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Table B.1 Crystal data and structure refinement for ZnL,.

Identification code ZnlL,

Empirical formula C20 H28 N4 O5 Zn
Formula weight 469.83
Temperature 293(2) K
Wavelength 071073 A

Crystal system, space group+ | mo (No.6)
Unit cell dimensions - 5 é alpha = 90 deg.

Volume

Z, Calculated densi
Absorption coefficie:
F(000)

Crystal size

Theta range for datalcc

e,

Limiting indices * 23, -24<=1<=13

Reflections collect um'que 15967 / 7964 [R(int)= 0.0351]

C°“"”“"“‘”F’TTJ'EJ ANYININNT

Refinement méth F ull-matrix least-squares on F"2

D R | 12016

Goodnéss-of-fit on F*2 1.081

Final R indices [I>2sigma(I)] R1=0.0420, wR2 = 0.0803
R indices (all data) R1=0.0808, wR2 =0.0952

Absolute structure parameter 0.43(3)

Largest diff. peak and hole 0.277 and -0.314 e.A"-3
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Table B.2 Atomic coordination ( x 10*) and equivalent isotropic displacement
parameters (A’ x 10°) for ZnL,. U (eq) is defined as one third of the trace

of the orthogonalized Uij tensor.

X y z U(eq)

C42) 148307 6203)
C0)  1542(9) 5810 C91(5)

532)
c39) 543509 f 503: Y2z 411719 81(4)
C(35)  -2372(10)
C(34)  -3078(11)

c@3) Yo T81(8) . 93(5)
C(32) 9(10) = \‘\x .66(4)
C(36) (16 [;. \\\ 70(4)
C@1)  1866(7) 4(R) %\

\

10 88(5)
§(5)
Cc(38) 621 éitf— =——3802612)=7103(5)
C(33) -3279(9% 4051(1 (10 {ﬂ 107(6)
CB37)  6286(9) « ~4052(11)  3601(9) 89(5)

cas Fuaot] Sild) V) i) T e

oaw)  -2157(7) 14586  1470( 78(3) @/
ARBIN TN NI A Y
0(3\;'/) 12(7) 5599(5)  2344(6) 73(2)
O(4W)  2851(8)  5552(7)  2783(7) 119(4)
O(5W)  6038(7)  1562(6) 1545(8) 115(3)
O(6W)  1926(10)  6635(9)  3581(12) 209(7)
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X y z U(eq)
Zn(l1)  -19(1) 3175(1)  1540(1) 39(1)
0@4)  -1380(4) 41(2)
0(1) 16(6) 46(2)
CQ2)  -458(7) 39(2)
C(10)  -48(8) 55(3)
N() 90(6)
C®)  -302(7)
N(5)  -289(8) 53(3)
cm  -597(7) 43(3)
NG6)  1288(7) 58(3)
C(20)  1264(8) 82(5)
C23) -1764(83L
C4)  -1916( ll
C3)  -818(8) ¢ 22260 3527(7) 56(3)
oo FALE FRETANE 1A
cO) 30609 1361(6) ¢ 1940(7) . 75(4)

o) 3G Thoast 14637 VI H0 A ¢

C(5)
C(6)
CQ21)
N(Q)

-1400(11)  3220(10)  4250(9) 73(5)
-1061(10)  2617(9) 3837(9) 66(4)
422(9) 4625(8) 625(8) 68(4)

236(7) 2181(8) 778(7) 59(3)



X y 7 U(eq)
Zn(2)  3040(1)  3176(1)  3712(1) 40(1)
0()  2989(6)  3849(5)  2662(5) 42(2)
0B3)  4379(5) 47(2)
C12)  3446(8) 41(3)
NG)  2940(6) ° 46(2)
NO)  1713(7)
C(30)
c@s)
can  3616(7)
N(10)  2753(7) 5103)
N@®)  3338(7) 46(2)
C(25)  4908(7)
cG31)
C(26) 4783(8)E
CU3)  37976) ¢ 42147) 17477 54(3)
ces) ﬂs%ﬁl ‘bl | Vesw®| £ 1)
cen  401200)  46878) ¢ 43417 o 61)

i P T 343860 3 1l 6

C(15)
Cc(14)

4427(11)  3229(9) 1009(10) 75(5)
4254(10)  4052(10)  1165(9) 69(4)

o/
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Table B.3 Bond lengths [A] and angles [deg] for ZnL,.

