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Table 1. Crystallographic Data for crystal 3a and 3b.

Compound 3a 3b
Molecular formula CyoH, N0 CyeH N0
Molecular weight 208 33 208,33
Temperature(K) 298(2) 208(2)
Wavelength (nm) 0.071073 0.071073
Crystal system Tetragonal Monoclinic
Space group I4(1)/a P2(1)/n

a (A) 21.5111(7 10.7240(6)
b(A) 21.5111(7 8.9019(5)
c(A) 13.2377(9) 6.1894(8)
a (%) 90.00 90.00

il 90.00 102.039(4)
(%) 90.00 90.00
V(A% 6125.4(5) 1511.51{(14)
zZ 16 4

o (cald) Mgm™) 1.1294 1.311
(mm™) 0.081 0.082
F(000) 2496 624

Crystal size (mm)
& range for data collection (%)
B/ (max, min)

Reflections collected

[ndependent reflections

Absorption correction

Refinement method

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

Final R1*wR2 ® indices [{>20
(D]

0.16 x0.13 « 0.10
1.81to 27.64
-28,24/-25,28/-17,15
25513

3576 [R (int) = 0.0566]

Semi-empirical from equivalents

Full-matrix least-squares on F°

3576/0/209
1.002

0.0534,0.1359

032x0.29x0.28

2.09t0 27.56

-10,13/-11,10/ -21,20
13247

3460 [R(int) = 0.0332]
Semi-empirical  from

equivalents

Full-matrix least-squares on

F
3460/ 0/ 209

1.050

0.0430,0.1012




R1 wR?2 indices (all data)

0.1103,0.1682

0.0688,0.1163

Largest diff. Peak and hole 482 and-186 118 and -188
(e.nm’3)
Table 2. Atomic coordinates ( x 1074) and equivalent isotropic displacement

parameters (A2 x 1073) for ¢. U(eq) is defined as one third of the trace of the
orthogonalized Uij tensor.

3a 3b
X v z Uleq) X v z Ufleq)

O(1)  9877(1)  4366(1) 2208(1) 80(1) |O(1)  2826(1)  4971¢1)  1664(1)  58(1)
N(I)  9002(1)  4860(1) 838(1) 56(1) | Ny 50711y 55341 1158(1)  43(1)
N@2)  7419(1)  6531(1) 1206(1) 56(1) | N2y 740001y 12207¢1) -823(1) 501
C)  9477(1)  4397¢1) 531(2)  52(1) | (1)  4980(1)  4257(2)  1604(1)  42(1)
C2)  0888(1)  4143(1) 1255(2) 57(1) | C2) 3816(1)  4001¢2)  1868(1)  46(1)
C(3)  10281(1) 3674(1) 1005(2) 69(1) | C(3) 3695(2) 2762(2)  2350(1) 56(1)
C@)  10275(1) 3431¢1) 22(2)  75(1) | C4)  4699(2)  1741¢2)  2572(1)  61(1)
C(5)  9887(1)  3657(1) 694(2) 69(1) | C(5) 5822(2) 1938(2)  2314(1) 57(1)
C(6)  0478(1)  4152(1) 463(2)  58(1) | C(6) 5990(1)  3209(2)  1824(1)  46(1)
C(7)  9069(1)  4431(1) 1154(2) 71(1) | C(7)  71092)  3520(2)  1532(1)  54(1)
C(8)  8694(1)  4902(1) -853(2) 74(1) | C(8) 7198(1)  4798(2)  1088(1) 51(1)
CO)  8708(1) S111(1) 162(2) 58(1) | C@) 6164(1) 58102) 922(1)  43(1)
C10) 8276(1)  S591(1) 506(2) 67(1) | C10) 6235(1)  7246(2) 491¢1)  47(1)
CA1) 8207(1)  S751(1) 1470(2) 66(1) | C11) 7288(1)  8015(2)  484(1)  46(1)
C(12) 7740(1)  6188(1) 1857(2) 58(1) | C(12) 7337(1)  9464(2) 57(1)  42(1)
C(13) 7638(1)  6214(1) 2008(2) 68%(1) | C(13) 6417(2)  9830(2) -629(1)  51(1)
C(14) 7198(1)  6596(1) 3200(2) 69(1) | C(14) 6483(2) 11219(2) -1040(1) 54(1)
C(13) 6843(1)  6969(1) 2629(2) 55(1) | Ca15) 8350(1)  11860¢2) -147(1)  43(1)
C(16) 6379(1)  7383(1) 2053(2) 69(1) | C(16) 9358(2) 12894(2) 90(1)  52(1)
CA7) 6064(1)  7735(1) 2277(2) 72(1) | CAT) 10310(2) 12630(2) 769(1)  59(1)
C(18) 6195(1)  7692(1) 1241(2) 68%(1) | C(18) 10308(2) 11317¢2) 1244(1) 60(1)
CA9) 6639(1)  7292(1) 900(2)  59(1) | C19) ©362(1)  10284¢2) 1028(1)  51(1)
C0) 6975(1)  6921¢1) 1583(1) 50(1) | CQ0) 8356(1)  10507(1) 323(1)  41(1)
Table 3 Bond lengths [A] and angles [deg] for crystal 3a and 3b.

