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Figure S1. *H NMR (400 MHz, CDCIs) spectrum of compound 4a.
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Figure S2.3C NMR (100 MHz, CDCls) spectrum of compound 4a

Elemental Composition Report Page 1
Bingle Mass Analysis
Tolerance =50.0mbDa / DBE: min=-1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
39 formula(e) evaluated with 4 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-100 H:0-70 N:0-6
H-TIAN ECUST institute of Fine Chem 26-Feb-2012
14:15:46
TH-HW-01 95 (3.003) Cm (84:95) 1: TOF MS ES+
5.36e+002
100 1229.5278
%
1229.5680
1229.4684
12243288 1224 7986 1225.8118 12268738 12274423 1228.7421 3 ( 1230.0563
T VS S P S S R4 WU WSV FSSFU 1| BT TSN YRS b TR VS ¢ i My
1223.00 1224.00 1225.00 1226.00 1227.00 1228.00 1229.00 1230.00 1231.00
Minimum: -1.5
Maximum: 50.0 50.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1229.5278 1229.5271 0.7 0.6 61.5 91.7 0.0 C90 H65 N6

Figure S3. ESI-MS spectrum of compound 4a.
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Figure S4. *H NMR (400 MHz, CDCls) spectrum of compound 4b.
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Figure S5.*C NMR (100 MHz, CDClIs) spectrum of compound 4b
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =50.0mbDa / DBE: min=-1.5, max = 100.0
Element prediction: OFff
Number of isotope peaks used for i-FIT =2
Monoisotopic Mass, Even Electron lons
3 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-91 H:0-65 N:0-6
H-TIAN ECUST institute of Fine Chem 23-Apr-2012
21:51:37
TH-HW-KA 12 (0.445) Cm (9:12) 1: TOF MS ES+
9.57e+002
1225.4957
100 1226 4988
% 1227 4948
1224.4845 1228.4973
0 1203.9448 1208.8472 1213.276 1216.8083 1220.2792 ﬁ N 1233.1724 y
L L e e s o e e B e e e B 1L A A e s e s S s s s s R s s sl 11174
1205.0 1210.0 1215.0 1220.0 1225.0 1230.0
Minimum: -1.5
Maximum: 50.0 50.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1225.4957 1225.4958 -0.1 -0.1 63.5 11.6 0.0 C90 H61 N6
Figure S6. ESI-MS spectrum of compound 4b.
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Figure S7. *H NMR (400 MHz, CDCls) spectrum of compound 40.]
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Figure S8. *C NMR (400 MHz, DMSO-ds) spectrum of compound 4c.
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Single Mass Analysis

Tolerance =50.0mDa / DBE: min=-1.5 max = 1000
Element prediction: Off

Number of isotope peaks used for i-FIT =2

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:

C:0-91 H:0-65 N:0-6

H-TIAN ECUST institute of Fine Chem 23-Apr-2012
21:58118
TH-HW-KK 23 (0.790) Cm (21:25) 1: TOF MS ES+
1.06+003
100 1221.4647
% 1223.4745
1220.4725 | || 12244813
1117.5420 1188.2988 1193 8125 N 1259.3279
- e e e e e e e e e e e e e e e e e e e e e e Mz

1120 1130 1140 1150 1160 1170 1180 1190 1200 1210 1220 1230 1240 1250 1260

Minimum: -1.5

Maximum: 50.0 50.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1221.4647 1221.4645 0.2 0.2 65.5 21.3 0.0 C90 H57 N6

Figure S9. ESI-MS spectrum of compound 4c.



