Table 1. Crystal data and structure refinement for CB2204.

Identification code
CB2204

Formula
C48 H56 N6 O4, 2(C7 H4 N O3 S), 2(C H4 O)

Formula weight
1209.41

Temperature
173(2) K

Diffractometer, wavelength
Agilent Xcalibur PX Ultra A, 1.54184 Å

Crystal system, space group
Monoclinic, P21
Unit cell dimensions
a = 10.8225(8) Å
a = 90°


b = 28.4373(16) Å
b = 110.772(7)°


c = 10.9044(6) Å
g = 90°

Volume, Z
3137.8(4) Å3, 2

Density (calculated)
1.280 Mg/m3
Absorption coefficient
1.324 mm-1
F(000)
1280

Crystal colour / morphology
Colourless needles

Crystal size
0.375 x 0.092 x 0.040 mm3
q range for data collection
4.336 to 74.049°

Index ranges
-13<=h<=9, -34<=k<=33, -13<=l<=10

Reflns collected / unique
18643 / 11971 [R(int) = 0.0816]

Reflns observed [F>4s(F)]
7940

Absorption correction
Analytical

Max. and min. transmission
0.955 and 0.770

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
11971 / 3 / 751

Goodness-of-fit on F2
0.995

Final R indices [F>4s(F)]
R1 = 0.0692, wR2 = 0.1578

R indices (all data)
R1 = 0.1005, wR2 = 0.1890

Absolute structure parameter
-0.03(3)

Largest diff. peak, hole
0.328, -0.336 eÅ-3
Mean and maximum shift/error
0.000 and 0.003

Table 2. Bond lengths [Å] and angles [°] for CB2204.

N(1)-C(10)
1.307(9)

N(1)-N(2)
1.396(8)

N(2)-C(3)
1.306(9)

C(3)-O(11)
1.345(8)

C(3)-C(4)
1.451(9)

C(4)-C(9)
1.379(9)

C(4)-C(5)
1.417(10)

C(5)-C(6)
1.361(11)

C(6)-C(7)
1.408(11)

C(7)-C(8)
1.378(11)

C(8)-C(9)
1.413(10)

C(9)-C(10)
1.430(9)

C(10)-O(35)
1.360(8)

O(11)-C(12)
1.447(8)

C(12)-C(13)
1.519(10)

C(12)-C(25)
1.537(9)

C(13)-C(14)
1.372(11)

C(13)-C(22)
1.436(10)

C(14)-C(15)
1.411(11)

C(15)-N(16)
1.330(10)

N(16)-C(17)
1.345(10)

C(17)-C(22)
1.430(10)

C(17)-C(18)
1.440(11)

C(18)-C(19)
1.335(12)

C(19)-C(20)
1.418(12)

C(20)-O(23)
1.367(11)

C(20)-C(21)
1.402(11)

C(21)-C(22)
1.399(11)

O(23)-C(24)
1.419(12)

C(25)-N(26)
1.509(9)

C(25)-C(30)
1.541(10)

N(26)-C(27)
1.485(10)

N(26)-C(31)
1.521(9)

C(27)-C(28)
1.540(12)

C(28)-C(29)
1.524(11)

C(29)-C(30)
1.540(10)

C(29)-C(32)
1.558(12)

C(31)-C(32)
1.521(11)

C(32)-C(33)
1.505(13)

C(33)-C(34)
1.554(13)

O(35)-C(36)
1.450(8)

C(36)-C(37)
1.521(10)

C(36)-C(49)
1.540(10)

C(37)-C(38)
1.364(10)

C(37)-C(46)
1.446(10)

C(38)-C(39)
1.407(12)

C(39)-N(40)
1.314(11)

N(40)-C(41)
1.381(10)

C(41)-C(46)
1.395(11)

C(41)-C(42)
1.426(11)

C(42)-C(43)
1.353(12)

C(43)-C(44)
1.387(12)

C(44)-O(47)
1.367(9)

C(44)-C(45)
1.375(11)

C(45)-C(46)
1.416(10)

O(47)-C(48)
1.411(12)

C(49)-N(50)
1.498(9)

C(49)-C(54)
1.555(9)

N(50)-C(51)
1.496(9)

N(50)-C(55)
1.511(9)

C(51)-C(52)
1.549(11)

C(52)-C(53)
1.533(11)

C(53)-C(56)
1.530(12)

C(53)-C(54)
1.532(11)

C(55)-C(56)
1.531(10)

