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'H NMR, C NMR and HR-MS of compounds 7a—7¢ and NK1-NK3:
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Figure S1. *H NMR Spectrum of compound 7a.

26000
24000

(22000

20000
18000
16000

14000

12000

10000

8000

F6000

4000
2000

2000

Wb~
TrL—
00z

00 Gz
88 67—
5818
72 BE-,
v op

ey

6285

53
LELZh
a8zl
048621
LE0EL
552l
mm¢mﬁw
BLGEL~
8gLeL"

0Byl —

eCTLL—

06°181—~
Le8r8L-

Jjxt-1-28

7a

T
110

f1 (ppm)

Figure S2. 13C NMR Spectrum of compound 7a.
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Figure S4. *H NMR Spectrum of compound 7b.
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Figure S5. *°C NMR Spectrum of compound 7b.
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Figure S6. HRMS Spectrum of compound 7b.
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Figure S7. *H NMR Spectrum of compound 7c.
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Figure S8. 13C NMR Spectrum of compound 7c.

5/12



R32#2 RT: 0.01 AV:1 NL:267ES
T: FTMS + p ESIsid=12.50 Full ms [350.00-550.00]

385.1508
P Cz2Hz 03 N2 Na o Q
. 3843070 H NH_\_
3 N
803
a 703
c 3
S 60
5 1
3 50 o)
g |
§ 403
& 30 386.1543 Te
E C22Hazs O3 N2 Na
203 385.3099
103 387.2696
E 390.3545
et
3830 3835 3840 3845 3850 3855 3860 3865  387.0 3875 3830 3885 3890 3895  390.0 3905 3910 3915 3920 3925 3930
mwz
o
LRl - e e B B =TT =T il ol Sl el T T i == == T o T T =T T T~ I i e = == BT =T T T B el = =
B B B B B B B B N N N R B B B B B N e B B B B B B B B B B B B B B B B B B B B o v R
Tﬁmﬂﬁﬁmftr}‘_“ﬁrﬁrﬁrﬁrﬁﬁhﬁrﬁt"rﬁ_"E&w***“““"””“““““““ccoo
—_—— ——— ey e
(o]
o
H NH
Oy
N
HO”
NK1
]
]
| ‘
[l
|
"\ ﬂul‘ ||
R L (VL S S b O
ik L e 7 L P,
N ST =-AIN O O ~ o O (= -]
E) 2335345 § 3 ) ER 339
= e e o = - - NS - e W
T T T T . T T T : : : T T T T : : T T T T : : T T
13.5 12.5 11.5 10.5 9.5 8.5 1.5 6.5 5.5 4.5 3.5 2.5 15 0.5
f1 (ppm)

Figure S10. *H NMR Spectrum of compound NK1.
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Figure S11. *3C NMR Spectrum of compound NK1.

r28_170927120134 #2 RT: 0.01 AV: 1 NL: 1.68E6
T: FTMS + p ESIsid=12.50 Full ms [350.00-550.00]

4482576
. CzrHa 03N o
oy NH
90
N

. O‘
870 4503771
£ &0 ‘N
3 -
K150 HO
2
2
5 40 NK1
2 30 449.2603

20 451.3808

10 446.4196 448779 450.2627 4522312 4531645

I ]
4460 4465  447.0 4475 4480 4485 4490 4495 4500 4505 4510 4515 4520 4525 4530 4535 4540 4545 4550 4555 4560
mwz

Figure S12. HRMS Spectrum of compound NK1.
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Figure S13. HPLC Spectrum of compound NK1.
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Figure S14. *H NMR Spectrum of compound NK2.
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Figure S15. *°C NMR Spectrum of compound NK2.
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Figure S16. HRMS Spectrum of compound NK2.
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Figure S17. HPLC Spectrum of compound NK2.
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Figure S18. *H NMR Spectrum of compound NK3.
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Figure S19. *°C NMR Spectrum of compound NK3.
r30 #2 RT: 0.01 AV: 1 NL: 5.23E7
T: FTMS + p ESIsid=12.50 Fullms [300.00-500.00]
400.1618 (0]
100 Cx2H2:03N3Na O NH
H
90 N -
g 70
§50 "\l
2% HO”
£ <0
2 401.1650
& 30 Cz2H2 O3 N3 Na NK3
20,
10
398.3448 4021681 4031700 403.8665 4051365 4056380 op 2 407.3547
60 3965 3990 3995 4000 4005 4010 4015 4020 4025 4030 4035 4040 4045 4050 4055 4060 4065 4070 4075 4080
mz

Figure S20. HRMS Spectrum of compound NK3.
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Figure S21. HPLC Spectrum of compound NK3.
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