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Fig. S1 IR spectra of CD1
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Fig. S2 IR spectra of CD2
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Fig. S3 '"H NMR spectrum of CD1 in CDCl;

Current Data Paramstera
NAME

CD4M2N

EXPNO 1
PROCNG 1
F2 - BAcquisition Parameters

tea_ 20130628
Time 11.36
INSTRUM spect
PROBHD S mm PABBC BB-
PULPROG zg30
TD 55536
SOLVENT CDC12
NS 16
Ds 2
SWH B223.6B5 Hz
FIDRES 0.1254B3 Hz
AD 3.984638B7 sec
RCG 125.26
oW 60.800 usec
DE 6.50 usec
TE 293.0
D1 1.00000000 sec

= CHANNEL f1 =

NUCL 1H
Pl 13.50 usec
PLWL 11.00000000 W
SFOL 400.1324710 MHz
F2 - Processing parameters
SI
SP 400.1300392 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 1]
PC 1.00
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Fig. S4 13C NMR spectrum of CD1 in CDCl;
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Current Data Parameters
NAME

CDMM2ZN
EAPNO 1
PROCNO 1
F2 - Acquisition Parametere
Date_ 20130704
Time 15.58
INSTRUM apect
PROBHD 5 mm PABBO BE-
PULPROG zgpg30
D 65536
SOLVENT CDC12
NS 1024
s 4
SWH 240358.461 Hz
FIDRES 0.366798 Hz
AD 1.38315B8 sec
RG 195.62
ow 20.B00 usec
DE &.50 usec
TE 285.7 K
D1 2.00000000 sec
DiL 0.03000000 sec

PLWL 55.40000153 W
SFO1 100.6228283 MHz

NUCZ

DCED2 90.00 usec
PLWZ 11.00000000 W
PLW12 0.24750000 W
PLW13 0.2004B000 W
SFO2 400.1316005 MHz

F2 - Processing parametars

SI1 32768

SF 100.6127650 MHz
WOW EM

558 0

LB 1.00 Hz
GB 0

PC 1.40
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Fig. S5 '"H NMR spectrum of CD2 in CDCl;
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NO2CD
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PROCKO 1
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Data_ 20130715
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PROBED S mm PABBO BB-
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SOLVENT oDe13
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DS 4
SwH 24038.461 Hz
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A 1.3631988 sec
RG 5.6
o 20.800 usec
DE 50 usec
= 203.8 K
DL 2.00000000 sec
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assssmzs CHAMNEL f1 ssssas=s
NUCL 13

P 8.25 usec
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sPOL

§5.40000153 W
100.6228293 Mz

W2 18
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PLWZ 11,00000000 W
PLW1Z 0.24750000 W
PLWL3 0.20048000 W
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Fig. S6 3C NMR spectrum of CD2 in CDCl;



Fig.S7 Packing diagram of compound CD2
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Fig. S8 Optimized structure of CD1 and CD2
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Fig. S9 Absorbance spectra of CD1(A) and CD2(B) in ethanol:H,O with Co?" Solution at

different pH. (a-1)) pH=3topH=11.
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Fig.S10 Fluorescence intensities of CD1 (A), CD2 (B) and Co?**-CD1, Co?**-CD2 at various pH
values at room temperature, HEPES buffer solution (10 mM, 8 mM NaCl, pH = 7.0)
(CH;-CH,-OH /H,0=4:1, v/v). [CD 1 and CD 2] =10.0 umol/L, the concentration of Co*" values
ranging from 0 to 10.0 pmol/L.
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Fig. S11 Fluoresence intensity of CD1 and CD2 versus the Co?* concentration at 548 nm and 490

nm respectively.

Table S1. Bond lengths [A] and angles [deg] for CD 1



0(1)-C(12) 1.351(4)
0(1)-C(15) 1.426(5)
N(1)-C(6) 1.315(4)
N(1)-N(2) 1.316(4)
C(1)-C(3) 1.526(5)
C(1)-H(020) 0.95(5)

C(1)-H(26) 0.96(6)

C(1)-H(34) 0.99(5)

0(2)-C(17) 1.353(4)
0(2)-C(16) 1.427(6)
N(2)-C(9) 1.393(4)
N(2)-H(017) 0.94(4)

C(2)-C(3) 1.519(5)
C(2)-H(009) 0.95(5)

C(2)-H(012) 0.95(5)

