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Figure S1. *H NMR Spectra of compound 5a
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Figure S1a. Expanded version of *H NMR Spectra of compound 5a
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Figure S2. 3C NMR Spectra of compound 5a



=] ] =] o o o o o o o o o o o o o m
mmmwwmmmmmmmmmmmmmmm ]
A AT W L G WAL W ST wPUAT wPU S T MU SO S T U GO AR P w
4
£y
057+
me — 1
157 3 L
15T
fed m
STE— — — =T
wr— L.I.EN I
o
1
5, _ e
555
- - hlu.n_n.w
mm._ §
o |l
Y WE
L | e
Ly e I
0] ___-= =t ||
0 - ¥
v e
Y Thozo
5L | Lot
5 LoEm
#
TS
TS
£
£94
B
8L
66
|eeT— ———iFwo ||
-
Jun]
(N 0
u/ W\N
j
i= | —
5 © o |
g "
EE
oL i
= I

10

11

12

13

14

15

16

17

f1 (ppm)

Figure S3. 'H NMR Spectra of compound 5d
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Figure S3a. Expanded version of *H NMR Spectra of compound 5d
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Figure S4. 3C NMR Spectra of compound 5d
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Figure S6. !H NMR Spectra of compound 5f
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Figure S6a. Expanded version of *H NMR Spectra of compound 5f
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Figure S9. 'H NMR Spectra of compound 5g
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Figure S9a. Expanded version of *H NMR Spectra of compound 5g
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Figure S12. 'H NMR Spectra of compound 5h
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Figure S12a. Expanded version of *H NMR Spectra of compound 5h
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Figure S15. 'H NMR Spectra of compound 5i
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Figure S15a. Expanded version of 'H NMR Spectra of compound 5i



Sepl6-2020

2 SNUERAVABLERIBRARS NR  UaRE "
MS-77 - CLLELEREREEEEEEEEE 5 HEgg -
| | e e i RS |

,_f"-‘\'.‘,_h‘, \k -:f\'
[ Lo
N

- 1

] 'L-h(

MH T, 1!
J
T

24000
23000
22000
21000
20000
19000
18000
17000
16000
15000
14000
13000
12000
11000
10000
9000
-BOD0
7000
G000
5000
4000
3000
2000

1000

--1000

—r1 1 rT1 1. 1 T1 "~ 1. T T1 "~ 1. T 1 " 1 T 1 " T ' 1 " T v 1T ¢ T v 1T ¢+ T 7 1T v T 7 T °t T T 1
210 200 190 180 1¥0 160 150 140 130 120 110 100 90 ] 70 G0 50 40 30 20 10 ] -10

f1 (ppm)
Figure S16. *C NMR Spectra of compound 5i
f:}
\/S /_D .
FEE J (51)
NN
Cl—
N
cl L._fo
08096-IM5-77 L 1: Scan ES+
100 m@ 325 399 455456 127e9
e

miz
200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600

Figure S17. MS (ESI+) Spectra of compound 5i
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Figure S18a. Expanded version of *H NMR Spectra of compound 5k
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Figure S21. 'H NMR Spectra of compound 5l
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Docking Result File (PDB)

Database Viewer: ~/downloads/docking results file. mdb
File Edit Display Compute Window Help

