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Figure S1. ESI-MS of N3-B-CD; Calcd m/z for CsHggN3Os4, 1159.38; experimental m/z,
1157.5
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Figure S2 COSY, 500 MHz, CA-Pt in de-DMSO
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Figure S3 NOESY, 500 MHz, CA-Pt in ds-DMSO
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Figure S4 [*H, **C] HSQC, 500 MHz, CA-Pt in de-DMSO



| ppm
0
' 0.6
0 (=] 0 1.0
g © @ 1.2
0 ' -
° & . ’ é 1.4
0 @ ~1.6
0 0 0 1.8
U 2.0
0 0 g 0 2.2
' 2.4
2.6
2.8
T T T T T T T 3.0
45 4.0 35 2.0 1.5 1.0 0.5 ppm
Figure S5 TOCSY, 600 MHz, CA-Pt in d¢-DMSO
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Figure S6 ROESY, 500 MHz, CA-Pt in d.-DMSO



Table S7 CA-Pt peaks assignment.

Cl—— | __~NH,

T
c— | TNHj

OR

R =H, Cholic Acid

H(ppm)  Multiplicity C(ppm)

1 1.45 m

1’ 2.21 m 39.98
2 1.26 m

2 1.41 m 30.84
3 3.17 td 70.85
4 0.83 S

q 1.63 S 35.74
5 1.22 S 419
6 1.36 d

6’ 1.78 d 35.29
7 3.6 S 66.66
8 1.32 td 39.9
9 2.13 d 26.6
11 1.35 td

11’ 1.41 td 28.97
12 3.77 m 71.41
14 1.97 m 41.79
15 0.96 S

15’ 1.63 S 23.23
16 1.15 t

16’ 1.71 m 27.71
17 1.77 d 46.5
18 0.58 S 12.75
19 0.8 S 23.05
20 1.28 m 35.5
21 0.91 d 17.34
22 1.19 m

22’ 1.64 d 31.22
23 2.09 m

23’ 2.21 m 31.26




Table S8. Chemical shifts (Ad) of B-CD/CA-Pt compare to CA-Pt.

B-CD/CA-Pt AS B-CD/CA-Pt AS
H (ppm) H (ppm) C (ppm) C (ppm)

1

v _ - . .

2 1.35 0.09

2 1.67 0.26 29.34 1>
3 3.51 0.34 71.59 0.74
4 1.02 0.19

v L84 021 34.48 -1.26
5 1.46 0.24 40.9 -1
6 - - - -

7 3.97 0.37 68.23 1.57
8 1.76 0.44 38.7 1.2
9 2.13 - 26.4 0.2
11 - - - -
12 4.09 0.32 73.3 1.89
14 1.92 -0.05 41.9 0.11
15 1.3 0.34
15’ 1.81 0.85 22.83 0.4
16 - - - -
17 1.83 0.06 47 0.5
18 0.83 0.25 12.86 0.11
19 0.96 0.16 21.86 -1.19
20 1.36 0.08 35.9 0.4
21 1.09 0.18 22.12 4.78
22 - - - -

23 - - - -
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Figure S9 COSY, 500 MHz, 3-CD/CA-Pt in D,O
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Figure S10 [*H-"*C] HSQC, 500 MHz, B-CD/CA-Pt in D,O
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Figure S11 ROESY, 500 MHz, p-CD/CA-Pt in D,0



