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NMR and HRMS spectra
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Figure S1 'H NMR (CDCl3) (A), *C NMR (CDCls) (B) and HRMS (C) spectra of compound 1a.
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Figure S2 'H NMR (CDCl3) (A), *C NMR (CDCls) (B) and HRMS (C) spectra of compound 1b.
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Compound 1c.
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Figure S3 'H NMR (CDCI3) (A), *C NMR (CDCls) (B) and HRMS (C) spectra of compound 1c.
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Figure S4 'H NMR (CDCl3) (A), C NMR (CDCls) (B) and HRMS (C) spectra of compound 2a.
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Compound 2b.
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Figure S5 'H NMR (CDCI3) (A), *C NMR (CDCls) (B) and HRMS (C) spectra of compound 2b.
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Compound 2c.

A 4

/ J
/ ~
-/ v - // / J
(m)] | A (m)
.24|| 0.89
i
s
R Y
< o
. A o
2.5 2.0 1.5 1.0 0.5 0.0
o wOOND N
< “ARNHISS o = Mo Mmoo N oo
S GRSl 2 n ha QlhymNe
= RS RS RS RS RS A ~ © SP IR
B S ups g g R pa ] ) by a8 RAANARR RS
| SN N/ e

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

ppm
C PREM_SL_0070 71 (0.766) Cm (67:71) 1: TOF MS ES+
100~ 467.3270 3.21e3
B 489.3080
P - ) ‘ : " “\ \‘L i - A, - miz
250 300 350 400 450 500 550 600

Figure S6 'H NMR (CDCI3) (A), *C NMR (CDCls) (B) and HRMS (C) spectra of compound 2c.
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Compound 3a.
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Figure S7 'H NMR (CDCl3) (A), C NMR (CDCls) (B) and HRMS (C) spectra of compound 3a.
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Figure S8 'H NMR (CDClI3) (A), °C NMR (CDCls) (B) and HRMS (C) spectra of compound 3b.
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Compound 3c.
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Figure S9 'H NMR (CDCI3) (A), C NMR (CDCls) (B) and HRMS (C) spectra of compound 3c.
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Compound 4a.
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Figure S10 *H NMR (CDCls) (A), *C NMR (CDCls) (B) and HRMS (C) spectra of compound 4a.
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Figure S11 'H NMR (CDCl3) (A), *C NMR (CDCls) (B) and HRMS (C) spectra of compound 4b.
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Figure S12 *H NMR (CDClIs) (A), C NMR (CDCls) (B) and HRMS (C) spectra of compound 4c.
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Compound 5a.
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Figure S13. 'H NMR (CDCls) (A), *3C NMR (CDCls) (B) and HRMS (C) spectra of compound 5a.
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Compound 5b.
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Figure S14. *H NMR (CDCls) (A), *3C NMR (CDCls) (B) and HRMS (C) spectra of compound 5b.
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Compound 5c.
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Figure S15. *H NMR (CDCls) (A), **C NMR (CDClIs) (B) and HRMS (C) spectra of compound 5c.
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Figure S16 *H NMR (CDCls) (A), *C NMR (CDCls) (B) and HRMS (C) spectra of compound 6a.
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Figure S17 'H NMR (CDCl3) (A), *C NMR (CDCls) (B) and HRMS (C) spectra of compound 6b.



Compound 6c.
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Figure S18 'H NMR (CDCl3) (A), *C NMR (CDCls) (B) and HRMS (C) spectra of compound 6c¢.

S19



Compound 7.

| S

& A S 'y L
S ®o S ™ =
~— ™M —~ < o o©

10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0

ppm

B
5eRI5 2N 8X3384 . o
T O WM N T HOmn— © 0 N
NN WO MMM NN O O O —
o o o o o o wn i wn o~
NN AN -

L L

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

ppm
C
PREM_SL_00864 45 (0.499) Cm (41:45) 1: TOF MS ES+
307.1341 3.52e3
100
<
Y ”ww”w”‘w““w”\‘”w””w“w”w”“w”w”‘”f‘ AR A LA A MM AR A A M U I S U s U s sl 114

250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400

Figure S19 *H NMR (CDsCN-ds) (A), *C NMR (CDsCN-d3) (B) and HRMS (C) spectra of compound 7.
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Figure S20 *H NMR (DMSO-dg) (A), *C NMR (DMSO-ds) (B) and HRMS (C) spectra of compound 8a.
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Compound 8b.

i s )
A®|dm)
R
H e
& 2 N8 S 5393
6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
ppm
FI0¥38R2 IYRBIEIBEI B2 P NRYZRNORgR
B RREEE8BET IERARRIRIR]RER PRy So e nNbaa T
SRegegey bR R RN e R a8 82288 gay
SN AN RN NV N
I
| Iy |
AL
' | h I i | | Il ’
IFH Co L | it
. . . . . . . . . . . . . . . . . .
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm
C PREM_SL_00882 67 (0.717) Cm (65:67) 1: TOF MS ES+
649.3635 1.71e3
100
=X
0‘“\‘“‘\““\““\““\““\‘“‘\‘“‘\‘l““l\““‘\““\‘“‘\“"\““‘\““‘\‘“‘\‘“‘\““\““\“‘“\“"\“““\““\‘“‘\‘“LL\““\““\““\““‘\““\m/Z
460 480 500 520 540 560 580 600 620 640 660 680 700 720 740

Figure S21 *H NMR (DMSO-ds) (A), *C NMR (DMSO-ds) (B) and HRMS (C) spectra of compound 8b.
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Figure S22 *H NMR (DMSO-ds) (A), *C NMR (DMSO0-ds) (B) and HRMS (C) spectra of compound 8c.
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Figure S23 *H NMR (DMSO-dg) (A), *C NMR (DMSO0-ds) (B) and HRMS (C) spectra of compound 9a.
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Figure S24 *H NMR (DMSO-ds) (A), *C NMR (DMSO-ds) (B) and HRMS (C) spectra of compound 9b.
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Compound 9c.

A /
|
|
/ |
, J / sl
c(d)
1.36
A (m) E (m) F (m) B(d) | D ()
4.70 3.97 3.04 1.24 0.82
e =] = =
e Tl z 7 7 Y T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
ppm
a 8 R B8IBRIES oy TANRNTNT MR
N B N s s o ¥ NS SN0
B 5 S i Ba o & R ~AAAICRNRT
I I I WV N/ N |
1! |
“ ’ | ” ‘
| I | ] |
e ] i L
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
ppm
PREM_SL_00885 51 (0.547) Cm (51:55) 1: TOF MS ES+
753.4262 .
100 4.59e3
=S
0 ) L ‘H“H‘HH‘H‘ H“‘“‘H‘CJ ‘J““‘ HH“‘J‘“H‘HJ e “‘“H“H(“J““‘\‘m/z

UL S 1 T L S
475 500 525 550 575 600 625 650 675 700 725 750 775 800 825 850

Figure S25 *H NMR (DMSO-ds) (A), *C NMR (DMSO-ds) (B) and HRMS (C) spectra of compound 9c.

S26



