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The crystal data of 7a have been deposited in CCDC with number 754776. Empirical Formula:
C27H28IN3O3Pd; Formula Weight: 675.82; Crystal Color, Habit: colorless, prismatic; Crystal
Dimensions: 0.309 x 0.250 x 0.191 mm; Crystal System: Monoclinic; Lattice Type: Primitive;
Lattice Parameters: a = 9.8872(8)A, b = 16.8643(14)A, ¢ = 16.8744(15)A, o = 90° B =
100.713(2)°, y = 90°, V = 2764.6(4)A%; Space group: P2(1)/c; Z = 4; Dearc= 1.624 glcm?®; Fogo =
1336; Diffractometer: Rigaku AFC7R; Residuals: R; Rw: 0.0491, 0.1007.
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Table 1. Crystal data and structure refinement for cd29547.

Identification code
Empirical formula

Formula weight

Temperature

Wavelength

Crystal system, space group

Unit cell dimensions

Volume

Z, Calculated density
Bbsorption coefficient

F(000)

Crystal size

Theta range for data collection
Limiting indices

Reflections collected / unigue
Completeness to theta = 25.49
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F*2

Final R indices [I>2sigma(I)]
R indices (all data)

Largest diff. peak and hole

cd29547

C27 H2B I N3 03 Pd
675.82

293(2) K

0.71073 A

Monoclinic, P2(1})/c

a = 9.8872(8) A alpha = 90 degq.
b = 16.8643(14) A beta = 100.713(2)
c = 16.8744(15) A gamma = 90 deg.

2764.6(4) A"3
4, 1.624 Mg/m"3

1.819 mm~-1

1336

0.309 x 0.250 x 0.191 mm

1.72 to 25.49 deg.

-11<=h<=11, -20<=k<=14, -18<=1<=20

14252 / 5145 [R{int) = 0.0528]
100.0 %
Empirical

1.00000 and 0.81653

Full-matrix least-squares on F~2

5145 / 1 / 324

0.936

Rl = 0.0491, wR2 = 0.1007
Rl = 0.0780, wR2 = 0.1109

1.093 and -0.564 e.A"-3

deg.
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Table 2. Atomic coordinates ( x 1074) and equivalent isotropic
displacement parameters (A"2 x 1073) for ¢d29547.

U(eqg) is defined as one third of the trace of the orthogonalized
Uij tensor,

X Y z Ul(eq)
Pd 799(1) 1637(1) 8506 (1) 61(1)
I(1) 3189(1) 2293(1) 8413(1) 101(1)
N(1) -1445(4) 2096 (2) 7081(3) 51(1)
N(2) 198(4) 1485(2) 6653 (3) 45(1)
N(3) 3215(5) 85(3) 8479(3) 56(1)
o(1) 37B6(4) -485(3) 6955 (3) 77(1)
0(2) -414(3) -206(2) 6213(2) 59(1)
Q(3) 4424 (5) -1028(3) 8889 (3) 109(2)
c(1) -180(5) 1764 (3) 7330(3) 47 (1)
c(2) -1864 (5) 2021(3) 6261 (3) 49(1)
C{3) -3056(6) 2273(3) 5742 (4) 65(2)
c(4) -3161(7) 2084 (4) 4938 (5) 80(2)
c(5) -2141(7) 1654 (4) 4659 (4) 75(2)
c(6) -957(6) 1420(3) 5162 (4) 63(2)
C7) -833(5) 1628(3) 5978 (3) 50(1)
C(8) 1526(5) 1204 (3) 6548 (3) 53(1)
C(9) 2240(6) 1690(4) 6117 (4) 75(2)
C(10) 3498(7) 1449(5) 5965 (4) 95(2)
C(11) 4052 (6) 743(5) 6237 (4) 84(2)
c(12) 3336(5) 249(4) 6676 (4) 63(2)
C(13) 2065(5) 475(3) 6850 (3) 49(1)
C(14) 1342(5) -67(3) 7336(3) 46 (1)
C(15) 1953 (5) -270(3) 8119(3) 49(1)
C(le) 1314 (6) -801(3) 8568 (4) 61(2)
C(17) 70(6) -1125(3) 8212 (4) 70(2)
C(18) -569(6) =939(3) 7440 (4) 62(2)
C(19) 88 (5) -409(3) 6997 (3) 50(1)
C(20) -2246(6) 2498 (4) 7603 (4) 74(2)
c(21) 5108(7) -745(5) 6863 (5) 119(3)
c(22) -1763(6) -434(5) 5853 (4) 95(2)
C(23) 4380 (86) -314(4) 8804 (4) 74 (2)
c(24) 5624 (6) 211(4) 9028 (4) 96(2)
C(25) -788(9) 989 (5) 8946 (5) 100(3)
c(26) 66(16) 1352(7) 9580(7) 158 (5)

c(27) 1377 (11) 1256 (7) 9750(5) 146(5)




Table 3.

