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| Match Erors  MSMS Fragments | MSMS Analysis | a
Sequence: | | APPYFECYCVDTFDHCPASCNSCVCTR ( Mods: 7: XS ©) 15 20; (©) 23 ¢ (©)25: C: ©)
MHs{mono}: | 3309.298 MH-{ava) 3311.696 MS/MS Tot  [12.000 Peaks: | 291  Above Thieshold: | 291 Zoom to m/z for 2+
Masses: e © Aversge Colculste: [Masees =] Thieshold: |—zrm Assigned | 250 NotAssigned: |44 1+, m/z 0.00
alp|e|v[Fle|c|v]c|v|po|T[F|p|n|c|r|a|s|c|n[s|c|v|c|T[r]| Alma | Po | Pe | Tr | Phe | G Cys vail | cys | wva | asp
1 234v58739lﬂl11213141515v171319202|22’13242526271 2 3 4 s I{ 17 8 19 10 11
A|P|P|V|F|EC|VIC|V[D|T|F|D|HIC|P|A|[S|C"|N|S[C|V[C| T|R 44049| 141102| 238155 401218| 548087 | 677323 837360 936428| 1096458| 1195527 1310,
AlP|IPIY|FEIC|VIC*"|VID|T|F|ID/H|C*| PIA|S[C*"|N|SI|C*[VIC*| T|R 27023 124 076 221128 384192 531 .260 660.303 820333 919.402 1079.432 1178.501 1293
AlPIPIV FIEC|VIC'IVIDIT|FID/HIC* | PIA|SIC*|N/SIC*"|VIC*| TR 26.039 123.092 220144 383208 530.276 659.319 | 819.349 918418 1078 448 177517 1292,
AP P|Y|F|E[C"|VIC|V|D| T| F|D|HIC'| P|A[S|C"IN|S|CFVIC* | TR 72044| 169097 |  266150|  429213|  576202|  705324|  865.355| 964.423| 1124.454| 1223522| 133.
AP P|Y|F|E[C|VIC'[V|D|T| F|D|HIC"| P|A|S|C"|N|S|C"V[C"| T|R|  $5018| 152071| 249123| 412187 | 559265 688.298| 848328| 947397 | 1107.427| 1206496| 1321
AP P[Y|F|E[C|VIC"|V|D|T| F|D|H|C'| P|A[S|C"|N|S|CHVICT|R 54034| 151087 | 248139 411203| 598271| 667314 847344|  946413| 1106443| 1205512| 1320
AP P|Y| FEC VIC"|VID|T F|D| HIC|PlAS|CN|SIC-VIC TR S0055| 187108| 204.160|  447.224|  594292| 723335  853365| 982434 | 1142465| 1241533 139,
AlPIPIV[FIE[C|VIG|VID|T|FID[HIC [ PATS[C[N[S[C[VIC| T|R] 89071 186124 | 283.176|  446.240|  593308| 722351 882381 881450 | 1141481 | 1240548 1355
alpiplv[FlElcrvic|vio|[T|F(D[H|c [ Pla|S[c[N[S[C V| T|R 201096  302146| 462177| 561245 721276| 808308| 922351 1082381 1169413| 1240450 1337
A|lP|P|[Y|F|E|C*|VIC*|V|D|T|FID|H|C* | P|A[S|C*|N|S|C*|{VIC*| T|R 175119 276167 4386197 535.266 695296 782328 896371 1056 .402 1143434 1214471 1311, |»

Supplementary Figure 1. MALDI-TOF-TOF analysis of PnBBI isoinhibitor spot (pl

5.9). (A) Peptide mass fingerprint (PMF) spectra; (B) Mascot MS-MS ions search result and
(C) Lift spectrum from PMF peak with m/z 3313.817 generated by Biotool software after
digestion of PnBBI isoinhibitor spot pl 5.9 with trypsin (please refer Method section 2.6 to

Fig. 3).
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Zoomed spectrum of Supplementary Figure 1C




