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1. The in vitro cytotoxicity profile for 10v

Figure S1. The cell viability detection of 10v using CCK8 assay.
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2. Copies of the 1H/13C NMR spectra
1HNMR spectrum of 5 in DMSO
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1HNMR spectrum of 10b in DMSO
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1HNMR spectrum of 10c in DMSO
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1HNMR spectrum of 10d in DMSO
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1HNMR spectrum of 10f in DMSO
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1HNMR spectrum of 10h in DMSO
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1HNMR spectrum of 10i in DMSO
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1HNMR spectrum of 10j in DMSO

-2-10123456789101112

f1 (ppm)

-0.01

0.00

0.01

0.02

0.03

0.04

0.05

0.06

0.07

0.08

0.09

0.10

0.11

0.12

0.13

0.14

0.15

0.16CT-5T

single_pulse

A (d)

7.69

B (d)

7.61

C (s)

7.48

D (m)

8.05

F (s)

2.17

E (m)

8.17

G (s)

9.05

5
.
9
1

1
.
9
7

0
.
9
9

1
.
0
0

2
.
0
7

2
.
0
6

0
.
9
9

2
.
1
7

7
.
4
8

7
.
5
9

7
.
6
3

7
.
6
7

7
.
7
1

8
.
0
2

8
.
0
4

8
.
0
4

8
.
0
6

8
.
0
6

8
.
0
8

8
.
1
6

8
.
1
6

8
.
1
7

8
.
1
8

9
.
0
5

13CNMR spectrum of 10j in DMSO

-20-100102030405060708090100110120130140150160170180190200210220

f1 (ppm)

-0.0005

0.0000

0.0005

0.0010

0.0015

0.0020

0.0025

0.0030

0.0035

0.0040

0.0045

0.0050

0.0055

0.0060

0.0065

0.0070

0.0075

0.0080

0.0085

CT-5T

single pulse decoupled gated NOE

1
7
.
0
8

1
1
8
.
6
7

1
2
5
.
2
1

1
2
6
.
0
5

1
2
9
.
0
3

1
3
0
.
1
3

1
3
0
.
4
3

1
3
4
.
6
4

1
4
1
.
7
7

1
4
6
.
2
9

1
5
7
.
1
2

1
6
7
.
3
4

1
8
9
.
1
8



S11

1HNMR spectrum of 10k in CD3OD

-2-10123456789101112

f1 (ppm)

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

0.40

CT-19T

single_pulse

C (q)

8.10

D (s)

7.34

E (q)

4.37

H (t)

1.38

A (d)

7.68

B (d)

7.51

F (s)

2.22

G (m)

1.23

3
.
4
1

3
.
8
0

5
.
1
3

2
.
5
5

2
.
1
4

1
.
0
0

1
.
0
0

4
.
9
1

1
.
1
9

1
.
2
1

1
.
2
2

1
.
2
3

1
.
2
5

1
.
2
7

1
.
2
8

1
.
3
1

1
.
3
7

1
.
3
8

1
.
4
0

2
.
2
2

4
.
3
5

4
.
3
6

4
.
3
8

4
.
4
0

7
.
3
4

7
.
4
9

7
.
5
3

7
.
6
6

7
.
7
0

8
.
0
7

8
.
0
9

8
.
1
1

8
.
1
3

13CNMR spectrum of 10k in DMSO

-20-100102030405060708090100110120130140150160170180190200210220

f1 (ppm)

-0.001

0.000

0.001

0.002

0.003

0.004

0.005

0.006

0.007

0.008

0.009

0.010

0.011

0.012

0.013
CT-19T

single pulse decoupled gated NOE

1
4
.
6
5

1
7
.
0
7

6
1
.
7
2

1
1
8
.
6
7

1
2
5
.
2
0

1
2
6
.
0
6

1
2
9
.
1
1

1
2
9
.
9
2

1
3
0
.
4
3

1
3
3
.
5
9

1
4
2
.
0
6

1
4
6
.
3
8

1
5
7
.
1
5

1
6
5
.
7
1

1
8
9
.
0
8



S12

1HNMR spectrum of 10l in DMSO

-2-10123456789101112

f1 (ppm)

-0.05

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

0.40

0.45

0.50

0.55

0.60

0.65

CT-5-2T

single_pulse

A (t)

9.17

B (m)

8.21

C (m)

8.02

D (d)

7.73

E (d)

7.65

F (s)

7.51

G (d)

4.06

H (s)

3.67

I (s)