Bond lengths [A] and angles [deg] for cd29547.

Pd-C(1}

Pd-C (26)
Pd-C(25)
Pd-C(27)
Pd-I (1)

N(1)-C(1)
N(1)-C(2)

N(l)

-C{20)

N(2)-C(1)

N(2)-
N[Z)

N(3)-
N(3)-
N(3)-

o(1)
o<1)

0(3
c(e
c(2)-

2)
0(2)
)=
)=

c(7)
c(8)
c(23)
y\15)
H(3A)
-C(12)
-c(21)
b<19)
c(22)
C(23)
c()
C(3)

3)-C(4)
3)-H(3)

c(
C(
C(4)-C(5)
C(

4)-H(4)
C(5)-C{6)
C{5)-H(5)
C({6)-C1(7)
C(6)-H[6
c(8)-Cc19)
C(8)-C(13)

C(9)

-C(10)

C(9)-H(9)
C(10)-Cc(11)

c(10
C(l1
C{ll

C(l
Cc(l

C(l
C(1
C(15
C(l
C(

H(10)
C(12)

H(11)

C(13)
-C(14)
-C(19)
-C(15)
) -C(16)
6)-C(17)
6)-H(16)

)=
)
)=
2) =
3)
4)
4)

C(17)-C(18)
C{17)-H(17)
C({18)-C(19)
C(18)-H(18)

c{20)
c{z0

c(z21
c(21)
C(21)-H
C(22)
C(22}
c(22)

C(ZE)-C(24)

C(24)-H

25)-C(26)

C(25)-H(25A)
-H({25B)
1=C{(27)

€(25)
C(26

C(26)-H(26)

C(27)-
C(27)-E

~H(20A)
)-H(20B)
C{20)-H{20C)
)-H(21A)
-H(21B)
(z21c)
-H(22h)
-H(22B)
~H(22C)

(24R)

C(24)-H(24B)
C(24)-H(24C)
o

E(27A)
(27B)

COOHOOFHOOOHOOOOOOOODOHOMHORRPRREEMEHOROHORHFHOFEORORORRRHERERREHEORR BB -9 53 B RN MR R

.050(5)
.128(9)
.154(7)
.168(8)
6404 (7)
.364(6)
.373(6)
456 (7)
.351(6)
.400(6)
. 437 (8)
.358(7)
.415(6)
.819(19)
L369(7)
.415(7)
.368(6)
.412(6)
.213(7)
.374(7)
.397(7)
.380(8)
.9300
.393(9)
. 9300
.3701(8)
.9300
.404(7)
.9300
.375(7)
.398(7)
.377(9)
. 9300
.354(9)
. 9300
.392(8)
. 9300
.396(7)
.495(7)
.390(7)
.390(7)
.399(7)
,377(8)
. 9300
.374(8)
.9300
.399(7)
.9300
L9600
.9600
9600
.9600
L9600
9600
L9600
L9600
L9600
.506(8)
. 9600

. 9600

. 9600
L377(14)
.9300
.9300
.2B5(14)
.9300
.9300

. 9300
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C(1)-pPd-C(26)
C(1)-pPd-C(25)
C(26)-Pd-C(25)
C(1)-prd-C(27)
C(26)-Pd-C(27)
C(25)-pd-C(27)
C({l)-pd-I(1)

C{26)-Pd-I(1)
C(25)-Pd-I(1)
C(27)-pd-I(1)
C(1)-N(1)-C(2)
C{1)-N(1)-C{20)
C({2)-N(1)-C{20)
C(1)-N(2)-C(7)
C(1l)-N(2)-C(8)
C(7)-N({2)=-C(8)
C(23}-N(3)-C(15)
C(23)=N(3)~-H({3A)
C(15)-N(3)-H(3A)
C(lZ) -C(1)-C(21)