C(56)-C(57)
1.569(11)

C(57)-C(58)
1.515(13)

S(60)-O(69)
1.433(6)

S(60)-O(70)
1.445(6)

S(60)-N(61)
1.613(7)

S(60)-C(68)
1.763(8)

N(61)-C(62)
1.336(10)

C(62)-O(62)
1.251(9)

C(62)-C(63)
1.488(10)

C(63)-C(64)
1.355(12)

C(63)-C(68)
1.393(11)

C(64)-C(65)
1.383(14)

C(65)-C(66)
1.381(15)

C(66)-C(67)
1.368(14)

C(67)-C(68)
1.371(11)

S(80)-O(89)
1.422(7)

S(80)-O(90)
1.437(7)

S(80)-N(81)
1.612(5)

S(80)-C(88)
1.741(8)

N(81)-C(82)
1.324(10)

C(82)-O(82)
1.272(9)

C(82)-C(83)
1.479(10)

C(83)-C(84)
1.374(11)

C(83)-C(88)
1.385(10)

C(84)-C(85)
1.395(13)

C(85)-C(86)
1.394(14)

C(86)-C(87)
1.359(12)

C(87)-C(88)
1.407(10)

C(10)-N(1)-N(2)
119.0(6)

C(3)-N(2)-N(1)
118.9(6)

N(2)-C(3)-O(11)
120.8(6)

N(2)-C(3)-C(4)
124.5(6)

O(11)-C(3)-C(4)
114.6(6)

C(9)-C(4)-C(5)
120.6(6)

C(9)-C(4)-C(3)
116.0(6)

C(5)-C(4)-C(3)
123.3(6)

C(6)-C(5)-C(4)
118.4(7)

C(5)-C(6)-C(7)
121.5(8)

C(8)-C(7)-C(6)
120.3(8)

C(7)-C(8)-C(9)
118.8(7)

C(4)-C(9)-C(8)
120.3(7)

C(4)-C(9)-C(10)
116.8(6)

C(8)-C(9)-C(10)
122.9(6)

N(1)-C(10)-O(35)
119.9(6)

N(1)-C(10)-C(9)
124.8(6)

O(35)-C(10)-C(9)
115.3(6)

C(3)-O(11)-C(12)
116.8(5)

O(11)-C(12)-C(13)
111.0(6)

O(11)-C(12)-C(25)
107.3(5)

C(13)-C(12)-C(25)
109.5(5)

C(14)-C(13)-C(22)
117.9(7)

C(14)-C(13)-C(12)
120.7(6)

C(22)-C(13)-C(12)
121.3(7)

C(13)-C(14)-C(15)
120.6(7)

N(16)-C(15)-C(14)
123.3(8)

C(15)-N(16)-C(17)
117.1(7)

N(16)-C(17)-C(22)
124.6(7)

N(16)-C(17)-C(18)
117.3(7)

C(22)-C(17)-C(18)
118.1(8)

C(19)-C(18)-C(17)
121.0(8)

C(18)-C(19)-C(20)
121.0(7)

O(23)-C(20)-C(21)
124.2(8)

O(23)-C(20)-C(19)
115.5(7)

C(21)-C(20)-C(19)
120.4(8)

C(22)-C(21)-C(20)
119.2(7)

C(21)-C(22)-C(17)
120.3(6)

C(21)-C(22)-C(13)
123.2(7)

C(17)-C(22)-C(13)
116.5(7)

C(20)-O(23)-C(24)
117.4(7)

N(26)-C(25)-C(12)
113.4(5)

N(26)-C(25)-C(30)
106.1(5)

C(12)-C(25)-C(30)
117.3(6)

C(27)-N(26)-C(25)
108.4(5)

C(27)-N(26)-C(31)
108.8(6)

C(25)-N(26)-C(31)
112.8(5)

N(26)-C(27)-C(28)
107.6(6)

C(29)-C(28)-C(27)
108.4(6)

C(28)-C(29)-C(30)
109.2(6)

C(28)-C(29)-C(32)
107.8(7)

C(30)-C(29)-C(32)
108.8(6)

C(29)-C(30)-C(25)
107.9(6)

C(32)-C(31)-N(26)
109.5(6)

C(33)-C(32)-C(31)
110.2(7)

C(33)-C(32)-C(29)
115.7(7)

C(31)-C(32)-C(29)
106.3(6)

C(32)-C(33)-C(34)
113.3(8)