3a 3b
O(1)-C(2) 1.350(2) O(1)-C(2) 1.3543(18)
O(1)-H(1) 0.8200 O(1)-H(1) 0.8200
N(1)-C(9) 1.332(3) N(1)-C(9) 1.3286(18)
N(1)-C(1) 1.358(2) N(1)-C(1) 1.3621(17)
N(2)-C(12) 1.328(3) N(2)-C(14) 1.3117(19)
N(2)-C(20) 1.366(2) N(2)-C(15) 1.3667(18)
C(1)-C(2) 1.413(3) C(1)-C(6) 1.418(2)




C(1)-C(6)
C(2)-C(3)
C(3)-C(4)
C(3)-H(3)
C(#)-C(5)
C(4)-H(4)
C(5)-C(6)
C(5)-H(5)
C(6)-C(7)
C(7)-C(8)
C(7)-H(7)
C(8)-C(9)
C(8)-H(8)
C(©)-C(10)
C(10)-C(11)
C(10)-H(10)
C(11)-C(12)
C(11)-H(11)
C(12)-C(13)
C(13)-C(14)
C(13)-H(13)
C(14)-C(15)
C(14)-H(14)
C(15)-C(16)
C(15)-C(20)
C(16)-C(17)
C(16)-H(16)
C(17)-C(18)
C(17)-H(17)
C(18)-C(19)
C(18)-H(18)
C(19)-C(20)
C(19)-H(19)
C(2)-0(1)-H(1)
C©)-N(1)-C(1)

C(12)-N(2)-C(20)

N-C(1)-C2)
N(-C(1)-C(6)
C2)-C)-C(6)
O(1)-C2)-C3)
O(1)-C2)-C(M)
CE)-CR)-C(1)
C(2)-C3)-C(4)
C2)-C3)-HB)

1.418(3)
1.359(3)
1.402(3)
0.9300
1.354(3)
0.9300
1.413(3)
0.9300
1.404(3)
1.355(3)
0.9300
1.416(3)
0.9300
1.463(3)
1.330(3)
0.9300
1.468(3)
0.9300
1.410(3)
1.353(3)
0.9300
1.411(3)
0.9300
1.405(3)
1.417(3)
1.353(3)
0.9300
1.403(3)
0.9300
1.363(3)
0.9300
1.405(3)
0.9300
109.5
118.29(17)
117.96{17)
117.52(18)
123.48(19)
119.00{19)
120.2(2)
119.06(19)
120.8(2)
119.9(2)
120.1

C(1)-C(2)
C(2)-C(3)
C(3)-C(4)
C(R3)-H(3)
C(4)-C(5)
C4)-H(d)
C(5)-C(6)
C(5)-H(5)
C(6)-C(7)
C(7)-C(8)
C(7)-H(T)
C(8)-C(9)
C(8)-H(8)
C(9)-C(10)
C(10)-C(11)
C(10)-H(10)
C(11)-C(12)
C(11)-H(11)
C(12)-C(13)
C(12)-C(20)
C(13)-C(14)
C(13)-H(13)
C(14)-H(14)
C(15)-C(16)
C(15)-C(20)
C(16)-C(17)
C(16)-H(16)
C(17)-C(18)
C(17)-H(17)
C(18)-C(19)
C(18)-H(18)
C(19)-C(20)
C(19)-H(19)
C(2)-0(1)-H(1)
C(9)-N(1)-C(1)

C(14)-N(2)-C(15)

N()-C(1)-C(6)
N()-C(1)-C2)
C(6)-C(1)-C(2)
O(1)-C2)-C3)
O(1)-C2)-C(D)
C(3)-C2)-C(1)
C(2)-C3)-C(4)
CR2)-CE)-HEG)