C(19)-C(2)-C(22)
N(2)-C(1)-N{(1)
N(2)-C(1)-Pd
N(1)=-C(1l)-Pd

N{1)-C(2)-C(7)
N(1)-C(2)-C(3)
C{7)-C(2)-C(3)
C{4)-C(3)-C(2)
C{4)—C(3)—H(3)
C({2)-C(3)-H(3)
t3) -C(4)-C(5)
C(3)-C(4)-H(4)
(‘(5} -C(4)-H(4)
Cl6)- C(5) -C(4)
C(6)-C(5)-H(5)
(,(4) C(5)-H(5)
C(5)-C(6)-C(7)
C(5}~-C(6)-H(6)
C{7)-C{6)-H(6)
C{2)=-C{7)-N(2)
C{2)-C(7)-C(86)
N(2)-C{7)-C(86)
C{9)-C(B)-C(13)
C{9)-C(B)-N(2)
C{13)-C(8)-N(2)
C{10)-C{9)~C(8)
C{10)-C(9)-H(9)
C{8)-C(9)-H(9)
C(11)-C{10)-C(9)
C{11)-C(10)-H(10)
C(9)-C(10)-H(10)
C(10)-C(11)-C(12)
c(1 0) Ctll)—H(ll)

C(l2)-C(11)-H(11)
O(1)-C(12)-C(11)
O(1)-C(12)-C(13)
C(11)-C(12)-C(13)
C(12)-C(13)-C(8)
C(1l2)-C(13)-C(14)
C(8)-C{13)-C(14)
C(19)-C(14)-C(15)
C(19)-C(14)-C(13)
C(15)=-C(14)-C(13)
C(14)~-C(15)-C(16)
C(14)-C(15)-N(3)
C(16)-C(15)-N(3)
C{17)-C(16}-C(15)
C(17)-C(le)-H(1l6)

C(lS C{17)-C(16)

)

)

)
C{15)-C(l6}-H(16)

)=
C{18)-C(17)-H(17)

.3(5)
.3(3)
.5(4)
L7(4)
.8(4)
L0(4)
.52(13)
-5(5)
161.
95.
111.
125.
123.
110.
128.
120.
125.

9(3)
9(3)
1(4)
1(5)
8(5)
7(4)
4(4)
1(4)
3(35)

118(4)
115(4)

119.
119.4
105.3
128.8
125.
106.
131.
121.
116.6
121.
121.
121,
119.
119,
122,
119,
119.
116.
121.
121.
106.
121.
132.
121.
116.
122.
119.
120.
120.
121.
119.
119.
119.
120.
120.
124.
114.9
121,
117.
119.
123.
119.
120.
120.
120.
119.8
119.
118.
120.
120.
122,
118.

3(5)
(4)
(4)
(4)
6(4)
9(5)
6(5)
5(6)
(6)
M
M
7(6)
2
1
0(6)
0
0
4(6)
8
8
0(5)
7(5)
2(5)
2(5)
1(5)
7(4)
6{6)
2
2
3(6)
4
4
5(6)
2
2
1(5)
(5)
0(6)
4(5)
3(5)
2(4)
1(5)
6(5)
2(4)
8(5)
(4)
3(5)
3(6)
9
9
7(5)
7
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C(16)-C(17)-H{17)
C(17)-C(18)-C{19)
c(17) C(lB) H(18)
C(19)-C(18)-H(18)
0(2)- cr19) -C(14)
0(2)-C(19)-C(18)
C(14)-C(19)-C(18)
N(1)=-C{20)-H(20A)
N(1)-C{20)-H{20B)
H(20R)-C(20)-H(20B)
N(1)-C{20)-H{20C)
E(20A)-C(20)}-H(20C)
E(20B)-C(20)-H(20C)
0(1)-C(21)-H(21A)
0(1)-C{21)-H(21B)
H{21A)-C(21)-H(21B)
0(1)-C(21)-H{21C)
H({21R)-C(21)-K(21C)
H{21B)-C(21)-K(21C)
0(2) cr '2)-H(22R)
0(2)-C 2)—H(22B)
4L?2A) C(22)-H(22B)
0(2)-C{22]) - (22C)
-tzzg) C(22)-H(22C)
H(22B)-C(22)-H(22C)
(3)-C{23)-N(3)
(3 J -C(23)-C(24)
(3 C(23) C(24)
(2 ) (24)-H(24A)
(2 C(24)wH(24B)
c24AJ—c<24)-H(24B)
(23)- (24; H(24C)
H(24A) - -H(24C)
}F24EJ—C(24) H(24C)
C(26)-C(25)-Pd
C(26)-C(25)-H(25A)
2d-C(25) -H(25A)
C(26)-C(25)-H(25B)
Pd-C(25)-H(25B)
1 (25R) -C{25) -H(25B)
ct27>-cgza)-ctzsa
C(27)-C(26)-Pd
okt 25) C(26)-Pd
C{27)-Cl26)-H(26)
C(25)-C{26)-H{26)
Pd-C{26)-H(26)
C(26)-C(27)-Pd
C(26)-C(27)-H{27A)
Pd-C(27)-H(27A)
C(26)- c(27) H(27B)
Pd-C(27)-H(27B)
.(ZIA) (27) -H(27B)