C(2)-H(25) 0.97(4)

0(3)-C(24) 1.214(4)
N(3)-0(10) 1.215(4)
N(3)-0(6) 1.221(4)
N(3)-C(14) 1.455(4)
C(3)-C(4) 1.521(5)
C(3)-C(8) 1.536(5)
0(4)-C(28) 1.222(4)
N(4)-0(7) 1.219(4)
N(4)-0(11) 1.221(4)
N@4)-C(21) 1.460(4)
C(4)-C(5) 1.503(5)
C(4)-H(003) 0.95(4)

C(4)-H(008) 1.01(4)

0(5)-C(7) 1.231(4)
N(5)-N(6) 1.317(4)
N(5)-C(20) 1.393(4)
N(5)-H(015) 0.91(4)

C(5)-0(8) 1.211(4)
C(5)-C(6) 1.493(5)




N(6)-C(23) 1.314(4)
C(6)-C(7) 1.472(5)
C(7)-C(8) 1.499(5)
C(8)-H(24) 0.99(4)
C(8)-H(28) 1.00(4)
C(9)-C(14) 1.395(4)
C(9)-C(10) 1.405(5)
C(10)-C(11) 1.354(5)
C(10)-H(30) 0.95(4)
C(11)-C(12) 1.405(5)
C(11)-H(006) 1.06(4)
C(12)-C(13) 1.378(5)
C(13)-C(14) 1.393(5)
C(13)-HQ21) 0.97(4)
C(15)-H(002) 1.03(4)
C(15)-H(29) 0.96(5)
C(15)-H(32) 1.01(4)
C(16)-H(004) 1.04(5)
C(16)-H(010) 1.02(4)
C(16)-H(31) 0.89(6)
C(17)-C(22) 1.372(5)
C(17)-C(18) 1.391(5)
C(19)-C(18) 1.361(5)
C(19)-C(20) 1.401(4)
C(19)-H(019) 0.97(4)
C(18)-H(016) 0.91(4)
C(20)-C(21) 1.397(5)
C(25)-C(24) 1.505(5)
C(25)-C(26) 1.513(5)
C(25)-H(005) 0.95(4)
C(25)-H(007) 1.00(4)
C(24)-C(23) 1.493(4)
C(23)-C(28) 1.466(5)
C(22)-C(21) 1.393(5)
C(22)-H(011) 0.97(4)
C(26)-C(30) 1.515(5)
C(26)-C(29) 1.529(5)
C(26)-C(27) 1.529(5)
C(28)-C(27) 1.508(5)
C(27)-H(001) 0.95(4)
C(27)-H(018) 0.99(4)




C(29)-H(22) 1.01(5)
C(29)-H(23) 1.01(4)
C(29)-H(27) 0.89(5)
C(30)-H(013) 0.98(5)
C(30)-H(014) 0.98(5)
C(30)-H(33) 0.94(6)
C(12)-0(1)-C(15) 117.73)
C(6)-N(1)-N(2) 119.0(3)
C(3)-C(1)-H(020) 108(3)
C(3)-C(1)-H(26) 108(3)
H(020)-C(1)-H(26) 105(4)
C(3)-C(1)-H(34) 107(3)
H(020)-C(1)-H(34) 119(4)
H(26)-C(1)-H(34) 110(4)
C(17)-0(2)-C(16) 117.5(3)
N(1)-N(2)-C(9) 119.3(3)
N(1)-N(2)-H(017) 123(2)
C(9)-N(2)-H(017) 118(2)
C(3)-C(2)-H(009) 108(2)
C(3)-C(2)-H(012) 109(3)
H(009)-C(2)-H(012) 110(4)
C(3)-C(2)-H(25) 112(3)
H(009)-C(2)-H(25) 106(3)
H(012)-C(2)-H(25) 112(4)
0(10)-N(3)-0(6) 121.6(3)
0(10)-N(3)-C(14) 119.0(3)
0(6)-N(3)-C(14) 119.4(3)
C(2)-C(3)-C(4) 111.003)
C(2)-C(3)-C(1) 109.1(4)
C(4)-C(3)-C(1) 110.2(3)
C(2)-C(3)-C(8) 109.7(3)
C(4)-C(3)-C(8) 107.6(3)
C(1)-C(3)-C(8) 109.3(3)
0(7)-N(4)-0(11) 121.8(3)
0(7)-N(4)-C(21) 118.5(3)
0(11)-N(4)-C(21) 119.6(3)
C(5)-C(4)-C(3) 116.2(3)
C(5)-C(4)-H(003) 108(2)
C(3)-C(4)-H(003) 110(2)
C(5)-C(4)-H(008) 107(2)




