Figure S1. structures of various saponins extracted from green tea seed extract.
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Table S1. Theasaponin E1 NMR data

#5.3C-NMR data of 544-4 in pyridine-dk.

Position 544-4 reference Position 544-4 reference
1 385 38.3 1 104.4 104.1
2 25.5 252 2 78.6 78.4
3 84.8 84.5 3 84.1 84.2
4 55.4 55.2 4 71.2 70.8
5 48.7 484 5' 76.9 77.3
6 20.7 204 6" 171.3 171.8
7 327 325 1" 103.6 103.2
8 40.6 40.4 2" 74.0 73.7
9 471 46.8 3" 75.7 75.3
10 36.4 36.1 4" 70.8 70.5
11 241 23.8 5" 76.8 76.5
12 123.4 123.1 6" 62.4 62.1
13 143.3 142.9 1" 102.0 101.7
14 42.0 41.8 2" 82.3 82.3
15 34.9 346 3" 73.8 73.4
16 68.2 68.1 4" 68.7 68.4
17 48.3 48.0 5" 66.5 66.1
18 40.4 40.2 1" 107.4 107.0
19 47.5 47.2 2" 76.3 75.9
20 36.6 36.3 3" 78.5 78.2
21 79.2 78.9 4" 70.8 70.8
22 74.6 745 5" 68.0 67.5
23 210.3 209.8 1" 168.2 167.9
24 11.4 11.0 2" 129.3 129.0
25 16.1 15.8 3" 137.5 137.0
26 171 16.9 4™ 16.3 15.9
27 27.7 27.4 5" 214 21.0
28 64.1 64.0 1" 170.4 171.1
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Table S2. TheasaponinC1 NMR data

H6.*C-NMR data of 551G3-1 in pyridine-adk.

Position 551G3-1 Theasaponin C,® |  Position 551G3-1 Theaé‘:‘?o”i“
1 39.0 38.7 1" 104.4 104.1
2 25.8 25.5 2' 78.8) 785
3 83.3 83.1 3' 84.2 84.6
4 43.8 435 4 70.5 71.0
5 48.4 48.2 5' 77.1 774
6 18.4 18.2 6" 172.3 172.0
7 33.1 32.8 1" 103.4 103.2
8 40.4 40.1 2" 74.0 73.8
9 47.3 47.0 3" 755 75.3
10 37.0 36.8 4" 70.4 70.1
11 24.1 23.9 5" 76.8 76.5
12 123.4 123.1 6" 62.2 61.9
13 144.0 1437 1" 101.9 101.7
14 41.9 41.6 2" 82.6 82.3
15 35.4 35.2 3" 73.7 73.4
16 70.4 70.1 4" 68.6 68.3
17 45.1 44.8 5" 66.9 66.6
18 41.2 40.9 1" 107.3 107.1
19 47.7 47.4 2" 76.2 75.9
20 32.3 32.1 3" 78.5 78.3
21 42.0 417 4 71.1 70.8
22 73.3 73.0 5" 67.8 67.5
23 65.1 64.8 g 168.3 168.0
24 13.9 136 2" 129.8 129.5
25 16.5 16.2 3" 136.9 136.6
26 17.2 16.9 4 16.2 15.9
27 27.9 27.6 5" 21.3 21.0
28 63.9 63.6
29 33.7 335
30 255 25.2

Table S3. Theasaponin E3 NMR data

H4.*C-NMR data of 544-3 in pyridine-dk




Theasaponin

Theasaponin

Position 544-3 E.° Position 544-3 E
1 385 38.2 1 104.5 104.2
2 25.6 25.3 2' 78.5 78.3
3 84.4 84.1 3 84.9 845
4 55.5 55.2 4’ 714 70.8
5 48.7 48.2 5' 775 77.3
6 20.7 20.4 6" 171.1 172.0
7 327 324 1" 103.6 103.3
8 40.6 40.3 2" 74.0 73.7
9 471 46.9 3" 75.7 75.4
10 36.4 36.2 4" 70.8 70.4
11 241 23.8 5" 76.9 76.5
12 123.4 123.1 6" 62.4 62.1
13 143.1 143.6 1" 101.9 101.7
14 421 41.9 2" 82.3 82.4
15 34.9 344 3" 73.7 73.4
16 68.2 67.8 4" 68.6 68.3
17 47.6 47.8 5" 66.7 66.6
18 40.8 40.5 1" 107.4 107.1
19 47.4 47.0 2" 75.7 75.9
20 36.3 36.1 3" 78.5 78.3
21 81.5 81.7 4™ 71.1 70.8
22 73.6 731 5" 67.8 67.5
23 210.4 209.9 1" 168.9 168.7
24 11.4 11.1 2" 129.8 129.6
25 16.1 15.8 3" 136.3 136.0
26 17.3 16.9 4™ 16.2 15.9
27 27.7 27.4 5"" 214 211
28 66.3 66.0 1" 64.3 64.5
29 30.1 29.9
30 20.6 20.4




Table S4.NMR data ofAssamsaponin A and Assamsaponin B

Assamsaponin A

Assamsaponin B

3¢ (ppm) 8, (PPm, J) 3¢ (Ppm) 3, (ppm, J)
37.9 1.53 (m) 375 1.53(m)
23.6 1.51 (m) 24.6 1.48 (m)
81.3 3.62 (m) 734 3.59 (m)
21.0 22.3
482 1.25 (m) 414 1.22 (m)
19.6 1.37 (m) 186 1.31 (m)
314 1.45 (m) 30.5 1.45 (m)
39.3 35.2
457 1.57(m) 417 1.59 (m)
35.1 34.6
22.7 1.62 (m) 23.8 1.61 (m)
1224 5.11 (br s) 120.4 5.18 (m)
140.8 140.2
40.3 40.2
31.3 1.49 (m) 316 1.33 (m)
15.4 0.82 (s) 15.0 0.84 (s)
143 0.81(s) 15.0 0.83 (s)
25.9 1.32(s) 243 1.37 (s)
62.8 3.6 (m), 62.3 3.1(m)
33.4 1.85 (s) 314 1.84 (s)
243 2.96 (s) 23.9 2.0 (s)
1013 4.1(br s) 1013 4.16 (br s)
73.7 3.41 (m) 73.6 3.46 (m)
59.2 2.51(m) 59.3 3.58 (m)
79.4 2.62(m) 7822 3.60(m)




65.8 3.61 (m) 62.2 3.65 (m)
1711 171.2

101.7 431 (m) 101.5 4.30(m)
714 311 (m) 735 3.09(m)
735 3.26 (m) 69.7 3.29(m)
68.1 3.45 (m) 68.1 3.42(m)
746 3.31(m) 723 3.37(m)
59.8 3.56(m) 60.2 3.47 (m)
69.3 3.29 (m) 75.1 3.32 (m)
74.6 3.37 (m) 73.6 3.37 (m)
69.5 3.47 (m) 69.3 3.47 (m)
81.6 3.58 (m) 81.7 3.52 (m)
104.6 4.29 (brs) 104.1 432 (d, 7.27)
69.3 3.29 (m) 69.8 3.78(m)
76.4 3.10 (m) 76.7 3.67(m)
73.8 3.00 (m) 732 3.45(m)
65.7 3.06 (m) 65.7 3.19 (m)
165.4 165.3

126.3 126.9

112.4 5.01 (dq) 1125 6.08 (dq)
12.3 1.89(m) 127 1.89(m)
25.3 1.79(s) 25.3 1.78(s)