(&)
o]
N
C
1
(.

118.
118.
120.
120.
115.
123,
120.
109.
109.
109.
109,
109,
109.
109.
109.
109.
109.
109.
109.
109.
109.
109.
109.
109.
109.
123,
123,
113.

o

wrunoun

UL O O 00000 0EW-]

3(6)
0(6)
7(6)

109.5

109.
109.
109,
109,
109,

70.
120.

73.
120.
128.
120.
124.

74.

72.

owoOMNOMOBOOTULD
w

117.8

117.
128.

70.
120.

72.
i20.
129.
120.

Symmetry transformations used to

generate equivalent atoms:
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Table 4. Anisctropic displacement parameters (A"2 x 10°3) cd29547.
The anisctropic displacement factor exponent takes the form:
-2 pi*2 [ h"2 a**2 U1l + ... + 2 h k a* b* Ul1l2 ]

Ull u22 U33 uz23 Ul3 U12
Pd 81(1) 44 (1) 51(1) -4(1) =2(1) -1(1)
I(1) 78(1) 50(1) 152 (1) 10(1) -40(1) -18(1)
N{(1) 48(3) 44(2) 60(3) -4(2) 8(2) -3(2)
N(2) 38(2) 46(2) 53(3) 9(2) 9(2) -2(2)
N{(3) 62(3) 42 (3) 60(3) 5(2) -1(2) =-2(2)
o(l) 51(2) 90 (3) 94 (3) -6(3) 22(2) 19(2)
0(2) 40(2) 74 (3) 62(3) -7(2) 10(2) -9(2)
0(3) 84(3) 74 (3) 159(5) 39(3) -1(3) 13(3)
c(1) 461(3) 41(3) 52(3) 2(2) 7(3) -13(2)
Cc(2) 43(3) 42(3) 60(4) 3(3) 4(3) -9(2)
C(3) 51(4) 59(4) 81(5) 0(3) 5(3) 4(3)
C(4) 61(4) 83(5) 84 (6) 18(4) -19(4) -6(3)
C(5) 84(5) 89(5) 46(4) 12(3) -4(3) -16(4)
C(e) 64 (4) 75(4) 51(4) 3(3) 12(3) -1(3)
C(7) 43(3) 53(3) 53(4) B(3) 3(3) =-7(2)
c(8) 39(3) 62(3) 57(4) 14(3) 9(3) -10(2)
C(9) 50(4) 96 (5) 79(5) 31(4) 11(3) -14(3)
c{10) 58(4) 141(7) 88 (6) 41(5) 18 (4) -27(4)
C{11) 39(3) 133(7) 86(5) 13(5) 24(3) -2(4)
C(12) 33(3) 90 (5) 67(4) 0(3) 9(3) -3(3)
C(13) 37(3) 65(4) 47 (3) -2(3) 11(2) -9(2)
C(14) 39(3) 42(3) 59(4) 0(2) 18 (3) 3(2)
C(15) 52 (3) 37(3) 60(4) 2(2) 15(3) 2(2)
C(16} 77(4) 47(3) 61(4) 9(3) 18(3) 0(3)
C(17}) 75(4) 50(3) 95(6) 9(3) 40 (4) -5(3)
c(18) 57(4) 47(3) 88 (5) =2(3) 27(4) -5(3)
C(19) 44 (3) 48(3) 60(4) =7(3) 17(3) 5(2)
C(20) 79(4) 66(4) 76(5) -8(3) 15(4) 3(3)
c(21) 65(3) 130(7) 165(9) -20(6) 30(5) 35(4)
c(22) 51(4) 130(6) 97(6) 6(5) -2{4) -24(4)
C(23) 68 (4) 70(4) 78 (5) 13(4) 3(3) -1(4)
C(24) 72(5) 100(6) 105(s6) 17(4) =12(4) -7(4)
C(25) 119(7) 110(6) 92(7) 20(5) 75(6) 10(5)
C(20) 2581(16) 154 (10) 84 (8) 41(7) 91(10) 49 (11)
C(27) 189(11) 203(11) 57(6) 42 (6) 47(7) 105(9)
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Table 5. Hydrogen coordinates ( x 1074) and isotropic
displacement parameters (A"2 x 1073} for cd29547.