C(3)-C(4)-H(008) 108(2)
H(003)-C(4)-H(008) 107(3)
N(6)-N(5)-C(20) 118.4(3)
N(6)-N(5)-H(015) 122(2)
C(20)-N(5)-H(015) 120(2)
0(8)-C(5)-C(6) 121.73)
0(8)-C(5)-C(4) 121.5(3)
C(6)-C(5)-C(4) 116.8(3)
C(23)-N(6)-N(5) 119.6(3)
N(1)-C(6)-C(7) 124.8(3)
N(1)-C(6)-C(5) 114.73)
C(7)-C(6)-C(5) 120.5(3)
0(5)-C(7)-C(6) 121.13)
0(5)-C(7)-C(8) 120.5(3)
C(6)-C(7)-C(8) 118.3(3)
C(7)-C(8)-C(3) 113.3(3)
C(7)-C(8)-H(24) 106(2)
C(3)-C(8)-H(24) 107(2)
C(7)-C(8)-H(28) 106(2)
C(3)-C(8)-H(28) 111(2)
H(24)-C(8)-H(28) 114(3)
N(2)-C(9)-C(14) 123.0(3)
N(2)-C(9)-C(10) 120.7(3)
C(14)-C(9)-C(10) 116.4(3)
C(11)-C(10)-C(9) 122.1(3)
C(11)-C(10)-H(30) 122(2)
C(9)-C(10)-H(30) 116(2)
C(10)-C(11)-C(12) 120.5(3)
C(10)-C(11)-H(006) 121(2)
C(12)-C(11)-H(006) 119(2)
0(1)-C(12)-C(13) 124.8(3)
0(1)-C(12)-C(11) 115.9(3)
C(13)-C(12)-C(11) 119.3(3)
C(12)-C(13)-C(14) 119.3(3)
C(12)-C(13)-H(21) 120(2)
C(14)-C(13)-H(21) 120(2)
C(13)-C(14)-C(9) 122.4(3)
C(13)-C(14)-N(3) 115.2(3)
C(9)-C(14)-N(3) 122.5(3)
0(1)-C(15)-H(002) 113(2)
0(1)-C(15)-H(29) 113(3)




H(002)-C(15)-H(29) 96(4)
0(1)-C(15)-H(32) 104(3)
H(002)-C(15)-H(32) 112(3)
H(29)-C(15)-H(32) 119(4)
0(2)-C(16)-H(004) 111(2)
0(2)-C(16)-H(010) 110(2)
H(004)-C(16)-H(010) 109(3)
0(2)-C(16)-H(31) 107(4)
H(004)-C(16)-H(31) 113(4)
H(010)-C(16)-H(31) 107(4)
0(2)-C(17)-C(22) 124.2(3)
0(2)-C(17)-C(18) 115.7(3)
C(22)-C(17)-C(18) 120.1(3)
C(18)-C(19)-C(20) 121.8(3)
C(18)-C(19)-H(019) 117(2)
C(20)-C(19)-H(019) 121(2)
C(19)-C(18)-C(17) 120.4(4)
C(19)-C(18)-H(016) 121(2)
C(17)-C(18)-H(016) 119(2)
N(5)-C(20)-C(21) 123.4(3)
N(5)-C(20)-C(19) 120.1(3)
C(21)-C(20)-C(19) 116.4(3)
C(24)-C(25)-C(26) 114.93)
C(24)-C(25)-H(005) 109(2)
C(26)-C(25)-H(005) 114(2)
C(24)-C(25)-H(007) 107(2)
C(26)-C(25)-H(007) 108(2)
H(005)-C(25)-H(007) 102(3)
0(3)-C(24)-C(23) 122.0(3)
0(3)-C(24)-C(25) 121.5(3)
C(23)-C(24)-C(25) 116.4(3)
N(6)-C(23)-C(28) 124.6(3)
N(6)-C(23)-C(24) 114.2(3)
C(28)-C(23)-C(24) 121.2(3)
C(17)-C(22)-C(21) 118.93)
C(17)-C(22)-H(011) 122(2)
C(21)-C(22)-H(011) 119(2)
C(22)-C(21)-C(20) 122.4(3)
C(22)-C(21)-N(4) 115.73)
C(20)-C(21)-N(4) 122.03)
C(25)-C(26)-C(30) 110.7(3)