1.419(2)
1.374(2)
1.397(2)
0.9300
1.366(2)
0.9300
1.415(2)
0.9300
1.406(2)
1.360(2)
0.9300
1.410(2)
0.9300
1.4660(19)
1.323(2)
0.9300
1.4609(19)
0.9300
1.367(2)
1.4299(19)
1.397(2)
0.9300
0.9300
1.410(2)
1.4236(19)
1.356(2)
0.9300
1.399(2)
0.9300
1.360(2)
0.9300
1.411(2)
0.9300
109.5
118.14(12)
117.06(12)
123.14(13)
117.29(13)
119.55(13)
119.20(14)
121.23(12)
119.56(14)
120.59(15)
119.7



C(#)-C(3)-H(3)
C(5)-C(4)-C(3)
C(5)-C(4)-H{4)
C(R3)-C(4)-H(4)
C(#)-C(5)-C(6)
C(4)-C(5)-H(5)
C(6)-C(5)-H(5)
C(7)-C(6)-C(5)
C(7)-C(6)-C(1)
C(5)-C(6)-C(1)
C(8)-C(7)-C(6)
C(8)-C(7)-H(7)
C(6)-C(7)-H(7)
C(7)-C(8)-C(9)
C(7)-C(8)-H(8)
C(©)-C(8)-H(8)
N(1)-C(9)-C(8)
N(1)-C(9)-C(10)
C(8)-C(9)-C(10)
C(11)-C(10)-C(9)
C(11)-C(10)-H(10)
C(©)-C(10)-H(10)
C(10)-C(11)-C(12)
C(10)-C(11)-H(11)
C(12)-C(11)-H(11)
N(2)-C(12)-C(13)
N(2)-C(12)-C(11)
C(13)-C(12)-C(11)
C(14)-C(13)-C(12)
C(14)-C(13)-H(13)
C(12)-C(13)-H(13)
C(13)-C(14)-C(15)
C(13)-C(14)-H(14)
C(15)-C(14)-H(14)
C(16)-C(15)-C(14)
C(16)-C(15)-C(20)
C(14)-C(15)-C(20)
C(17)-C(16)-C(15)
C(17)-C(16)-H(16)
C(15)-C(16)-H(16)
C(16)-C(17)-C(18)
C(16)-C(17)-H(17)
C(18)-C(17)-H(17)
C(19)-C(18)-C(17)

120.1
121.3(2)
119.3
119.3
120.3(2)
119.9
119.9
124.9(2)
116.4(2)
118.8(2)
120.1(2)
119.9
119.9
120.2(2)
119.9
119.9
121.5(2)
118.07(19)
120.4(2)
123.5(2)
118.2
118.2
125.2(2)
117.4
117.4
122.4(2)
119.03(19)
118.5(2)
120.2(2)
119.9
119.9
119.4(2)
120.3
120.3
123.7(2)
119.1(2)
117.19(19)
120.6(2)
119.7
119.7
120.5(2)
119.7
119.7
120.4(2)

C4)-C3)-HE3)
CO)-CH-C3)
CO)-Cl4)-H4)
CR)-CH-HA
C(4)-C3)-C(6)
C(4)-C3)-HEB)
C(6)-C(5)-H(5)
CN-C6)-C5)
C7)-C6)-C(1)
C()-C6)-C(1)
C(8)-C(7)-C(6)
C(8)-C(7)-H(T)
C(6)-C(7)-H(T)
CTN-C8)-CE)
C(7)-C8)-H(8)
C)-C(8)-H(8)
N(D-CE-CE)
N(1)-C(9)-C(10)
C(8)-C(9)-C(10)
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(10)-C(11)-H(11)
C(12)-C(11)-H(11)
C(13)-C(12)-C(20)
C(13)-C(12)-C(11)
C(20)-C(12)-C(11)
C(12)-C(13)-C(14)
C(12)-C(13)-H(13)
C(14)-C(13)-H(13)
N(2)-C(14)-C(13)
N(2)-C(14)-H(14)
C(13)-C(14)-H(14)
N(2)-C(15)-C(16)
N(2)-C(15)-C(20)
C(16)-C(15)-C(20)
C(17)-C(16)-C(15)
C(17)-C(16)-H(16)
C(15)-C(16)-H(16)
C(16)-C(17)-C(18)
C(16)-C(17)-H(17)
C(18)-C(17)-H(17)
C(19)-C(18)-C(17)