x Y z U(eq)
H{3}) -3743 2553 5930 78
H(4) -3933 2248 4572 96
H{5) -2267 1522 4115 91
H(6) =273 1138 4974 76
H{9) 1876 2178 5928 90
H(10} 3976 1777 5670 114
H(11) 4905 590 6132 101
H(16) 1719 -933 9094 73
H(17) ~-354 -1484 8505 84
H(18) -1417 -1159 7218 75
H(20R) -2543 3004 7376 111
E(20B) -1687 2571 8127 111
H(20C) -3035 2182 7650 111
H(21A) 5152 -766 6300 179
H({21B) 5278 -1264 7094 179
H(21C) 5791 -383 7132 179
H(22R) -18B46 -1000 5880 142
H(22B) -1949 -268 5299 142
B(22C) -2411 -190 6136 142
E(24R) 6444 -100 9053 144
E(24B) 5621 449 9545 144
H(24C) 5600 620 8629 144
H{254) -423 648 8607 120
H(25B) -1731 1085 8856 120
H(26) -333 1690 9307 189
H({27A) 1808 922 9435 176
H(278B) 1894 1519 10188 176
H(3A) 3280(50) 560(13) 8390(30) 55(16)




Table 6. Torsion angles [deg]

C(7)-N(2)-C(1)-N(1)
C(8) N(2)—C(l) N(1)
C{7)-N(2)-C(1)-Pd
c(8)- N(2) C({1l)-Pd
C(2)~-N(1)-C(1)-N(2)
c(z20) N(l) -C(1)-N(2)
C(2)-N(1)-C(1)-Pd

C(20)~N(1})-C(1)-Pd
C(26)-Pd-C(1)-N(2)
C(25)-Pd-C(1)-N(2)
Cl27)-2d-C(1)-N(2)
I(1)-Pd-C(1)-N{(2)
(26, Pd-C(1)=-N(1)
(25)-Pd=C(1)-N(1)
(27)—Pd C(1)-N(1)
(1}-Pd-C(1)-N(1)
(1)-N(1)-C(2)-C(7)
C(20)-N(1}-C(2)-C(7)
C(1)=N(1)-C(2)-C(3)
C(20)-N(1)-C(2)-C(3)
N(1)-C(2})-C(3)-C(4)
(71- (2)-C(3)-C(4)
2)- EB) -C{4)-C(5)
31~ ) -C(5)-C(6)
-C(6)-C(7)
ct2)~c(7 -N(2)
2)-C(7)-N(2)
2)-C(7)-C(8)
2)-C(7)-C(6)
)-C(7)-C(2)
1=C(7)-C(2)
)=C(7)-C(6)
) C(7)-C(6)
-C(7)-C(2)
-C(7)-N(2)
J ~C(8B)-C(9)
1=C(B)=C(9)
1-C(8)-C(13)
1-C(8)-C(13)
3
)

aOOHOOQOH

1‘—C

~I U0 0D

-1

)=C(39)-C(10)
-C(9)-C(10)

}-C{10}-C(11)

(G) C({l0)=-C(1l1)-C(12)

OZ 00000000000 0z202000

© ™
\_,\_LN\_,\_,_,\_,\__-‘-‘._...