C(25)-C(26)-C(29) 109.5(3)
C(30)-C(26)-C(29) 109.4(3)
C(25)-C(26)-C(27) 108.1(3)
C(30)-C(26)-C(27) 110.5(3)
C(29)-C(26)-C(27) 108.8(3)
0(4)-C(28)-C(23) 122.2(3)
0(4)-C(28)-C(27) 119.93)
C(23)-C(28)-C(27) 117.93)
C(28)-C(27)-C(26) 114.0(3)
C(28)-C(27)-H(001) 112(2)
C(26)-C(27)-H(001) 108(2)
C(28)-C(27)-H(018) 107(2)
C(26)-C(27)-H(018) 105(2)
H(001)-C(27)-H(018) 111(3)
C(26)-C(29)-H(22) 114(3)
C(26)-C(29)-H(23) 115(2)
H(22)-C(29)-H(23) 112(4)
C(26)-C(29)-H(27) 111(3)
H(22)-C(29)-H(27) 104(4)
H(23)-C(29)-H(27) 99(4)
C(26)-C(30)-H(013) 1142)
C(26)-C(30)-H(014) 114(2)
H(013)-C(30)-H(014) 101(3)
C(26)-C(30)-H(33) 116(3)
H(013)-C(30)-H(33) 98(4)
H(014)-C(30)-H(33) 111(4)




Table S2. Hydrogen bonds for CD1

D-H...A d(D-H) | d(H...A) | d(D...A) | <(DHA)
C(16)-H(004)...0(5)#1 1.04(5) | 2.57(4) [3.23006) | 121(3)
C(11)-H(006)...0(7)#2 1.06(4) | 2.59(4) |3.427(5) | 136(2)
N(5)-H(015)...0(4) 0.91(4) | 1.92(4) | 2.602(4) | 130(3)
N(5)-H(015)...0(11) 0.91(4) | 2.004) |2.628(4) | 125(3)
N(2)-H(017)...0(5) 0.94(4) | 1.88(4) |2.579(4) | 129(3)
N(2)-H(017)...0(6) 0.94(4) | 1.94(4) |2.622(4) | 127(3)
C(15)-H(29)...0(3)#3 0.96(5) | 2.62(5) | 3.189(6) | 118(3)
C(16)-H(004)...0(5)#1 1.04(5) | 2.57(4) [3.2306) | 121(3)
C(25)-H(005)...0(6)#4 0.95(4) | 2.65(4) |3.469(5) | 144(3)
C(11)-H(006)...0(7)#2 1.06(4) | 2.59(4) |3.427(5) | 136(2)
N(5)-H(015)...0(4) 0.91(4) | 1.92(4) | 2.602(4) | 130(3)
N(5)-H(015)...0(11) 0.91(4) | 2.00(4) |2.6284) | 125(3)
N(2)-H(017)...0(5) 0.94(4) | 1.88(4) | 2.579(4) | 129(3)
N(2)-H(017)...0(6) 0.94(4) | 1.94(4) |2.622(4) | 127(3)
C(15)-H(29)...0(3)#3 0.96(5) | 2.62(5) |3.189(6) | 118(3)