119.7
121.31(15)
119.3
119.3
119.84(15)
120.1
120.1
124.30(15)
116.59(13)
119.12(14)
120.08(14)
120.0
120.0
119.73(14)
120.1
120.1
122.23(13)
115.73(12)
122.03(13)
125.77(14)
117.1
117.1
124.92(14)
117.5
117.5
117.28(12)
120.83(13)
121.87(12)
120.47(14)
119.8
119.8
124.50(14)
117.7
117.7
118.06(13)
122.63(12)
119.30(13)
120.78(14)
119.6
119.6
120.21(14)
119.9
119.9
120.68(15)



C(19)-C(18)-H(18)
C(17)-C(18)-H(18)
C(18)-C(19)-C(20)
C(18)-C(19)-H(19)
C(20)-C(19)-H(19)
N(2)-C(20)-C(19)

N(2)-C(20)-C(15)

C(19)-C(20)-C(15)

119.8
119.8
120.4(2)
119.8
119.8
118.30(17)
122.76(18)
118.94(19)

| C(19)-C(18)-H(18)
C(17)-C(18)-H(18)
C(18)-C(19)-C{(20)
C(18)-C(19)-H(19)
C(20)-C(19)-H(19)
C(19)-C{20)-C(15)
C(19)-C(20)-C(12)
C(15)-C(20)-C(12)

119.7
119.7
121.05(14)
119.5
119.5
117.94(12)
124.01(12)
118.04(12)

Table 4 Anisotropic displacement parameters (A”2 x 10°3) for crystal 3a and 3b.

The anisotropic displacement factor exponent takes the form:

2pi*2[h"2a*2U11+..+2hka*b* Ul2]

3a 3b
Ull U222 U3 U233 UI3  Ul2 Ull U222 U3 U23 UI3 U2
o)  86(1) 92(1) 61(1) -11(1) -13(1) 23(1) | O1) 4%1) 56(1) 7L 11(1) 20(1) -6(1)
N(D) 571y 571y 54 -1 2D 2 | N 42(D) 41D 45 () () -6(D)
N@) 581 591 SIL -4 2 3 | N@ 53D 47D S AL 131 -1
C(l) 51D SIS 2L &) 0(D) C(l)  48(1) 38(1) 38(1) -3(1) S -8(1)
C@ 581 &) 2 3 AL o C@) S 451 43 3 & -1
C(3) 65(1) T3 69 -1 -1 15(1) | C3)  66(1) S551) 48(1) 1(1) 14(1) -17(1)
CE)  78(2) TIR) TIR) -4 15(1) 171 | C@)  85(1) 46(1) 48(1) (1) (1)  -16(1)
C(5) 752 T3 SN &) 12(1) (D) C(s) 7D 43D So) 4 2 2D
) 60(1) 62(1) S0y o) AL 2 | C6) 541 391 43(1) -3 31 -4
C(T) 792) 86(2) 49(1) -7 L) 9(1) C(7) 531 42(1) 65(1) A4 ) 51
C®) 772 0@ S 2(1) -5 18(1) | C8)  46(1) 451) 65(1) -6(1) 17(1) -2(1)
CO) 5% 631 S 2 AL 5D CO) 45(1) 391 45() 3D o) -6(1)
C(l0) 67(2) 7L 61 ALy 2 16(1) | C10) 46(1) 43(1) 5L 2L 12(1)  -1(D)
C(11) 68(2) 67(1) 63(1) -1(1) -7(1)  13(1) | G(11) 46(1) 42(1) 51 21)  10(1)  -4(1)
C(12) 61() 56 ST -3 -4 (L) | C12) 431 40(1) 45D 2(1)  14(1)  -2(D)
C(13) 77(2) 732 ML) A1) -6(1) 11(1) | G(13) 50(1) SL(L) 501 21) () -10(1)
C(l4) 81D 79 46(1) -2(1) o) (1) | C14) 541 56(1) 49(1)  6(1) A1) -2(1)
C(15) 581 ST SKD) 61 -I(D) 31 | C(15) 43(D) 40D 50D o) 16(1)  2(D)
C(16) 732 TH2) UL -15(1) 51 (L) | G(16) 53(1) 40(1) 66(1)  3(1)  20(1) -5(1)
C?) 7D T2 TAD)  -1o() S 16(1) | C(17) 49(1) 48(1) 791 -3(1)  12(1)  -12(1)
C(18) 67(2) 7L 671 o) -3 1) | C18) 491 571 671 L) o) -6(1)
C(19) 58(1) 64(1) 55(1) -1(1) -3 4(1) | G(19) 48(1) 47(1) 58(1)  S(1)  8(1)  -2(1)
CeO) S SIS0 -6(1)  -I(D)  -4() | C0)  40(1) 37D 46(1)  -2(1) 131y o)

Table 5 Hydrogen coordinates ( x 10*4) and isotropic displacement parameters
(A"2 x 10°3) for crystal 3a and 3b.

