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Figure $1.1 ESI-MS spectrum of compound 1
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Figure $1.2 'H NMR spectrum of compound 1 (600 MHz, DMSO-d6)

(61.88 was signal of the impurity acetic acid)
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Figure $1.3 '3C NMR spectrum of compound 1 (150 MHz, DMSO-d6)

(622.43, 172.80 were signals of the impurity acetic acid)
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Figure S$2.1 ESI-MS spectrum of compound 2
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Figure $2.3 '3C NMR spectrum of compound 2 (150 MHz, DMSO-d6)

(656.49, 19.02 were signals of ethanol solvent)
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Figure $2.2 'H NMR spectrum of compound 2 (600 MHz, DMSO-d6)
(63.49, 1.12 were signals of ethanol solvent)
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B 1Q1:0.551 to 0.601 min from Sample 9 (Y-7) of POS.wiff (Turbo Spray), subtracted (1.853 to 2.154 min), Centroided Max. 6.0e6 cps|
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Figure S$3.1 ESI-MS spectrum of compound 3
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Figure S3.2 '"H NMR spectrum of compound 3 (600 MHz, DMSO-d6)

(83.50, 1.12 were signals of ethanol solvent)
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Figure $3.3 '3C NMR spectrum of compound 3 (150 MHz, DMSO-d6)
(656.49, 19.03 were signals of ethanol solvent)
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Figure S4.1 ESI-MS spectrum of compound 4
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Figure S4.2 'H NMR spectrum of compound 4 (600 MHz, DMSO-d6)
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Figure S4.3 '*C NMR spectrum of compound 4 (150 MHz, DMSO-d6)
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Figure S5.2 '"H NMR spectrum of compound 5 (600 MHz, DMSO-d6)

(©3.50, 1.11 were signals of ethanol solvent)
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Figure S$5.3 '3C NMR spectrum of compound 5 (150 MHz, DMSO-d6)

(656.49, 19.03 were signals of ethanol solvent)

| B +Q1: 0.451 to 0.557 min from Sample 2 (Y-13) of POS wiff (Turbo Spray), subtracted (1.953 to 2.404 min), Centroided
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Figure S$6.1 ESI-MS spectrum of compound 6

[~ 16000

15000

I~ 14000

13000

[~ 12000

11000

[~ 10000

9000

8000

= 7000

6000

5000

4000

3000

2000

[~ 1000

ro




RO AN AN on w oo S 0O 0 SN o — o~ — O\ &
O Wy ON O~ (=) Lol — Q) 0 <t >~ onon — on — O
S~ 00 O nn N <t — o Rl S ] oS~ —— —
RV RV R IV RV RV R RIS <~ A NN ——
e | N e ——
|
\‘ [ | [
[l ( For]
W | o |
| \‘ | . |
|
1IN J RN |
I
Il | I
l i
FFch & & & L&A b
AN D (o)) (=) O S oo O <
Ssss < = - Zo== =
&JIU 8‘.5 8‘.0 7‘.5 7‘.U 6‘.5 6‘.(} r‘r 5‘.0 4‘.5 4‘.0 3‘.5 SIU 215 2‘.(} 115 l‘.U
£1 (ppm)
Figure S$6.2 'H NMR spectrum of compound 6 (600 MHz, DMSO-d6)
(63.51, 1.12 were signals of ethanol solvent)
O v A1 X0 < O v O — o0 I~ I~
NN A (=) N DN Vo NL Sl o e} [\ e (=) (=) [sa)
wvistenen oS S v S G F e = e N <>
< <t <+ < o (sl o | OV — = — — — O o 0 N
———— — —_ o o == — ©° <t N —
=l | I | = [ | | |
W ‘ 1y l ) !
| I
““ ] HH | | | .
1‘50 1‘10 11’10 1‘20 1‘10 1‘00 2;0 éO 7‘0 éO ElO iO f;O 2‘0 I‘O
1 (ppm)

Figure $6.3 '3C NMR spectrum of compound 6 (150 MHz, DMSO-d6)

(656.49, 19.03 were signals of ethanol solvent)

[~ 14000

13000

I~ 12000

11000

[~ 10000

9000

8000

7000

= 6000

=5000

4000

3000

2000

1000

1000

= 8000

7500

[~ 7000

[~ 6500

[~ 6000




| B +Q1: 0.551 to 0.601 min from Sample 7 (Y-9) of POS.wiff (Turbo Spray), subtracted (1.853 to 2.154 min), Centroided
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Figure S§7.1 ESI-MS spectrum of compound 7
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Figure S7.2 'H NMR spectrum of compound 7 (600 MHz, DMSO-d6)

(63.45, 1.05 were signals of ethanol solvent)
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Figure S7.3 '3C NMR spectrum of compound 8 (150 MHz, DMSO-d6)

(656.49, 19.02 were signals of ethanol solvent)

W +Q1: 0501 to 0.551 min from Sample 15 (Y-16) of POS wiff (Turbo Spray), subtracted (1.853 to 2.154 min), Centroided © Max 4.587 cps.
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Figure $8.1 ESI-MS spectrum of compound 8
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Figure $8.3 '3C NMR spectrum of compound 8 (150 MHz, DMSO-d6)

(656.49, 19.02 were signals of ethanol solvent)



B +Q1:0.601 to 0.651 min from Sample 19 (Y-5) of POS wiff (Turbo Spray), subtracted (1.753 to 2.104 min), Centroided
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Figure §9.1 ESI-MS spectrum of compound 9
— AN OO T OO T O ) N ~ AN O L — 00 —14000
SRR RHX R ——S O NN =~ ) ) NANSRO TN
N—= QNN QQQ R XN < o ® S S Q) RO NDND g
L R - RV- - RV RV- RV RV RV RV RV. NS v ) S eI IR I S I S I NI I S I S A S I o
P | | | e e [113000
[
‘ 12000
‘ F 11000
| [
T \ |
L] \ ( \ J \/// 10000
o » I
F 9000
F 8000
k7000
F 6000
F5000
F4000
F3000
F 2000
‘ F 1000
[
kU J ML}MUU& S |
Fo
LA L L & L %' ch T
e ) < “ —-—ee
—_—_—C - O o —_ o —_——— — [~1000
T T T T T : T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6. 4.5 4.0 3.5 3.0 2.5 2.0

5.5
£1 (ppm)

Figure $9.2 'H NMR spectrum of compound 9 (600 MHz, DMSO-d6)
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Figure $10.1 ESI-MS spectrum of compound 10
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Figure $10.3 '*C NMR spectrum of compound 10 (150 MHz, DMSO-d6)

(656.51, 19.03 were signals of ethanol solvent)
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Figure S11.2 'H NMR spectrum of compound 11 (600 MHz, DMSO-d6)
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Figure $12.1 ESI-MS spectrum of compound 12
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Figure $12.3 '3C NMR spectrum of compound 12 (150 MHz, DMSO-d6)

(656.50, 19.03 were signals of ethanol solvent)
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Figure $13.1 ESI-MS spectrum of compound 13
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Figure $13.2 "H NMR spectrum of compound 13 (600 MHz, DMSO-d6)

(83.50, 1.12 were signals of ethanol solvent)
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Figure $14.1 ESI-MS spectrum of compound 14
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Figure $14.3 "H NMR spectrum of compound 14 (600 MHz, DMSO-d6)
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Figure $14.4 '3C NMR spectrum of compound 14 (150 MHz, DMSO-d6)
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