Table S3. Torsion angles [deg] for CD1

C(6)-N(1)-N(2)-C(9) -178.5(3)
C(2)-C(3)-C(4)-C(5) 65.9(4)
C(1)-C(3)-C(4)-C(5) -173.2(4)
C(8)-C(3)-C(4)-C(5) -54.1(4)
C(3)-C(4)-C(5)-0(8) _156.4(3)
C(3)-C(4)-C(5)-C(6) 23.5(5)
C(20)-N(5)-N(6)-C(23) -175.2(3)
N(2)-N(1)-C(6)-C(7) 0.1(4)
N(2)-N(1)-C(6)-C(5) 178.93)
0(8)-C(5)-C(6)-N(1) 7.0(4)
C(4)-C(5)-C(6)-N(1) -172.93)
0(8)-C(5)-C(6)-C(7) _174.1(3)
C(4)-C(5)-C(6)-C(7) 6.0(4)
N(1)-C(6)-C(7)-0(5) -3.2(5)
C(5)-C(6)-C(7)-0(5) 178.03)
N(1)-C(6)-C(7)-C(8) 177.1(3)
C(5)-C(6)-C(7)-C(8) -1.7(4)
0(5)-C(7)-C(8)-C(3) 149.1(3)
C(6)-C(7)-C(8)-C(3) 31.1(5)
C(2)-C(3)-C(8)-C(7) -63.5(4)
C(4)-C(3)-C(8)-C(7) 57.3(4)
C(1)-C(3)-C(8)-C(7) 176.9(4)
N(1)-N(2)-C(9)-C(14) 169.6(3)
N(1)-N(2)-C(9)-C(10) -10.8(4)
N(2)-C(9)-C(10)-C(11) 179.3(3)
C(14)-C(9)-C(10)-C(11) “1.14)
C(9)-C(10)-C(11)-C(12) 0.6(5)
C(15)-0(1)-C(12)-C(13) 4.3(5)
C(15)-0(1)-C(12)-C(11) -177.9(3)
C(10)-C(11)-C(12)-0(1) -177.8(3)
C(10)-C(11)-C(12)-C(13) 0.1(5)
0(1)-C(12)-C(13)-C(14) 177.4(3)
C(11)-C(12)-C(13)-C(14) -0.3(4)
C(12)-C(13)-C(14)-C(9) -0.3(4)
C(12)-C(13)-C(14)-N(3) 180.0(3)
N(2)-C(9)-C(14)-C(13) -179.5(3)
C(10)-C(9)-C(14)-C(13) 0.9(4)
N(2)-C(9)-C(14)-N(3) 0.3(4)
C(10)-C(9)-C(14)-N(3) -179.3(3)
0(10)-N(3)-C(14)-C(13) 4.3(4)




0(6)-N(3)-C(14)-C(13) -174.5(3)
0(10)-N(3)-C(14)-C(9) -175.4(3)
0(6)-N(3)-C(14)-C(9) 5.8(5)
C(16)-0(2)-C(17)-C(22) 0.2(5)
C(16)-0(2)-C(17)-C(18) -179.93)
C(20)-C(19)-C(18)-C(17) 0.6(5)
0(2)-C(17)-C(18)-C(19) 179.6(3)
C(22)-C(17)-C(18)-C(19) -0.5(5)
N(6)-N(5)-C(20)-C(21) -172.0(3)
N(6)-N(5)-C(20)-C(19) 8.4(4)
C(18)-C(19)-C(20)-N(5) 178.93)
C(18)-C(19)-C(20)-C(21) -0.6(4)
C(26)-C(25)-C(24)-0(3) -152.8(3)
C(26)-C(25)-C(24)-C(23) 28.7(4)
N(5)-N(6)-C(23)-C(28) 2.1(5)
N(5)-N(6)-C(23)-C(24) -178.7(3)
0(3)-C(24)-C(23)-N(6) 5.0(5)
C(25)-C(24)-C(23)-N(6) -176.6(3)
0(3)-C(24)-C(23)-C(28) -175.7(3)
C(25)-C(24)-C(23)-C(28) 2.7(4)
0(2)-C(17)-C(22)-C(21) -179.6(3)
C(18)-C(17)-C(22)-C(21) 0.4(5)
C(17)-C(22)-C(21)-C(20) -0.5(5)
C(17)-C(22)-C(21)-N(4) 178.3(3)
N(5)-C(20)-C(21)-C(22) -179.0(3)
C(19)-C(20)-C(21)-C(22) 0.6(4)
N(5)-C(20)-C(21)-N(4) 2.3(4)
C(19)-C(20)-C(21)-N(4) -178.2(3)
0(7)-N(4)-C(21)-C(22) -5.2(5)
0(11)-N(4)-C(21)-C(22) 173.53)
0(7)-N(4)-C(21)-C(20) 173.6(3)
0(11)-N(4)-C(21)-C(20) -7.7(5)
C(24)-C(25)-C(26)-C(30) 64.0(4)
C(24)-C(25)-C(26)-C(29) -175.4(3)
C(24)-C(25)-C(26)-C(27) -57.0(4)
N(6)-C(23)-C(28)-0(4) -3.6(5)
C(24)-C(23)-C(28)-0(4) 177.2(3)
N(6)-C(23)-C(28)-C(27) 175.8(3)
C(24)-C(23)-C(28)-C(27) -3.4(5)
0(4)-C(28)-C(27)-C(26) 152.5(3)
C(23)-C(28)-C(27)-C(26) -26.9(5)




