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Table S2 - Docking scores (ds), mass and number of Non-H atoms of the 241 peptides with unknown bioactive properties.

Peptide Peptide code ds ds Mass (Da) Non-H |Peptide | Peptide code ds ds Mass Non-H |Peptide Peptide code ds ds Mass Non-H
ID 4APH 6EN5 Atoms |ID 4APH 6EN5 (Da) Atoms [ID 4APH 6EN5 (Da) Atoms
Refl BJ2 99.14 119.68 428.44 30 |#80 QQT™™ 91.16 111.71 506.579 34 #161 EQSL 104.28 |100.8 475.497 33
Ref2 ANG 104.65 |111.66 1046.19 75 #81 QaaQat 97.04 1223 643.696 45 #162 EPTF 97.71 103.79 492.527 35
#1 SCTEK 97.29 117.33 566.631 38 |#82 QPVL 95.66 102.9 455.554 32 #163 EM 7292 82,54 278.328 18
#2 VVVVTK 103.96 123.22 643.824 45 |#83 QM 73.05 7438 277.344 18 #164 EITVGK 104.97 129.72 645.752 45
#3 VVTY 97.44 110.28 480.56 34 |#84 QGR 93.25 93.76 359.385 25 #165 EITSH 108.39 119.13 585.613 41
#H4 VVQGAPL 96.51 113.89 682.817 48 |#85 QGGGVSR 108.32 |130.16 659.699 46 #166 EISH 94.42 113.15 484.508 34
#5 VVN 84.25 82.87 330.383 23 |#86 QER 95.11 109.79 431.448 30 #167 EGVCCL 102.22 |111.68 622.762 41
#6 VVAGSTL 114.54 |119.67 645.752 45 |#87 QEM 87.09 101.74 406.458 27 #168 EEK 90.7 107.67 404.418 28
#7 VTTK 94.39 103.2 447.531 31 |#88 QCVQON 105.6 116.6 |590.657 40 #169 EDITL 103.16 114.55 589.64 41
#8 VTL 80.55 89.28 331.411 23 |#89 QATVVL 106.65 122.22 629.753 44 #170 EDIGK 112.52 111.17 560.603 39
#9 VTGN 84.06 93.87 389.407 27 |#90 QATM 92.48 106.4 449.527 30 #171 EAVL 88.45 100.26 430.5 30
#10 VSEAM 92.19 111.04 535.617 36 J#91 QAR 97.12 102.05 373.412 26 #172 EAVADR 116.98 117.15 659.695 46
#11 VSAY 86.83 108.38 438.479 31 J#92 QAH 85.61 94.02 354.366 25 #173 EAEEGQF 116.28 |138.65 808.796 57
#12 vay 93.6 94.19 408.453 29 |#93 QAF 90.51 100.16 364.401 26 #174 DVVEPDQY 119.22 123.63 |963.992 68
#13 vat 86.17 96.63 358.437 25 |#94 PVR 82.39 |93.86 370.452 26 #175 DVTN 95.56 101.64 447.443 31
#14 VakK 90.99 98.62 373.452 26 |#95 PVPAW 95.04 113.11 568.673 41 #176 DTPDQF 102.19 115.36 721.718 51
#15 VQH 89.9 92.35 382.419 27 |#96 PVDIH 89.51 112.29 579.653 41 #177 DTK 91.55 106.65 362.381 25
#16 VIGL 82.6 98.3 400.518 28 |#97 PSQDQK 103.44 120.72 701.732 49 #178 DTF 91.54 105.23 381.384 27
#17 VIDIIN 90.24 129.46 685.817 48 |#98 PQM 86.06 94.85 374.46 25 #179 DPY 88.11 93.08 393.395 28
#18 VGW 87.4 94.16 360.413 26 |#99 PIVY 88.05 106.81 490.599 35 #180 DPGR 97.23 103.03 443.459 31
#19 VGPK 80.27 97.11 399.49 28 |#100 PGIK 86.15 99.85 413.517 29 #181 DPDL 89.13 98.25 458.466 32
#20 VEAM 87.34 103.68 448.539 30 |#101 PGGSATSR 131.15 125.17 731.762 51 #182 DL 81.47 81.22 246.262 17
#21 VCL 80.71 87.47 333.451 22 |#102 PGAGGGGAGR 123.36 121.94 755.788 53 #183 DIAVF 93.32 108.12 563.65 40
#22 VAVATSR 116.91 122.87 702.808 49 |#103 PEY 93.57 87.42 407.421 29 #184 DGIH 94.6 106.29 440.455 31
#23 VAPR 95.53 100.22 441.531 31 |#104 PEW 92.11 97.89 430.459 31 #185 DEVF 97.14 118.63 508.526 36
#24 VAL 86.04 86.86 301.385 21  |#105 PETSDTL 106.8 |120.48 761.78 53 #186 DESVY 103.07 |130.1 611.603 43
#25 TVVSGSTR 130.6 128.14 805.884 56 |#106 PETETVL 112.9 120.29 787.862 55 #187 DDVVVTAGQCAH 132.52 116.24 1214.32 84
#26 TVVPF 90.94 107.4 561.677 40 |#107 PEPDK 96.28 122.26 584.625 41 #188 DDK 88.59 100.08 376.365 26
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Table S3 — Intermolecular interactions between the ligands (peptides and reference structures) and the enzyme targets (N-and C-domain of sACE).

Peptide ID
Enzyme Type of
target | interaction | Reg Refl Ref2 | Crystallographic
17 | 31 (40 | 45 | 77 | 81 | 85 | 107 | 109 | 130 | 145 | 164 | 173 | 186 | (BJ2) | (Angii) pose
255 ASP -
259 GLN
260 | SER -
262 | GLU -
330 | CYS -
331 HIS
332 | ALA
334 | ALA
336 | ASP -
338 TYR -
354 | ASP -
355 | GLN -
) ” 358 | THR ]
w ©
© S 361 | HIS -
o o
o = 362 | GLU -
g g 369 | TYR
£ 2 372 | TYR .
g I
o 382 GLY -
?
z 389 | GLU -
393 | ASP -
431 GLU -
432 LYS -
489 LYS -
491 HIS
498 TYR
501 | TYR
504 SER -
508 GLN -
>
T 36 VAL -
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PRO
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391
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407
410
457
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123 | GLU
124 | ARG
353 | HIS
368

403 | GLU

383 | HIS
387 | HIS
410 | HIS

453 | ASP
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522 | ARG
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457 | PHE

457 | PHE
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