N(
-N{(
—N{
N (
C(6
-C(6
-N(2
—N{(
—N{
N
-C(
o
-C{

2
2
2
L
8
9

C(21)-C{1)-C(12)-C(11)
C{2l)-0(l)-C(l2)-C(13
C(10)-C(11l)-C(12)-0(1)
CKIO)—C(ll}—C(12)—C(13)
0(l)- C(13) -C(8)
C(11) C(12 C(13)-C(8)
0(1)- 2) C(13) C(l4)
C{11) C(12) -C(13)-C(14)
C(9)-C(8)-C(13)-C(12)
N(2)-C(8)-C(13)-C(12)
C{9)-C(8)-C({13)-C(14)
N(2)- C(B) C(13)-C(14)
C(12)-C(13)-C(14)-C(19)
C(8)-C(13)-C(14)-C(19)
C{12)-C(13)-C(14) C(15)
Ct )-C(13)-C(14)-C(15)

C(19)-C(14)-C(15)-C(16)
C({13)-C{14)-C(15)-C(16)
C{19)-C(14)-C(15)-N(3)
C({13)-C(14)-C(15)-N(3)
C({23)-N(3})-C(15)-C(14)
C(23)-N(3)-C(15)-C(16)

C(14)-C{15)-C(16)-C(17)
N(3)-C(15)-C(16)-C(17)
C(15)-C(16)-C(17)-C(18)

-1.0(5)
168.3(4)
173.4(3)
-17.3(7)

0.7(5)
-177.9(4)
-174.0(3)

7.4(7)
-135.6(6)
-117.8(4)
-103.1(10)

58.7(4)

37.8(8)

55.6(4)

70.3(11)

=127.9(4)
0.0(5)
178.6(5)
-179.2(5)
-0.5(8)
=179.0(5)

2.0(8)

0.9(9)

-2.3(10)

-0.6(5)
178.6(4)
177.1(5)

-3.7(8)

=169.3(4)
-176.3(5)
13.4(8)
2.2(8)
179.2(5)
-108.1(6)
60.4(6)
73.1(7)
-118.5(5)
1.2(9)
-177.6(6)
-0.4(11)
0.3(12)
5.7(9)
-175.3(6)
177.9(6)
-1.1(10)
-177.2(5)
1.8(8)
2.1(8)
-178.9(6)
-1.9(8)
176.8(5)
178.8(5)
-2.4(8)
-115.1(6)
€4.1(7)
61.2(7)
-119.5(6)
-0.9(7)
-177.4(4)
-178.7(4)
4.8(7)
~124.9(6)
57.3(7)
0.7(7)
178.5(5)
-0.8(8)
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16)-C({17)-C(18)-C(19)
22)-0(2)-C(19)-C(14)
22)-0(2)-C{19)-C(18)
15)-C(14)-C(19)-0(2)
13)-C(14)-C(19)-0(2)
15)-C(14)-C(19)-C(18)
13)-C(14)-C(19)-C(18)
17)-C(18)-C(19)-0(2)
17)-C(18)-C(19)-C(14)
15)-N(3)-C(23)-0(3)
15)-N(3}-C(23)-C(24)
1}-Pd-C(25)-C(26)
7
1

7)-Pd-C(25)-C(26)
-Pd-C(25)-C(26)
(25)-C(26)-C(27)
-Pd-C(26)-C(27)
5)-Bd-C(26)-C(27)
5

[

—Pd-C (26)-C(27)
-Pd-C(26)-C(25)
)-Pd-C(26)-C(25)
1)-Pd-C (26) -C(25)
25)-C(26)-C{27) -Pd
1)-Pd-C(27)-C(26)
25)-Pd-C{27)-C{26)
1)-Pd-C(27)-C(26)

HOOOHOOHOOQUHOOOOOOOOOOO00
AR

e~

1.
-171.
10.
-177.
-0.
1.
177.
176.
-1.
-7.
171,
-158.,
26,
33.
-55.
164.
134.
-32.
29.
-134.
-167.
54.
-44.
-28.
154,

1(8)
3(5)
3(7)
2(4)
7(6)
3N
7(4)
9(5)
4(8)
2(10)
0(5)
2(7)
2(7)
1(11)
7(10)
("
9(12)
9(10)
8(8)
9(12)
8(4)
8(10)
1(15)
2(8)
0(8)

Symmetry transformations used to generate equivalent atoms:

S11



Table 7. Hydrogen bonds for cd29547 [A and deg.].

D-H...A d(D-H) d(H...R) d(D...A)
C(3)-H(3)...0(3)#1 0.93 2.52 3.278(7)
C(21)-H(21B)...I(1)#2 0.96 3.07 3.780(7)
N(3)-H(3R)...I(1) 0.818(19) 2.92(2) 3.725(5)

< (DHA)

138.8
131.8
167(4)

Symmetry transformations used to generate equivalent atoms:
#1 -x,y+1/2,-2+3/2 #2 -x+1,y-1/2,-2+3/2
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