C(25)-C(26)-C(27)-C(28) 55.7(4)
C(30)-C(26)-C(27)-C(28) -65.4(4)
C(29)-C(26)-C(27)-C(28) 174.5(3)




Table S4. Bond lengths [A] and angles [deg] for CD2

Bond Length Bond Angle

0(1)-C(9) 1.225(3)
0(2)-C(13) 1.210(2)
O(3)-N(3) 1.221(2)
0(4)-N(3) 1.218(2)
N(1)-N(2) 1.318(2)
N(1)-C(2) 1.384(2)
N(1)-H(11) 0.92(2)
N(2)-C(8) 1.310(2)
N(@3)-C(1) 1.453(3)
C(15)-C(11) 1.523(3)
C(15)-H(3) 0.99(3)
C(15)-H(1) 1.00(3)
C(15)-H(2) 0.98(3)
C(11)-C(12) 1.514(3)
C(11)-C(14) 1.517(3)
C(11)-C(10) 1.523(3)
C(14)-H4) 0.92(3)
C(14)-H(5) 1.01(3)
C(14)-H(6) 1.01(3)
C(10)-C(9) 1.490(3)
C(10)-H(10) 0.97(2)
C(10)-H(9) 0.99(2)
C(7)-C(5) 1.500(3)
C(7)-H(15) 0.94(4)
C(7)-H(16) 0.95(3)
C(7)-H(17) 0.95(3)
C(12)-C(13) 1.496(3)
C(12)-H(8) 0.96(3)
C(12)-H(7) 1.05(3)
C(9)-C(8) 1.462(3)
C(8)-C(13) 1.497(3)
CH4)-C(3) 1.368(3)
C4)-C(5) 1.392(3)
C(4)-H(13) 0.93(2)
C(5)-C(6) 1.358(3)
C(1)-C(6) 1.389(3)
C(1)-C(2) 1.398(3)
C(2)-C(3) 1.389(3)
C(3)-H(12) 0.92(2)




C(6)-H(14) 0.92(2)
N(2)-N(1)-C(2) 120.21(18)
N(2)-N(1)-H(11) 118.8(15)
C(2)-N(1)-H(11) 121.0(15)
C(8)-N(2)-N(1) 118.78(17)
O(4)-N(3)-0(3) 122.26(19)
0(4)-N(3)-C(1) 118.63(18)
0(3)-N(3)-C(1) 119.11(17)
C(11)-C(15)-H(3) 112.2(15)
C(11)-C(15)-H(1) 113.0(15)
H(3)-C(15)-H(1) 101(2)
C(11)-C(15)-H(2) 111.0(15)
H(3)-C(15)-H(2) 109(2)
H(1)-C(15)-H(2) 110(2)
C(12)-C(11)-C(14) 111.02)
C(12)-C(11)-C(15) 109.47(19)
C(14)-C(11)-C(15) 109.3(2)
C(12)-C(11)-C(10) 107.47(18)
C(14)-C(11)-C(10) 110.12)
C(15)-C(11)-C(10) 109.3(2)
C(11)-C(14)-H(4) 110.0(15)
C(11)-C(14)-H(5) 110.0(15)
H(4)-C(14)-H(5) 110(2)
C(11)-C(14)-H(6) 111.8(14)
H(4)-C(14)-H(6) 112(2)
H(5)-C(14)-H(6) 103(2)
C(9)-C(10)-C(11) 114.09(18)
C(9)-C(10)-H(10) 108.5(13)
C(11)-C(10)-H(10) 113.7(13)
C(9)-C(10)-H(9) 105.2(13)
C(11)-C(10)-H(9) 109.3(14)
H(10)-C(10)-H(9) 105.4(19)
C(5)-C(7)-H(15) 110(2)
C(5)-C(7)-H(16) 111.6(17)
H(15)-C(7)-H(16) 101(3)
C(5)-C(7)-H(17) 113.8(18)
H(15)-C(7)-H(17) 100(3)
H(16)-C(7)-H(17) 119(3)
C(13)-C(12)-C(11) 116.67(19)
C(13)-C(12)-H(8) 107.5(14)
C(11)-C(12)-H(8) 110.8(15)