2.21

6
.
4
0

3
.
3
3

2
.
0
9

2
.
0
8

1
.
0
1

1
.
0
0

2
.
0
8

2
.
0
6

1
.
0
0

2
.
2
1

2
.
5
0
 
D
M
S
O
-
d
6

3
.
6
7

4
.
0
5

4
.
0
6

7
.
5
1

7
.
6
3

7
.
6
7

7
.
7
1

7
.
7
5

8
.
0
1

8
.
0
3

8
.
0
3

8
.
2
0

8
.
2
2

8
.
2
2

9
.
1
6

9
.
1
7

9
.
1
9

13CNMR spectrum of 10l in DMSO

-20-100102030405060708090100110120130140150160170180190200210220

f1 (ppm)

0.0000

0.0005

0.0010

0.0015

0.0020

0.0025

0.0030

0.0035

0.0040

LYM-1-10A

single pulse decoupled gated NOE

1
7
.
1
0

4
1
.
8
3

5
2
.
3
7

1
1
8
.
5
9

1
2
5
.
2
2

1
2
6
.
0
1

1
2
8
.
1
7

1
2
8
.
9
7

1
3
0
.
4
2

1
3
7
.
4
1

1
4
0
.
7
7

1
4
6
.
1
2

1
5
7
.
2
8

1
6
6
.
4
9

1
7
0
.
8
4

1
8
8
.
9
7



S13

1HNMR spectrum of 10m in DMSO

-2-10123456789101112

f1 (ppm)

-0.01

0.00

0.01

0.02

0.03

0.04

0.05

0.06

0.07

0.08

0.09

0.10

0.11

0.12

0.13

0.14

0.15

CT-5-3T

single_pulse

A (t)

9.00

B (d)

8.16

C (d)

7.97

D (d)

7.69

E (d)

7.60

F (s)

7.46

G (d)

3.91

H (s)

2.16

6
.
3
6

2
.
3
6

2
.
0
2

0
.
9
6

0
.
9
5

2
.
0
1

2
.
0
0

0
.
6
4

2
.
1
6

2
.
4
5
 
D
M
S
O
-
D
6

2
.
4
5
 
D
M
S
O
-
D
6

2
.
4
6
 
D
M
S
O
-
D
6

2
.
4
6
 
D
M
S
O
-
D
6

3
.
4
6
 
H
2
O

3
.
9
0

3
.
9
2

7
.
4
6

7
.
5
8

7
.
6
2

7
.
6
7

7
.
7
1

7
.
9
6

7
.
9
8

8
.
1
5

8
.
1
7

8
.
9
8

9
.
0
0

9
.
0
1

13CNMR spectrum of 10m in DMSO

-20-100102030405060708090100110120130140150160170180190200210220

f1 (ppm)

-0.0002

0.0000

0.0002

0.0004

0.0006

0.0008

0.0010

0.0012

0.0014

0.0016

0.0018

0.0020

0.0022

0.0024

0.0026

0.0028

0.0030

0.0032

0.0034

0.0036

0.0038

CT-5-3T

single pulse decoupled gated NOE

1
7
.
0
0

4
1
.
8
3

1
1
8
.
7
4

1
2
5
.
2
1

1
2
6
.
1
1

1
2
8
.
1
2

1
2
8
.
9
1

1
3
0
.
3
5

1
3
7
.
6
9

1
4
0
.
6
5

1
4
6
.
0
9

1
5
7
.
0
0

1
6
6
.
4
5

1
7
1
.
6
9

1
8
9
.
1
5



S14

1HNMR spectrum of 10n in DMSO

-2-10123456789101112

f1 (ppm)

-0.02

0.00

0.02

0.04

0.06

0.08

0.10

0.12

0.14

0.16

0.18

0.20

0.22

0.24

0.26

0.28

0.30

0.32

0.34

0.36

0.38

0.40CT-25-1T

single_pulse

6
.
1
4

3
.
1
0

0
.
9
9

1
.
0
2

4
.
2
2

2
.
0
5

1
.
0
0

1
.
0
0

2
.
0
4

2
.
0
3

0
.
7
6

1
.
0
1

A (d)

7.68

B (d)

7.60

C (s)

7.47

D (d)

7.89

E (d)

8.14

F (m)

7.25

G (m)

7.16

H (s)

8.94

I (d)

9.04

J (m)

4.65

K (s)

3.61

L (s)

2.17

M (m)