C(10)-O(35)-C(36)
117.6(5)

O(35)-C(36)-C(37)
110.4(6)

O(35)-C(36)-C(49)
107.5(6)

C(37)-C(36)-C(49)
110.5(6)

C(38)-C(37)-C(46)
117.4(7)

C(38)-C(37)-C(36)
120.9(6)

C(46)-C(37)-C(36)
121.7(6)

C(37)-C(38)-C(39)
120.4(7)

N(40)-C(39)-C(38)
124.4(8)

C(39)-N(40)-C(41)
116.1(7)

N(40)-C(41)-C(46)
124.1(7)

N(40)-C(41)-C(42)
116.5(7)

C(46)-C(41)-C(42)
119.4(7)

C(43)-C(42)-C(41)
120.1(8)

C(42)-C(43)-C(44)
121.0(8)

O(47)-C(44)-C(45)
124.8(8)

O(47)-C(44)-C(43)
114.7(7)

C(45)-C(44)-C(43)
120.5(8)

C(44)-C(45)-C(46)
120.1(8)

C(41)-C(46)-C(45)
119.0(7)

C(41)-C(46)-C(37)
117.5(7)

C(45)-C(46)-C(37)
123.5(7)

C(44)-O(47)-C(48)
118.2(7)

N(50)-C(49)-C(36)
112.5(5)

N(50)-C(49)-C(54)
106.8(5)

C(36)-C(49)-C(54)
117.7(6)

C(51)-N(50)-C(49)
108.7(5)

C(51)-N(50)-C(55)
108.0(6)

C(49)-N(50)-C(55)
112.3(5)

N(50)-C(51)-C(52)
108.3(6)

C(53)-C(52)-C(51)
107.0(6)

C(56)-C(53)-C(54)
110.2(6)

C(56)-C(53)-C(52)
107.9(7)

C(54)-C(53)-C(52)
108.7(7)

C(53)-C(54)-C(49)
107.6(6)

N(50)-C(55)-C(56)
109.0(6)

C(53)-C(56)-C(55)
106.8(6)

C(53)-C(56)-C(57)
115.4(7)

C(55)-C(56)-C(57)
110.1(7)

C(58)-C(57)-C(56)
111.3(8)

O(69)-S(60)-O(70)
114.6(4)

O(69)-S(60)-N(61)
111.8(4)

O(70)-S(60)-N(61)
110.1(4)

O(69)-S(60)-C(68)
111.3(4)

O(70)-S(60)-C(68)
110.2(4)

N(61)-S(60)-C(68)
97.6(4)

C(62)-N(61)-S(60)
110.1(5)

O(62)-C(62)-N(61)
122.4(7)

O(62)-C(62)-C(63)
121.7(7)

N(61)-C(62)-C(63)
115.8(7)

C(64)-C(63)-C(68)
120.6(8)

C(64)-C(63)-C(62)
129.8(8)

C(68)-C(63)-C(62)
109.6(7)

C(63)-C(64)-C(65)
117.6(9)

C(66)-C(65)-C(64)
122.2(10)

C(67)-C(66)-C(65)
119.8(10)

C(66)-C(67)-C(68)
118.3(9)

C(67)-C(68)-C(63)
121.4(8)

C(67)-C(68)-S(60)
131.7(7)

C(63)-C(68)-S(60)
106.9(6)

O(89)-S(80)-O(90)
115.8(4)

O(89)-S(80)-N(81)
111.2(4)

O(90)-S(80)-N(81)
109.5(4)

O(89)-S(80)-C(88)
110.4(4)

O(90)-S(80)-C(88)
111.1(4)

N(81)-S(80)-C(88)
97.4(3)

C(82)-N(81)-S(80)
110.0(5)

O(82)-C(82)-N(81)
123.0(7)

O(82)-C(82)-C(83)
121.0(7)

N(81)-C(82)-C(83)
115.9(6)

C(84)-C(83)-C(88)
120.6(7)

C(84)-C(83)-C(82)
130.0(7)

C(88)-C(83)-C(82)
109.4(6)

C(83)-C(84)-C(85)
118.9(8)

C(86)-C(85)-C(84)
119.9(9)

C(87)-C(86)-C(85)
121.8(8)

C(86)-C(87)-C(88)
117.9(8)

C(83)-C(88)-C(87)
120.8(7)

C(83)-C(88)-S(80)
107.3(5)

C(87)-C(88)-S(80)
131.8(6)