C(13)-C(12)-H(7) 104.6(13)
C(11)-C(12)-H(7) 109.6(13)
H(8)-C(12)-H(7) 107(2)
0(1)-C(9)-C(8) 120.5(2)
0(1)-C(9)-C(10) 121.1(2)
C(8)-C(9)-C(10) 118.33(19)
N(2)-C(8)-C(9) 125.02(18)
N(2)-C(8)-C(13) 115.51(17)
C(9)-C(8)-C(13) 119.46(18)
C(3)-C(4)-C(5) 122.52)
C(3)-C(4)-H(13) 119.9(14)
C(5)-C(4)-H(13) 117.6(14)
C(6)-C(5)-C(4) 117.1(2)
C(6)-C(5)-C(7) 121.6(2)
C(4)-C(5)-C(7) 121.2(2)
0(2)-C(13)-C(8) 121.22(19)
0(2)-C(13)-C(12) 120.9(2)
C(8)-C(13)-C(12) 117.85(18)
C(6)-C(1)-C(2) 121.9(2)
C(6)-C(1)-N(3) 116.34(19)
C(2)-C(1)-N(3) 121.77(18)
N(1)-C(2)-C(3) 120.42)
N(1)-C(2)-C(1) 123.30(18)
C(3)-C(2)-C(1) 116.24(19)
C(4)-C(3)-C(2) 121.0(2)
C(4)-C(3)-H(12) 121.7(13)
C(2)-C(3)-H(12) 117.3(13)
C(5)-C(6)-C(1) 121.2(2)
C(5)-C(6)-H(14) 122.3(12)
C(1)-C(6)-H(14) 116.4(12)




Table 5. Torsion angles [deg] for CD2

C(2)-N(1)-N(2)-C(8) 179.06(16)
C(12)-C(11)-C(10)-C(9) 57.4(3)
C(14)-C(11)-C(10)-C(9) -63.7(3)
C(15)-C(11)-C(10)-C(9) 176.1(2)
C(14)-C(11)-C(12)-C(13) 69.5(3)
C(15)-C(11)-C(12)-C(13) -169.7(2)
C(10)-C(11)-C(12)-C(13) 51.1(3)
C(11)-C(10)-C(9)-O(1) 146.2(2)
C(11)-C(10)-C(9)-C(8) -34.9(3)
N(1)-N(2)-C(8)-C(9) -0.3(3)
N(1)-N(2)-C(8)-C(13) 178.49(17)
0(1)-C(9)-C(8)-N(2) 0.5(3)
C(10)-C(9)-C(8)-N(2) ~178.49(19)
0(1)-C(9)-C(8)-C(13) -178.3(2)
C(10)-C(9)-C(8)-C(13) 2.7(3)
C(3)-C(4)-C(5)-C(6) 0.6(3)
C(3)-C(4)-C(5)-C(7) _179.7(2)
N(2)-C(8)-C(13)-0(2) 6.7(3)
C(9)-C(8)-C(13)-0(2) -174.43(18)
N(2)-C(8)-C(13)-C(12) _174.81(19)
C(9)-C(8)-C(13)-C(12) 4.103)
C(11)-C(12)-C(13)-0(2) _159.7(2)
C(11)-C(12)-C(13)-C(8) 21.8(3)
0(4)-N(3)-C(1)-C(6) -7.8(3)
0(3)-N(3)-C(1)-C(6) 172.82(18)
0(4)-N(3)-C(1)-C(2) 172.46(18)
0(3)-N(3)-C(1)-C(2) -6.9(3)
N(2)-N(1)-C(2)-C(3) -1.1(3)
N(2)-N(1)-C(2)-C(1) _179.81(18)
C(6)-C(1)-C(2)-N(1) 179.62(17)
N(3)-C(1)-C(2)-N(1) -0.7(3)
C(6)-C(1)-C(2)-C(3) 0.8(3)
N(3)-C(1)-C(2)-C(3) -179.46(16)
C(5)-C(4)-C(3)-C(2) 0.1(3)
N(1)-C(2)-C(3)-C(4) -179.63(18)
C(1)-C(2)-C(3)-C(4) -0.8(3)




C(4)-C(5)-C(6)-C(1) -0.6(3)

C(7)-C(5)-C(6)-C(1) 179.7(2)

C(2)-C(1)-C(6)-C(5) 0.1(3)

N(3)-C(1)-C(6)-C(5) -179.88(18)




