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Table S1. Bioactivity peptides of Zizyphus jujuba protein after silicon gastrointestinal digestion.
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Table S2. Data of the 3D-QSAR model.

No Sequences PIC50 Predicted Error
PIC50
1 Leu-Pro-Gly-Val-Leu-Pro-Val-Ala* 0.11 -1.41 1.52
2 Thr-Tyr-Leu-Pro-Val-His* -0.14 -1.35 1.21
3 Pro-Thr-His-Ile-Lys-Trp-Gly-Asp -0.18 0.04 -0.22
4 Phe-GIn-Lys-Val-Val-Ala-Lys* -0.32 -1.47 1.15
5 Thr-Phe-GIn-Gly-Pro-Pro-His-Gly-Ile-GIn-Val-Glu-Arg -0.53 -0.66 0.13
6 Tyr-Glu-Thr-Gly-Asn-Gly-Ile-Lys -0.57 -0.53 -0.04
7 Leu-Gly-Pro-Leu-Gly-His-GIn -0.63 -0.42 -0.21
8 Ile-Ile-Ala-Pro-Pro-Glu-Arg -0.94 -1.04 0.10
9 Cys-Cys-Asn-Lys -0.95 -1.01 0.06
10 Ser-Leu-Pro-GIn-Asn -0.98 -0.82 -0.16
11 Cys-Cys -0.99 -1.39 0.40
12 Leu-His-Pro-Gly-Asp-Ala-Gln-Arg -1.01 -0.98 -0.03
13 Leu-Val-Leu -1.09 -1.34 0.25
14 Leu-Val-Leu-Pro-Gly-Glu -1.13 -1.32 0.19
15 Cys-Cys-Asn-Lys-Ser-Val* -1.18 -1.66 0.48
16 Asn-Ile-Phe-Tyr-Cys-Pro -1.18 -1.25 0.07
17 Ala-His-Ser-Val-Arg-Phe-Tyr* -1.21 -1.52 0.31
18 Leu-Phe-Arg-GIn* -1.23 -1.78 0.55
19 Val-His-Leu-Pro-Pro* -1.26 -1.67 0.41
20 Ala-His-Ser-Val-Arg-Phe* -1.26 -1.49 0.23
21 Gly-Lys-Asp-Ala-Val-Ile-Val -1.26 -1.39 0.13
22 Pro-Ala-Asn-lle-Lys-Trp-Gly-Asp -1.32 -1.26 -0.06
23 Tyr-Pro-Gly -1.37 -1.64 0.27
24 Gly-Tyr-Ala-Leu-Pro-His-Ala -1.44 -1.16 -0.28
25 His-Cys-His-Thr-Asn* -1.48 -1.71 0.23
26 Phe-Cys-Leu-Tyr-Glu-Leu-Ala-Arg -1.50 -1.45 -0.05
27 Leu-GIn-Lys-Trp* -1.54 -1.81 0.27
28 Val-Leu-Pro-Tyr-Pro -1.56 -1.42 -0.14
29 Asp-Phe-Gly -1.65 -1.66 0.01
30 Leu-Pro-GIn-Asn-Ile-Leu-Pro* -1.66 -1.95 0.29
31 Leu-Ala-Lys* -1.68 -1.79 0.11
32 Gly-Arg-Val-Ser-Asn-Cys-Ala-Ala -1.76 -1.75 -0.01
33 Asn-Met-Ala-Ile-Asn-Pro-Ser-Lys -1.78 -1.58 -0.20
34 Pro-Ser-Phe-GIn-Pro -1.86 -1.96 0.10
35 Gly-Ile-Pro-Leu-Pro-Leu-Ile -1.87 -2.19 0.32
36 Tyr-Thr-Val-Phe -1.94 -2.20 0.26
37 Lys-Val-Arg-Glu-Gly-Thr-Thr-Tyr -2.01 -1.85 -0.16
38 His-Cys-His-Thr -2.06 -2.18 0.12
39 Phe-Pro-Glu-Val-Phe-Gly-Lys -2.15 -2.19 0.04
40 GIn-Val-Gly-Pro -2.21 -2.22 0.01
41 Leu-Val-Leu-Pro-Gly-Glu-Leu-Ala-Lys -2.26 -2.43 0.17
42 Ile-Gly-Pro-Gly-Leu-Gly-Arg -2.32 -2.19 -0.13
43 Ala-Asp-Gly-Leu-Trp-Leu -2.45 -2.21 -0.24
44 Phe-Pro-GIn-Tyr -2.48 -2.38 -0.10
45 Lys-Ser-Val -3.01 -2.81 -0.20
46 Ala-His-Ser-Val -3.26 -2.83 -0.43

* Test set peptides (the external validation).



