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Table

Table S1. Chemical shift difference of (S)-MTPA and (R)-MTPA ester of 6 (pyridine-ds at 298 K)

A6 = (6S-ester - &{-Ester)

C/H No O5-Ester (Ppm) O R-Ester (PpmM) ppm Hz (500 MHz)
3 4.79 4.78 +0.01 +5
6 4.68 4.67 +0.01 +5
9 2.31 2.30 +0.01 +5
10 0.86 0.85 +0.01 +5
11 1.27,1.48 1.25,1.48 +0.02 +10
12 1.13 1.12 +0.01 +5
8 1.66 1.67 -0.01 -5
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Figure S1: 'TH NMR spectrum of compound 1 (600 MHz, DMSO- ds, 298 K)
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Figure S2: 3C NMR spectrum of compound 1 (150 MHz, DMSO- ds, 298 K)
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Figure S3: HSQC spectrum of compound 1 (DMSO- ds, 298 K)
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Figure S4: 'TH-"H COSY spectrum of compound 1 (DMSO- ds, 298 K)
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Figure S5: HMBC spectrum of compound 1 (DMSO-ds, 298 K)
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Figure S6: 1H NMR spectrum of compound 2 (600 MHz, DMSO- ds, 298 K)
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Figure S7: TH NMR spectrum of compound 3 (600 MHz, DMSO- ds, 298 K)
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Figure S8: 'TH NMR spectrum of compound 4 (600 MHz, DMSO- ds, 298 K)
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Figure S9: 'TH NMR spectrum of compound 5 (600 MHz, DMSO- ds, 298 K)
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Figure S10: '"H NMR spectrum of compound 6 (600 MHz, DMSO- ds, 298 K)
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Figure S11: HRESIMS spectrum of compound 7

MR-AS41.10.fid
1200

L1100
1000
F- 900
|-800
k700
|- 600
500
L 400

300

200

t100

L

r T T T T T T T T T T T T T T T
.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5 1.0

4.5
1 (ppm)

Figure S12: 'TH NMR spectrum of compound 7 (600 MHz, DMSO- ds, 298 K)
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Figure S13: 3C NMR spectrum of compound 7 (600 MHz, DMSO- ds, 298 K)
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Figure S14: HSQC spectrum of compound 7 (DMSO- ds, 298 K)
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Figure S15: 'H-'"H COSY spectrum of compound 7 (DMSO- ds, 298 K)
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Figure S16: HMBC spectrum of compound 7 (DMSO- ds, 298 K)
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Figure S17: HRESIMS spectrum of compound 8
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Figure S18: 'TH NMR spectrum of compound 8 (600 MHz, DMSO- ds, 298 K)
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Figure S19: 3C NMR spectrum of compound 8 (600 MHz, DMSO- ds, 298 K)
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Figure S20: HSQC spectrum of compound 8 (DMSO- ds, 298 K)
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Figure S21: 'H-'"H COSY spectrum of compound 8 (DMSO- ds, 298 K)
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Figure S22: HMBC spectrum of compound 8 (DMSO- ds, 298 K)

13

f1 (ppm)

f1 (ppm)



MR-AS03.10.fid
3400

3200
3000
(2800
(2600
(2400
2200
2000
1800
1600
1400
1200
1000
800

600

400

WMW M::oo

T T T T T T T T T T T T
0 5.5 5.0 4.5 4.0 3.5 2.5 2.0 1.5 1.0 0.5

3.0
1 (ppm)

Figure S23: 'TH NMR spectrum of compound 9 (600 MHz, DMSO- ds, 298 K)

MR-AS42 2D.10.fid k320
=]

_662
X 6.60
597
264
—227

300

{280

260

240

220

200

180

160

140

120

100

80

60

L0

i,

A

T T
10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5

6.5
1 (ppm)

Figure S24: 'H NMR spectrum of compound 10 (600 MHz, DMSO- ds, 298 K)
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Figure 525: 'TH NMR spectrum of compound 11 (600 MHz, DMSO- ds, 298 K)
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Figure S26: '"H NMR spectrum of compound 12 (600 MHz, DMSO- ds, 298 K)
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Figure S27: '"H NMR spectrum of compound 13 (600 MHz, DMSO- ds, 298 K)
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Figure S28: 'H NMR spectrum of compound 14 (600 MHz, DMSO- ds, 298 K)

16

2.5



MR-AS46.1.fid 120

110
L 100
k90
|80
70
L 60
k50
k40

30

M o f

T T T T T T T T T T T T T T T T T T T T T T
13.0 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 3.0 25
f1 (ppm)

Figure S29: 'TH NMR spectrum of compound 15 (600 MHz, DMSO- ds, 298 K)
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Figure S30: '"H NMR spectrum of compound 16 (600 MHz, DMSO- ds, 298 K)
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