mol rseq mseq s rmsd_refine E_conf E_place E_scorel E_refine E_score2 Z
1 S5d.cdx 1 1 -13.1522 1.e154 129.8979 -36.6284 -11.8885 -18.6274 -13.1522
2 5d.cdx 1 1 -18.60885 2.2935 121.8975 -72.8923 -11.9782 -19.1738 -18.6885
3 |5d.cdx 1 1 -18.3569 2.8466 123.1545 -76.5811 -13.2395 -19.8819 -1@.3569
4 5d.cdx 1 1 -18.289@ 3.91e2 127.8784 -26.9124 -12.3152 -16.1865 -108.2898
5 S5d.cdx 1 1 -18.1278 z.18e2 125.7@23 -63.1927 -12.8588 -14.5824 -18.1278
L] 5d.cdx 1 1 -18.8827 2.4374 119.7514 -89.9797 -13.1818 -18.658@ -18.8827
7 |5d.cdx 1 1 -9.5954 2.3931 121.3481 -91.8234 -12.6@833 -14.7198 -9.5954
8 Sf.cdx 1 2 -13.1097 1.1559 138.4252 -94.9978 -12.9638 -18.p482 -13.1897
9 5F.cdx 1 2 -12.8787 1.5859 136.8739 -83.9786 -13.2128 -22.4568 -12.8787
10 | 5F.cdx 1 2 -11.8378 1.6872 142.8584 -76.1641 -13.2848 -18.1926 -11.8378
11 | 5F.cdx 1 2 -11.4989 Z2.3817 148.8121 -46.6384 -12.5458 -16.9857 -11.4989
12 | 5f.cdx 1 2 -11.4962 1.9485 144.8446 -96.2359 -12.4895 -17.2987 -11.4962
13 | 5F.cdx 1 2 -11.4586 1.3227 137.9221 | -112.76@3 -12.5989 -12.5161 -11.45@6
14 | 5Ff.cdx 1 2 -11.3162 2.6433 158.2254 | -188.6673 -13.8181 -19.4411 -11.3162
15 | 5f.cdx 1 2 -11.1875 1.4384 149.5887 -B67.4878 -12.49@8 -5.9788 -11.1875
16 | 5F.cdx 1 2 -11.8843 3.8299 138.6966 -73.2426 -12.6254 -18.2588 -11.8843 _
17 | 5F.cdx 1 2 -9.7268 2.2931 139.9887 -54.56638 -12.5532 -12.8665 -9.7268
18 | Sg.sdf 1 3 -12.1894 1.4519 152.3@78 -62.5998 -12.1932 -21.9187 -12.1094
19 | 5g.sdf 1 3 -11.1984 1l.e4e2 153.8@56 -B87.6789 -13.2278 -23.4@89 -11.1984
20 | 5g.sdf 1 2l -11.144@ 2.3871 153.9131 -79.7820 -12.8995 -17.59@9 -11.1448
21 | 5g.s5df 1 3 -11.1824 1.8567 161.3698 -89.4236 -12.3566 -11.7693 -11.3924
22 | Sg.sdf 1 3 -18.8348 2.5212 153.4876 -62.8999 -13.4171 -22.2785 -18.8348
23 | 5g.sdf 1 3 -18.858@ Z.1849 155.8633 -B87.2942 -12.3387 -22.2517 -18.6588
24 | 5g.sdf 1 2l -18.4493 2.7214 162.6926 -52.8545 -12.2741 -18.5479 -108.4493
25 | 5g.s5df 1 3 -18.4815 2.7458 159.4362 -45.3219 -12.3387 -15.2879 -1@.4815
26 | Sg.sdf 1 3 -16.2891 1.2385 156.8586 -65.9758 -12.9261 -12.6365 -18.2891

[

27 | 5g.sdf 1 3 -9.7181 2.8768 153.2682 -76.4912 -14.8774 -14.746@ -8.7181
28 | Sh.cdx 1 4 -12.7556 1.1945 138.9458 -76.1925 -12.6886 -22.6892 -12.7556
29 | Sh.cdx 1 4 -11.9848 1.4645 148.3145 -31.9868 -11.8858 -18.8671 -11.9848
30 | Sh.cdx 1 4 -11.1988 1.11e8 149.7834 | -1@4.9779 -12.1762 -14.2573 -11.1968
31 | Sh.cdx 1 4 -18.9613 2.7368 138.841@ -35.6136 -12.7254 -28.468@ -1@.9813
32 | Sh.cdx 1 4 -18.7558 1.8782 138.3948 -66.1726 -12.3945 -208.7853 -18.755@
33 | Sh.cdx 1 4 -18.4373 1.4958 137.9394 -B86.8175 -11.8923 -23.8529 -18.4373
34 | Sh.cdx 1 4 -18.2923 1.9672 139.5539 -B88.6186 -12.80872 -21.1869 -10.2923
35 | Sk.cdx 1 5 -12.1551 1.3817 148.9769 -84.5263 -11.9644 -16.6682 -12.1551
36 | Sk.cdx 1 5 -11.5357 1.2696 141.1774 -79.7886 -11.991@ -208.7532 -11.5357
37 | Sk.cdx 1 = -11.1@27 2.3555 144.3948 -79.5311 -14.8631 -19.2983 -11.1827
38 | Sk.cdx 1 = -18.60815 1.6184 148.5226 -73.3914 -11.5994 -18.4611 -10.80815
39 | Sk.cdx 1 5 -18.5323 z.5144 142.8769 -38.8938 -11.792@8 -19.5241 -1@.5323
40 | Sk.cdx 1 5 -18.3643 2.5998 148.4182 -82.5186 -13.8225 -21.7493 -18.3643
41 | 5k.cdx 1 5 -18.1677 Zz.1209 144.,2799 -79.5934 -11.5327 -18.1389 -18.1677
42 | Sk.cdx 1 s -18.8845 1.97e8 139.4478 -83.7198 -11.49e8 -21.1347 -18.8845
43 | Sk.cdx 1 5 -9.7639 2.6793 144.8671 -68.4646 -12.1559 -17.8163 -8.7639 (v




