52)
1.504(7)

C(52)-C(53)
1.517(7)

C(53)-C(54)
1.529(6)

O(3)-P(1)-O(4)
117.58(15)

O(3)-P(1)-O(2)
110.44(15)

O(4)-P(1)-O(2)
105.81(14)

O(3)-P(1)-O(1)
117.59(15)

O(4)-P(1)-O(1)
100.25(14)

O(2)-P(1)-O(1)
103.58(13)

C(1)-O(1)-P(1)
114.5(2)

C(20)-O(2)-P(1)
122.7(2)

C(49)-O(4)-P(1)
122.5(2)

C(10)-C(1)-O(1)
118.0(3)

C(10)-C(1)-C(2)
125.1(3)

O(1)-C(1)-C(2)
117.0(3)

C(3)-C(2)-C(1)
116.3(3)

C(3)-C(2)-C(21)
120.2(3)

C(1)-C(2)-C(21)
123.5(3)

C(2)-C(3)-C(4)
122.3(4)

C(5)-C(4)-C(3)
122.6(4)

C(5)-C(4)-C(9)
118.2(4)

C(3)-C(4)-C(9)
119.2(4)

C(6)-C(5)-C(4)
122.9(4)

C(5)-C(6)-C(7)
119.6(4)

C(8)-C(7)-C(6)
120.5(4)

C(7)-C(8)-C(9)
121.6(4)

C(8)-C(9)-C(10)
123.8(3)

C(8)-C(9)-C(4)
117.2(3)

C(10)-C(9)-C(4)
118.9(3)

C(1)-C(10)-C(9)
117.7(3)

C(1)-C(10)-C(11)
119.6(3)

C(9)-C(10)-C(11)
122.6(3)

C(20)-C(11)-C(12)
118.5(3)

C(20)-C(11)-C(10)
121.1(3)

C(12)-C(11)-C(10)
120.4(3)

C(13)-C(12)-C(17)
118.2(3)

C(13)-C(12)-C(11)
123.5(3)

C(17)-C(12)-C(11)
118.3(3)

C(14)-C(13)-C(12)
121.0(4)

C(13)-C(14)-C(15)
120.8(4)

C(16)-C(15)-C(14)
119.5(4)

C(15)-C(16)-C(17)
120.9(4)

C(16)-C(17)-C(12)
119.5(3)

C(16)-C(17)-C(18)
120.8(3)

C(12)-C(17)-C(18)
119.7(3)

C(19)-C(18)-C(17)
121.6(3)

C(18)-C(19)-C(20)
118.1(3)

C(18)-C(19)-C(35)
120.6(3)

C(20)-C(19)-C(35)
121.1(3)

C(11)-C(20)-O(2)
119.7(3)

C(11)-C(20)-C(19)
123.6(3)

O(2)-C(20)-C(19)
116.7(3)

C(34)-C(21)-C(22)
119.2(4)

C(34)-C(21)-C(2)
119.7(4)

C(22)-C(21)-C(2)
121.0(3)

C(23)-C(22)-C(27)
119.1(4)

C(23)-C(22)-C(21)
122.0(4)

C(27)-C(22)-C(21)
118.9(4)

C(24)-C(23)-C(22)
120.7(4)

C(23)-C(24)-C(25)
121.0(5)

C(26)-C(25)-C(24)
119.3(5)

C(25)-C(26)-C(27)
122.6(5)

C(26)-C(27)-C(28)
123.1(4)

C(26)-C(27)-C(22)
117.1(4)

C(28)-C(27)-C(22)
119.8(4)

C(33)-C(28)-C(29)
116.8(4)

C(33)-C(28)-C(27)
119.8(4)

C(29)-C(28)-C(27)
123.3(5)

C(30)-C(29)-C(28)
121.8(5)

C(29)-C(30)-C(31)
120.7(5)

C(32)-C(31)-C(30)
119.7(5)

C(31)-C(32)-C(33)
120.8(6)

C(28)-C(33)-C(32)
120.2(4)

C(28)-C(33)-C(34)
119.1(4)

C(32)-C(33)-C(34)
120.7(4)

C(21)-C(34)-C(33)
123.0(4)

C(48)-C(35)-C(36)
121.2(4)

C(48)-C(35)-C(19)
118.1(4)

C(36)-C(35)-C(19)
120.7(4)

C(37)-C(36)-C(35)
122.8(4)

C(37)-C(36)-C(41)
118.8(4)

C(35)-C(36)-C(41)
118.4(4)

C(36)-C(37)-C(38)
122.3(5)

C(37)-C(38)-C(39)
119.9(5)

C(38)-C(39)-C(40)
119.9(5)

C(39)-C(40)-C(41)
121.9(5)

C(40)-C(41)-C(42)
124.1(4)

C(40)-C(41)-C(36)
117.2(4)

C(42)-C(41)-C(36)
118.6(4)

C(47)-C(42)-C(43)
117.0(4)

C(47)-C(42)-C(41)
120.9(4)

C(43)-C(42)-C(41)
122.1(4)

C(44)-C(43)-C(42)
120.7(5)

C(45)-C(44)-C(43)
121.1(5)

C(44)-C(45)-C(46)
118.8(6)

C(45)-C(46)-C(47)
121.5(6)

C(46)-C(47)-C(42)
120.9(4)

C(46)-C(47)-C(48)
120.1(5)

C(42)-C(47)-C(48)
119.0(4)

C(35)-C(48)-C(47)
121.9(4)

O(4)-C(49)-C(50)
108.8(3)

O(4)-C(49)-C(54)
107.6(3)

C(50)-C(49)-C(54)
110.9(4)

C(49)-C(50)-C(51)
111.1(4)

C(49)-C(50)-Br(1)
109.7(3)

C(51)-C(50)-Br(1)
109.3(3)

C(52)-C(51)-C(50)
110.3(4)

C(51)-C(52)-C(53)
110.5(4)

C(52)-C(53)-C(54)
110.6(4)

C(49)-C(54)-C(53)
110.5(4)