3a

3b




X y z U(eq) X y z U(eq)
H(1) | 9615 | 4642 | 2251 120 H(1) | 3032 | 5676 | 1396 | 87
H(3) | 10553 | 3514 | 1485 83 H(3) | 2938 | 2600 | 2531 67
H(4) | 10544 | 3107 | -141 90 H(4) | 4600 | 912 | 2901 | 73
H(5) | 9889 | 3487 | -1339 83 H(5) | 6474 | 1238 | 2459 | 68
H(7) | 9055 | 4293 | -1819 86 H(7) | 7789 | 2850 | 1642 | 65
H(8) | 8427 | 5089 | -1313 88 H(8) | 7937 | 5004 | 894 62
H(10) | 8035 | 5795 25 80 H(10) | 5472 | 7652 | 196 56
H(11)y | 8477 | 5573 | 1936 79 H(11) | 8056 | 7607 | 771 56
H(13) | 7873 | 5967 | 3339 82 H(13) | 5743 | 9198 | -823 61
H(14) | 7129 | 6614 | 3983 82 H(14) | 5832 | 11445 | -1500 | 65
H(l6) | 6288 | 7416 | 3637 83 H(16) | 9369 | 13767 | -224 62
H(17)y | 5757 | 8007 | 2502 87 H(17) | 10966 | 13323 | 919 71
H(18) | 5979 | 7939 | 785 82 H(18) | 10961 | 11149 | 1712 | 72
H(19) | 6719 | 7263 | 212 71 H(19) | 9378 | 9416 | 1350 61
Table 6 Torsion angles [deg] for 3a and 3b.

3a 3b

C(9)-N(1)-C(1)-C(2) 179.02(19) C(9)-N(1}-C(1)-C(6) -0.34(19)
C(9)-N(1)-C(1)-C(6) 2.1(3) C(9)-N(1)-C(1)-C(2) 178.49(12)
N()-C(1)-C(2)-0(1) 0.5(3) N(1)-C(1)-C(2}-O(1) 1.63(19)
C(6)-C(1)-C(2)-0(1) -178.5(2) C(6)-C(1)-C(23-0(1) -179.49(12)
N(D-C(1)-C(2)-C(3) 179.3(2) N(D-C(1)-C(2)-C(3) -177.22(12)
C(6)-C{1)-C(2)-C(3) 0.3(3) C(6)-C{1)-C(2)-C(3) 1.7(2)
O(1)-C(2)-C(3)-C(4) 177.9(2) O(1)-C(2)-C(3)-C(4) -179.91(13)
C(1)-C(2)-C(3)-C(4) 0.9(3) C(1)-C(2)-C(3)-C(4) -1.0(2)
C(2)-C(3)-C(4)-C(5) 0.5(4) C(2)-C(3)-C(4)-C(5) -0.3(2)
C(3)-C{d)-C(5)-C(6) 0.5(4) C(3)-C{d)-C(5)-C(6) 1.1(2)
C(4)-C(5)-C(6)-C(T) 178.3(2) C(4)-C(5)-C(6)-C(T) 179.56(14)
C(4)-C(5)-C(6)-C(1) -1.0(3) C(4)-C(5)-C(6)-C(1) -0.4(2)
N(-C(1)-C(6)-C(7) 2.4(3) N(-C(1)-C(6)-C(7) -2.10(19)
C(2)-C(1)-C(6)-C(T) -178.7(2) C(2)-C(1)-C(6)-C(T) 179.09(13)
N(-C(1)-C(6)-C(5) ~178.3(2) N(D-C(1)-C(6)-C(5) 177.87(12)
C(2)-C{1)-C(6)-C(5) 0.6(3) C(2)-C{1)-C(6)-C(5) -0.93(19)
C(5)-C(6)-C(T)-C(8) 179.7(2) C(5)-C(6)-C(T)-C(8) -177.81(14)
C(1)-C(6)-C(T)-C(8) 0.9(3) C(1)-C(6)-C(T)-C(8) 2.2(2)
C(6)-C(T)-C(8)-C(9) 0.7(4) C(6)-C(T)-C(8)-C(9) 0.0(2)
C(1)-N(1)-C(9)-C(8) 0.3(3) C(1)-N(1)-C(9)-C(8) 2.76(19)
C(1-N(-CO)-C(10) 177.34(19) C(1)-N(-C(O)-C(10) -176.27(12)
C(7)-C(8)-C(9)-N(1) 1.0(4) C(7)-C(8)-C(9)-N(1) 2.7(2)
C(7)-C(8)-C(9)-C(10) -175.9(2) C(7)-C(8)-C(9)-C(10) 176.30(14)
N(D-C(9)-C(10)-C(11) 6.1(4) N(D-C(9)-C(10)-C(11) 152.78(15)