3.10

5
.
7
0

2
.
5
6

3
.
1
6

1
.
3
1

1
.
4
6

4
.
9
3

2
.
0
9

1
.
2
6

1
.
2
1

2
.
4
4

2
.
1
8

1
.
2
2

1
.
2
1

2
.
1
7

3
.
0
4

3
.
0
7

3
.
0
7

3
.
1
0

3
.
1
3

3
.
1
4

3
.
1
7

3
.
1
8

3
.
6
0

3
.
6
1

4
.
6
2

4
.
6
4

4
.
6
4

4
.
6
5

4
.
6
6

4
.
6
6

4
.
6
7

4
.
6
8

7
.
1
4

7
.
1
5

7
.
1
7

7
.
2
2

7
.
2
4

7
.
2
6

7
.
2
7

7
.
2
8

7
.
2
9

7
.
4
7

7
.
5
7

7
.
5
8

7
.
6
1

7
.
6
2

7
.
6
6

7
.
6
7

7
.
7
0

7
.
7
0

7
.
8
8

7
.
9
0

8
.
1
3

8
.
1
5

8
.
9
4

9
.
0
3

9
.
0
5

13CNMR spectrum of 10n in DMSO

-20-100102030405060708090100110120130140150160170180190200210220

f1 (ppm)

-0.0005

0.0000

0.0005

0.0010

0.0015

0.0020

0.0025

0.0030

0.0035

0.0040

0.0045

0.0050

0.0055

0.0060
CT25-1T

single pulse decoupled gated NOE

1
7
.
1
0

3
6
.
6
9

5
2
.
6
1

5
4
.
9
3

1
1
8
.
6
9

1
2
5
.
1
8

1
2
6
.
1
1

1
2
7
.
1
0

1
2
8
.
2
8

1
2
8
.
8
3

1
2
8
.
8
8

1
2
9
.
6
5

1
3
0
.
4
2

1
3
7
.
4
8

1
3
8
.
1
7

1
4
0
.
7
2

1
4
6
.
0
8

1
5
7
.
0
7

1
6
6
.
3
3

1
7
2
.
6
4

1
8
8
.
9
9



S15

1HNMR spectrum of 10o in DMSO

 -2-10123456789101112

f1 (ppm)

-0.01

0.00

0.01

0.02

0.03

0.04

0.05

0.06

0.07

0.08

0.09

0.10

0.11

0.12

0.13

0.14

0.15

0.16

0.17

0.18

CT-25-2T

single_pulse

A (d)

7.60

B (d)

7.69

C (s)

7.48

D (m)

7.89

E (m)

8.14

F (m)

7.16

G (m)

7.27

H (s)

8.99

I (d)

8.92

J (ddd)

4.61

K (dd)

3.19

L (dd)

3.05

M (s)

2.18

5
.
8
4

1
.
0
9

1
.
1
0

1
.
1
4

1
.
0
9

4
.
1
4

1
.
8
9

1
.
0
0

0
.
9
8

2
.
0
8

1
.
9
6

1
.
0
4

1
.
0
5

2
.
1
3

2
.
1
4

2
.
1
5

2
.
1
8

2
.
1
9

3
.
0
2

3
.
0
3

3
.
0
5

3
.
0
5

3
.
0
7

3
.
0
8

3
.
1
6

3
.
1
8

3
.
2
0

3
.
2
1

4
.
5
8

4
.
5
9

4
.
6
0

4
.
6
1

4
.
6
1

4
.
6
2

4
.
6
3

4
.
6
4

7
.
1
3

7
.
1
4

7
.
1
5

7
.
1
6

7
.
1
6

7
.
1
7

7
.
1
7

7
.
1
8

7
.
2
3

7
.
2
4

7
.
2
4

7
.
2
6

7
.
2
6

7
.
2
9

7
.
3
0

7
.
3
1

7
.
3
1

7
.
4
8

7
.
5
9

7
.
6
2

7
.
6
7

7
.
7
1

7
.
7
3

7
.
8
8

7
.
8
9

7
.
9
0

7
.
9
1

8
.
1
3

8
.
1
4

8
.
1
5

8
.
1
5

8
.
9
1

8
.
9
3

8
.
9
9

13CNMR spectrum of 10o in DMSO

-20-100102030405060708090100110120130140150160170180190200210220

f1 (ppm)