C(42)-C(43)
C(42)-N(6)
C(40)-N(9)
C(40)-C(41)
C(43)-N(2)
C(32)-C(33)
C(32)-C(24)
C(36)-C(37)
C(36)-C(25)
C(41)-N(10)
C(39)-C(26)
C(39)-C(38)
C(35)-C(34)
C(35)-C(23)
C(34)-C(33)
C(38)-C(37)
C(45)-N(9)
C(45)-C(28)
Zn(1)-0(1)
Zn(1)-N(5)
Zn(1)-0(4)
Zn(1)-N(1)
Zn(1)-N(2)
Zn(1)-N(6)
0(4)-C(24)

1.39(2)
1.465(16)
1.494(17)
1.62(2)

1.579(16)

i¥

A Ineninens
RN IU NN

2.101(7)
2.101(11)
2.189(12)

2.211(10)
1.313(11)



O(1)-C(2)
C(2)-C(7)
C(2-C(3)
C(10)-C(9)
C(10)-N(Q2)
N(1)-C(@®)
N(D-C(9)
C@®)-C(7)
N(5)-C(22)
N(5)-C(21)
C(7)-C(6)
N(6)-C(20)
C(20)-C(21)
C(23)-C(24)
C(23)-C(22)
CR3)-C4)
C(4)-C(5)
C(5)-C(6)
Zn(2)-0(3)
Zn(2)-0(2)
Zn(2)-N(8)
Zn(2)-NQ3)
Zn(2)-N(9)
Zn(2)-N(10)
0(2)-C(12)
0(3)-C(25)
C(12)-C(13)
C(12)-C(17)

1.342(14)
1.372(17)
1.482(14)
1.443(16)
1.505(19)
1.298(16)
1.493(12)
1.424(16)

1.344(18)
1.338@19 7
1.39 ’f.f,,4,777,7 = |r‘

2072

Qﬁﬂqwswswawnﬁ
NI TN INGIAE

2.251(10)
1.287(15)
1.315(13)
1.351(16)
1.474(16)

79



80

N@3)-C(18) 1.264(15)
N(3)-C(31) 1.438(14)
C(30)-N(10) 1.41(2)

C(30)-C(31) 1.605(16)
C(18)-C(17) 1.464(16)
C(17)-C(16) 1.373(17)
N(8)-C(27) 1.263(16)

N(8)-C(28) 1.507(14)
C(25)-C(26)
C(26)-C27)
C(13)-C(14)
C(16)-C(15)
C(15)-C(14)
C(43)-C(42)-N(6)
N(9)-C(40)-C(41)
C(42)-C(43)-N(Q2)
C(33)-C(32)-C(24) | y
C(37)-C(36)-C(25) 25 : P
N(10)-C(41)-C(40) U
C(26)-C(39)-C(38) 1 | o

cmocmrenn | HEANENINEINT
CB5)»-CRA-CENer ~ HIHM) o 1 0100~ ;s an 017
c(37)-c(38)-c§jﬂ i a}im JUANTINETREY
C(32)-C(33)-C34)  118.0(13)

CG38)-C37-C36)  123.4(17)

NO}-C@45-C(28)  1133011)

O(1)-Zn(1)-N(5) 89.9(4)
0(1)-Zn(1)-0(4) 95.5(3)



C(8)-C(7)-C(6)
C(20)-N(6)-C(42)
C(20)-N(6)-Zn(1)
C(42)-N(6)-Zn(1)
N(6)-C(20)-C(21)
C(24)-C(23)-C(35)
C(24)-C(23)-C(22)
C(35)-C(23)-C(22)
0(4)-C(24)-C(23)
0(4)-C(24)-C(32)
C(23)-C(24)-C(32)
C(4)-C(3)-C(2)
N(5)-C(22)-C(23)
C(10)-C(9)-N(1)
C(5)-C4-C(3)
C(4)-C(5)-C(6)
C()-C6)-C(7)
N(5)-C(21)-C(20)
C(10)-N(2)-C(43)
C(10)-N(2)-Zn(1)
C(43)-N(2)-Zn(1)

0(3}Zn(2)-0::;;nl | ’]:ﬁg N9 ﬂj H1 3 Ny 5&]

O(3)-Zn(2)-N

O(2)-Zn(2)-N(8)
0(3)-Zn(2)-N(3)
O(2)-Zn(2)-N(3)
N(8)-Zn(2)-N(3)
0(3)-Zn(2)-N(9)

116.3(12)
114.8(11)
107.6(8)
106.9(8)
108.6(10)
118.2(13)
126.9(11)

114.8(14)
121.4(1)=

117.3(14)

1 t':"i

115m1)
Al aneninens

89.4(4)
87.4(4)
83.6(3)
169.0(4)
159.1(4)
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0(2)-Zn(2)-N(9)

N(8)-Zn(2)-N(9)

N(3)-Zn(2)-N(9)

0(3)-Zn(2)-N(10)
0(2)-Zn(2)-N(10)
N(8)-Zn(2)-N(10)
N(3)-Zn(2)-N(10)
N(9)-Zn(2)-N(10)
C(12)-0(2)-Zn(2)
C(25)-0(3)-Zn(2)
0(2)-C(12)-C(13)
0(2)-C(12)-C(17)

C(13)-C(12)-C(17)

C(18)-N(3)-C(31)
C(18)-N(3)-Zn(2)
C(31)-N(3)-Zn(2)
C(45)-N(9)-C(40)
C(45)-N(9)-Zn(2)
C(40)-N(9)-Zn(2)

96.3(4)
78.8(4)
110.4(4)
94.8(4)
158.4(3)
109.8(4)
78.6(4)