Table S3. The actual active Zizyphus jujuba peptides in mice intestine.

No Sequence Lenth ALC (%) RT Area Mass

1 Val-Val-Lys-Val-Lys-Val-Pro 7 93.1 40.8 1.72E+06 767.5269
2 Pro-Arg-Pro-Lys-Pro-Pro-Pro 7 87.5 38.6 7.42E+06 787.4705
3 His-Leu-Lys-Pro-Asp-GIn 6 97.9 33.9 2.24E+06 736.3868
4 Leu-Glu-Lys-Pro-Leu-Leu 6 97.4 46.8 3.10E+06 711.4531
5 Thr-Val-Lys-Pro-Gly-Leu 6 87.8 36.3 7.18E+06 613.3799
6 Glu-Leu-Tyr-Leu-Ala-Gly 6 87.4 39.0 7.05E+07 664.3431
7 Leu-Asp-Phe-Ser-Gly-Ser 6 87.3 245 6.53E+06 624.2755
8 Leu-Leu-Ala-Ala-Ala-Tyr 6 85.4 28.6 5.49E+06 620.3533
9 Lys-Ala-Leu-Val-Ala-Pro 6 85.1 36.1 1.24E+06 597.3849
10 Tyr-Gly-Gly-Gly-Gly-Pro 6 84.8 8.7 1.05E+06 506.2125
11 Ser-Gly-Leu-Leu-Gly-Lys 6 83.3 57.1 3.45E+06 573.3486
12 Glu-Tyr-Leu-Leu-Ala-Gly 6 83.1 424 3.06E+07 664.3431
13 Leu-Glu-Lys-Leu-Val-Thr 6 82.5 36.9 2.27E+06 701.4323
14 Glu-Phe-Thr-Leu-Val-Gly 6 82.4 38.5 2.83E+07 664.3431
15 His-Leu-Val-Val-His 5 98.6 37.1 2.13E+06 603.3492
16 Arg-Val-Pro-Pro-Arg 5 98 36.7 1.80E+07 623.3867
17 His-Leu-Arg-Pro-Asn 5 95.8 349 3.09E+06 635.3503
18 Arg-Leu-Pro-His-Val 5 93.9 44.6 4.92E+05 620.3758
19 Lys-Leu-His-Pro-Val 5 93.3 43.3 4.12E+06 592.3696
20 His-Pro-Pro-Pro-Pro 5 93.2 255 1.09E+07 543.2805
21 His-Leu-Lys-Pro-Val 5 92.8 43.3 4.12E+06 592.3696
22 GIn-Ala-Pro-Ser-Val 5 92.4 12.7 2.94E+06 500.2595
23 Lys-Val-Arg-Pro-Leu 5 92.1 40.3 2.09E+06 611.4119
24 Leu-Pro-Lys-Glu-Pro 5 88.9 27.8 8.51E+06 582.3377
25 Lys-Val-Leu-GIn-Pro 5 87.6 30.4 1.17E+07 583.3693
26 Lys-Val-Lys-Pro-Leu 5 86.1 46.3 2.27E+06 583.4057
27 Glu-Pro-Val-Leu-Lys 5 86 34.0 1.10E+06 584.3533
28 Ser-Leu-Leu-Gly-Lys 5 85.8 54.6 1.46E+07 516.3271
29 Glu-Gly-Gly-Gly-Lys 5 85.7 26.4 9.55E+06 446.2125
30 Val-Asn-Leu-Asp-Thr 5 85.2 13.0 5.65E+06 560.2806
31 Asp-Gly-Phe-Ser-Leu 5 85.1 37.0 3.43E+06 537.2435
32 GIn-Val-Leu-Pro-Lys 5 84.9 37.3 6.57E+05 583.3693
33 Asp-Gly-Ser-Ser-Phe 5 84.8 15.8 3.28E+06 511.1914
34 GIn-Gly-Ala-Pro-Arg 5 84.7 37.2 4.84E+06 527.2816
35 Ser-Phe-Asp-Ser-Thr 5 83.5 13.5 3.71E+06 555.2177
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