-0.0002

-0.0001

0.0000

0.0001

0.0002

0.0003

0.0004

0.0005

0.0006

0.0007

0.0008

0.0009

0.0010

0.0011

0.0012

0.0013

0.0014

0.0015

0.0016

0.0017

0.0018

0.0019

0.0020

0.0021

0.0022
CT-25

single pulse decoupled gated NOE

1
7
.
0
8

3
6
.
7
6

5
4
.
8
7

1
1
8
.
7
4

1
2
5
.
2
0

1
2
6
.
1
2

1
2
6
.
9
7

1
2
8
.
2
3

1
2
8
.
7
7

1
2
8
.
8
4

1
2
9
.
6
3

1
3
0
.
4
0

1
3
7
.
8
0

1
3
8
.
6
6

1
4
0
.
6
2

1
4
6
.
0
5

1
5
7
.
0
5

1
6
6
.
2
5

1
7
3
.
6
2

1
8
9
.
0
6



S16

1HNMR spectrum of 10p in DMSO

-2-10123456789101112

f1 (ppm)

-0.01

0.00

0.01

0.02

0.03

0.04

0.05

0.06

0.07

0.08

0.09

0.10

0.11

0.12
CT-21T

single_pulse

A (m)

8.16

B (m)

7.99

C (m)

8.92

D (d)

7.83

E (d)

7.71

F (d)

7.60

G (s)

7.48

H (d)

3.81

I (d)

2.56

J (s)

2.17

6
.
1
9

3
.
3
7

2
.
0
3

2
.
0
4

0
.
9
8

0
.
9
6

0
.
9
1

2
.
0
2

2
.
0
0

1
.
7
6

2
.
1
7

2
.
5
6

2
.
5
7

3
.
8
1

3
.
8
2

7
.
4
8

7
.
5
8

7
.
5
9

7
.
6
2

7
.
6
9

7
.
7
2

7
.
8
3

7
.
8
4

7
.
9
8

7
.
9
9

8
.
0
0

8
.
0
0

8
.
0
1

8
.
1
5

8
.
1
6

8
.
1
7

8
.
1
7

8
.
1
8

8
.
8
9

8
.
9
1

8
.
9
2

13CNMR spectrum of 10p in DMSO

-20-100102030405060708090100110120130140150160170180190200210220

f1 (ppm)

0.0000

0.0005

0.0010

0.0015

0.0020

0.0025

0.0030

0.0035

0.0040

0.0045
LYM-1-10C

single pulse decoupled gated NOE

1
7
.
0
8

2
6
.
0
9

4
3
.
3
1

1
1
8
.
7
1

1
2
5
.
2
0

1
2
6
.
1
4

1
2
8
.
3
0

1
2
8
.
8
0

1
3
0
.
4
0

1
3
7
.
9
5

1
4
0
.
5
3

1
4
6
.
0
2

1
5
7
.
0
4

1
6
6
.
3
2

1
6
9
.
7
2

1
8
9
.
0
0



S17

1HNMR spectrum of 10q in DMSO

-2-10123456789101112

f1 (ppm)

-0.05

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

0.40

0.45

0.50

0.55

0.60

0.65
LYM-1-8B

single_pulse

A (d)

7.73

B (d)

7.62

C (s)

7.50

D (t)

7.95

E (m)

8.01

F (m)

8.19

G (t)

8.91

H (s)

8.97

I (d)

3.83

K (s)

2.18

L (t)

1.00

J (qd)

3.08

2
.
9
4

5
.
9
8

2
.
1
4

2
.
0
9

2
.
0
6

1
.
0
1

1
.
0
0

1
.
0
4

1
.
8
5

2
.
0
0

1
.
0
0

0
.
9
5

0
.
9
8

1
.
0
0

1
.
0
1

1
.
0
2

2
.
1
8

3
.
0
4

3
.
0
6

3
.
0
6

3
.
0
8

3
.
0
8

3
.
0
9

3
.
1
0

3
.
1
1

3
.
8
2

3
.
8
4

7
.
5
0

7
.
6
0

7
.
6
4

7
.
7
1

7
.
7
5

7
.
9
3

7
.
9
5

7
.
9
6

8
.
0
0

8
.
0
0

8
.
0
2

8
.
0
2

8
.
1
7

8
.
1
8

8
.
1
9

8
.
2
0

8
.
9
0

8
.
9
1

8
.
9
3

8
.
9
7

13CNMR spectrum of 10q in DMSO

-20-100102030405060708090100110120130140150160170180190200210220

f1 (ppm)