C(8)-C(OM-C10-C(11) 171.0¢2) C(8)-C(MH-C(10)-C(11) -26.2(2)
C(H-C(103-C(11)-C(12) -174.1(2) C(M-C(103-C(11)-C(12) -179.12(13)
C(20)-N(2)-C(12)-C{13) 0.0(3) CM-Can-can-ca3 -26.6(2)
C(20)-N(2)-C(12)-C(11) 178.19(18) C10-C(1 DH-C(12)-C(20) 155.01¢(14)
C10)-C(11-C(12)-N(2) -11.4(4) C20)-C(12)-C(13)-C(14) -0.4(2)
COO-CaNn-can-ca3) 166.9(2) CID-CA2)-COH-Ca4 -178.87(13)
N(2)-C(12)-C(13)-C(14) 0.2{4) C(15)-N(2)-C(14)-C(13) 0.0(2)
C{IDH-C(12)-C(13)-C(14) -177.9(2) C(12)-C(133-C(14)-N(2) 0.9(2)
C2)-CO3H)H-CahH-C35) -0.1(4 C(14)-N(2)-C(15)-C(16) 178.94(14)
C{13)-C(14)-C(15)-C(186) -179.5(2) C({14)-N(2)-C(15)-C(20) -1.2(2)
C{13)-C(14)-C(15)-C(20) -0.3(3) N(2)-C(15)-C{16)-C{17) 178.27(14)
C{1)-C(15)-C(16)-C(17) 178.9¢(2) C20)-C(15)-C(16)-C(17) -1.6(2)
C20)-C(15)-C(16)-C(17) -0.3(3) C(15)-C(16)-C(1T-C(18) 0.3(2)
C(15)-C(16)-C(1T)-C(18) -0.1(4) C(16)-C(1N-C(18)-C(19) 0.6(3)
C(16)-COTN-C&)-CAN 0.6{4) C(17N-C8)-CAN-C20) -0.2(3)
CITN-C18)-C(19-C(20) -0.8(3) C(18)-C(1MH-C2M-C(15) -1.1(2)
C({12)-N(2)-C(20)-C(19) 179.18(19) C(18)-C(1MH-C2M-C(12) 179.48(14)
C{12)-N(2)-C(20)-C(15) -0.5(3) N(2)-C(15)-C(20)-C(19) -177.91(13)
C(183-C{19N-C(20)-N(2) -179.32(19) C(16)-C(15)-C2M-C(19) 1.95(19)
C{18)-C(1M-C2M-C(15) 0.3(3) N(2)-C(15)-C(20)-C(12) 1.56(19)
C(16)-C{15)-C{20)-N(2) 179.8(2) C(16)-C(15)-C2M)-C12) -178.57(13)
C(14)-C(15)-C(20)-N(2) 0.6(3) C(13)-C(12)-C2M-C(19) 178.75(13)
C(16)-C(15)-C2M-C(19) 0.2(3) C(1D-C12)-C2M-C(19) -2.8(2)
C1H-C5)-C2O-CAN -179.0(2) C(13)-COa)-CM-C5) -0.69(19)

C(1D-C(12)-C2M-C(15) 177.74(12)
Table 7 Hydrogen bonds for 3a and 3b [A and deg.].
3a 3b

D-H..A d(D- d{H.. d(D.. <{(DH |D-H..A d(D-  d{H... d(D..A <(DH

H) A A) A) H) A ) A)
O(-H(1)... 0.82 223 2696 116.1 | O(1)»-H(1)... 082 211  2.8438( 1492
N(1#1 (2) N(2)#1 15)
O(-H(1)... 0.82 249 3099 1325 | O(1)-H(1)... 082 2301 2.7463( 1146
N(2#2 (2) N(1#2 16) 3
Symmetry Code: Symmetry Code:

#1 xy,7 #2 y+1/4,-x+5/4,2+1/4 #1 -x+1,-y+2 -z #2 x,y,7