T

107:%(9)

82

N(10)-C(30)-C(31) ﬂ ng}% 1l EJ 1 5 NN

N(@3)-C(18)-C(17)

o AUATOI IR INYIN Y
C(16)-C(17)-C(12) 121.2(11)

C(18)-C(17)-C(12) 121.5(10)

C(41)-N(10)-C(30) 111.8(10)

C(41)-N(10)-Zn(2) 109.3(8)

C(30)-N(10)-Zn(2) 107.8(8)

C(27)-N(8)-C(28) 120.4(11)



C(27)-N(8)-Zn(2)
C(28)-N(8)-Zn(2)
0(3)-C(25)-C(36)
0(3)-C(25)-C(26)
C(36)-C(25)-C(26)
N(3)-C(31)-C(30)
C(27)-C(26)-C(39)
C(27)-C(26)-C(25)
C(39)-C(26)-C(25)
C(14)-C(13)-C(12)
C(45)-C(28)-N(8)
N(8)-C(27)-C(26)
C(17)-C(16)-C(15)
C(16)-C(15)-C(14)
C(13)-C(14)-C(15)

120.6(9)

114.3(8)
122.1{12)
125.0(10)
112.9(11)
110.7(9)
117.2(12)

121.1010) 5

] )
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Table B.4 Anisotropic displacement parameters (A’ x 10°) for ZnL..
P 1

84

The anisotropic displacement factor exponent takes the form:

-2pi’ [h*a*’ Ul1+... + 2 hk a* b* U12]

U1l U33 U23 U13 U12
C(42) 34(5) 3(5)
C(40) 57(7) -23(8)
C(43) 36(5) 31(7)
C(32) 30(5) 5(5)
C(36) 62(8) -8(7)
C(41) 46(5) 22(4)
C(39) 71(7) -56(6)
C(35) 102(10) 17(6)
C(34) 73(8) 45(6)
C(38) 69(7) -44(7)
C(33) 41(7) (15) 8 -3(7)
C(37) 62(8) :’!‘ 2) 81(9) 7(8) 7( $ -44(8)
c@s) 6709) ﬂ ﬁﬁ}‘j ?&J wagSw ij(»i)n .-526(8)
O(1W) 86(7) g 3 i 15(6)  26(6)  -1(6)

CVINN TN TR LT T TR Y

O(3W) 489(4)

0@4w) 201(10)

O(5W) 94(6)

o(6W) 127(10)

Zn(1)
04)

34(1)
27(3)

74(5) -9(3) 0(3) -11(3)

85(6) 5(4) 41(6) 11(6)
168(8)  16(5) 22(5) 7(4)
340(20) -38(12)
35(1)  -4(1) 5(1) 6(1)
46(5)  -6(4) -13) 3(3)

123(12)  34(7)



Ul1 U22 U33 U23 U13 U12

o) 57(5) 38(4) 42(5) -8(3) 12(4) -8(4)

CQ@) 32050  54(6) 3005 -13(4)  5(4) 6(4)
C(10) 62(6) 7(4)
N(1) 48(6) 22(4)
C@®) 51(6) 13(5)
NG)  60(6) -3(5)
C(7) 44(6) -12(4)
N@©) 47(6) -4(5)
C0) 57(7) -38(8)
C@3) 52(7) 29(6)
C(24) 46(6) 23(4)
cB) 67(7) 7y -193) 20(5)
Ce) 760) G 36 a5 e@rl) -s6)
CO) 1060)  4%) 1}] 45(6)
C@4) s86) 87 ) LS 246)  286)  6(6)

o 7o) 1Y) 96143 ) 261 7) o

c6) 648) Y 73(9) 5808)y 4D 7(7) 0(7), ,

c(zl)QJW V@07 w1486 ’3@1 ¢ ’1@ ¢

N(@©2) 5 92(8) 44(6) -15(5) -3 15(5)

Zn(2) 37(1) 45(1) 35(1) 4 20D -8(1)
0Q2) 51(5) 46(5) 314)  3(3) 9(4) 0(4)
0(3) 474) 34(4) 60(5) -14) 11(4) -18(3)
C(12) 43(6) 37(5) 386) 014) -2(5 4(4)

N@3) 47(5) 38(5) 46(5) -6(4) -8(4) -9(4)



Ull U2z U33 U23 U13 U12

N©9)
C(30)
C(18)
Cc(17)
N(10)
N(8)

C(25)
C@31)
C(26)
C(13)
C(28)
c@27
C(16)
C(15)
C(14)

43(6) 10009)  32(5) -6(6) -6(4) 10(6)
72(8) 74(8) 49(6)  20(6) -18(5) -42(6)
46(6) 50(6)
42(5)  44(6)

55(6) -28(5)
54(6) 5(5)
29(5) 2(5)
54(5) 18(4)
52(7) -10(4)
65(7) 10(5)
89(9) 39(6)
88(10) -19(6)
72(9) 11(7)
68(11) < 28)

iy

7909) 74 ~.'| 547)  10(6)  15(6) © -12(7)
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