0.0000

0.0005

0.0010

0.0015

0.0020

0.0025

LYM-1-8B

single pulse decoupled gated NOE

1
5
.
3
3

1
7
.
0
9

3
3
.
9
7

4
3
.
2
2

1
1
8
.
7
0

1
2
5
.
1
9

1
2
6
.
1
4

1
2
8
.
2
8

1
2
8
.
8
2

1
3
0
.
4
1

1
3
7
.
9
8

1
4
0
.
5
1

1
4
6
.
0
2

1
5
7
.
0
4

1
6
6
.
2
5

1
6
8
.
9
2

1
8
8
.
9
8



S18

1HNMR spectrum of 10r in DMSO

-2-10123456789101112

f1 (ppm)

-0.02

0.00

0.02

0.04

0.06

0.08

0.10

0.12

0.14

0.16

0.18

0.20

0.22

0.24

0.26

0.28

0.30

0.32

0.34

LYM-5-2

single_pulse

A (d)

7.73

B (d)

7.63

C (m)

7.58

D (s)

7.50

E (m)

7.28

F (m)

7.03

G (m)

8.02

H (m)

8.19

I (s)

9.01

J (t)

9.06

K (s)

10.10

L (d)

4.07

N (s)

2.18

6
.
0
8

2
.
1
7

1
.
1
1

2
.
2
2

2
.
0
4

1
.
9
8

1
.
0
2

1
.
0
0

2
.
3
1

2
.
1
5

0
.
9
8

0
.
9
6

1
.
0
5

2
.
1
8

4
.
0
4

4
.
0
6

4
.
0
8

4
.
1
0

6
.
9
9

7
.
0
0

7
.
0
1

7
.
0
1

7
.
0
2

7
.
0
2

7
.
0
3

7
.
0
4

7
.
0
4

7
.
0
5

7
.
0
6

7
.
2
5

7
.
2
6

7
.
2
7

7
.
2
7

7
.
2
8

7
.
2
9

7
.
3
0

7
.
3
1

7
.
3
1

7
.
3
2

7
.
5
0

7
.
5
6

7
.
5
6

7
.
5
7

7
.
5
9

7
.
5
9

7
.
6
1

7
.
6
5

7
.
7
1

7
.
7
5

7
.
9
8

8
.
0
0

8
.
0
1

8
.
0
2

8
.
0
3

8
.
0
4

8
.
0
5

8
.
1
9

8
.
1
9

8
.
2
0

8
.
2
1

8
.
2
2

8
.
2
4

9
.
0
1

9
.
0
5

9
.
0
6

9
.
0
8

1
0
.
1
0

13CNMR spectrum of 10r in DMSO

-20-100102030405060708090100110120130140150160170180190200210220

f1 (ppm)

-0.0002

0.0000

0.0002

0.0004

0.0006

0.0008

0.0010

0.0012

0.0014

0.0016

0.0018

0.0020

0.0022

0.0024

0.0026

0.0028

LYM-5-2

single pulse decoupled gated NOE

1
7
.
0
8

4
3
.
8
2

1
1
8
.
6
9

1
1
9
.
6
7

1
2
3
.
8
5

1
2
5
.
2
0

1
2
6
.
1
2

1
2
8
.
2
5

1
2
8
.
9
2

1
2
9
.
3
4

1
3
0
.
4
2

1
3
7
.
8
4

1
3
9
.
4
4

1
4
0
.
5
9

1
4
6
.
0
8

1
5
7
.
0
6

1
6
6
.
5
3

1
6
8
.
1
9

1
8
9
.
0
4



S19

1HNMR spectrum of 10s in DMSO
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1HNMR spectrum of 10t in CDCl3
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1HNMR spectrum of 10u in CD3OD
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1HNMR spectrum of 10v in CD3OD
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2. Copies of the HRMS
Mass spectrometry of 5

Mass spectrometry of 10b
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Mass spectrometry of 10c

Mass spectrometry of 10d
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Mass spectrometry of 10f

Mass spectrometry of 10h
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Mass spectrometry of 10i

Mass spectrometry of 10j
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Mass spectrometry of 10k

Mass spectrometry of 10l
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Mass spectrometry of 10m

Mass spectrometry of 10n
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Mass spectrometry of 10o

Mass spectrometry of 10p
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Mass spectrometry of 10q

Mass spectrometry of 10r
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Mass spectrometry of 10s

Mass spectrometry of 10t
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Mass spectrometry of 10u

Mass spectrometry of 10v
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4. HPLC spectrum of 10v

Instrument: Agilent 1290

Detector: UV (254 nM)

Column SB-C18 (25 cm × 0.46 cm, 5 μm)

Eluent: CH3OH/H2O (80/20 to 95/5, v/v), containing 0.1% formic acid.

Flow rate: 1.0 mL/min


