
Representative DESI-MS spectra of the infusion standard phytohormone compounds in the 

positive mode and the negative mode.  

The standard compounds were diluted to 1 μM in the 95% methanol (v/v) and delivered at 3 μL/min into DESI source. 

 

 

 

 

 

 

 

Standard infusion via positive mode

m/z
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338.901 

288.777 366.680 
371.627

536.108 
462.336

445.363

552.168 

Standard infusion via negative mode
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527.266 450.106 557.276

Electronic Supplementary Material (ESI) for Analyst.
This journal is © The Royal Society of Chemistry 2021

zhangc
Highlight



Representative in situ DESI-MS spectra of the phytohormone compounds in the positive mode 

and the negative mode. 

The 95% methanol (v/v) was performed as spray solvent and delivered at 3 μL/min into DESI source. 

 

 

 

In situ DESI-MSI via positive mode 

In situ DESI-MSI negative mode 
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Supplementary 1: Representative spectra of phytohormone standards in the DESI-MS/MS 

 

 

 

 

 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
0 

100

SA standard 
2.26e4 93.0337

92.0209 
80.026265.0442 

138.0179 

137.0240 

108.0214 

94.0351 
95.0333

136.0490 109.0227

122.0342 135.0317 
139.0257 
139.0773

174.1095 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
0 

100
IAA standard 

1.10e6 130.0712 

128.0515

127.7847 78.996171.3411 109.9617
82.8387 

174.0543 

131.0695

134.0214 
156.0144150.0544 172.9554

175.0527 
176.0598 

192.3351

m/z
60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220

0

100
JA standard  

4.73e4209.1178

165.1409

109.098959.0554 97.095981.0696 93.0634
163.1267

149.1120121.0554 137.1191

166.1470 209.0736
191.1197177.0264

210.1232

210.1801

Representative DESI-MS/MS fragmentation spectra of the standard phytohormone compounds



 

 

 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
0 

100
OH-JA standard 

9.07e3 

225.1129

165.1103

147.1054

135.1073 

59.0545

123.1125 

163.1310 

151.1363

181.1369 

179.1156
207.1690

226.1176

226.1785

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
0 

100
OPC -4 standard 

3.71e5 237.1494 

165.1273

125.0988 
81.0332 59.0136 77.0331 95.0500 111.0804 163.1124 149.0982

193.1624166.1337 
175.1444 219.1378194.1655 223.0224

238.1529

238.2473

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240
0 

100
IAA-Ala standard 

3.52e4 204.0293

176.0319

175.0248

146.0225

88.0363
73.025560.9897

138.9413 133.0269 120.0426 
110.9684

148.0355

161.0232 
177.0361 199.1662

190.0133

245.0936

244.1848 
205.0290 

209.0774 
227.1590 244.0073 



 

 

 

 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 

100
ABA standard 

2.90e5 263.1292

153.1225

152.1135
111.081997.068583.093459.0563

138.1024 

219.1534 
154.1239

204.1358 
161.1255 177.1205

220.1567 
263.0159249.1029

264.1291

265.1451

267.0757 
290.0538 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 

100

dn-OPDA standard 
6.34e3 

 
263.1650 

165.1358

85.0019 
153.0441 

218.9966

191.1507166.1421

195.0782 219.9997 262.9737 

264.1651 

265.1458

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 

100
OPC-6 standard 

1.86e4 265.1797 

221.1999

97.0019

81.0813

151.1383

123.1131 106.0832 147.1117

197.1379 165.1568 
191.1682 

166.1630

219.1909

198.1387 247.1618
222.2079

234.1077 263.1637

266.1763 

267.1819 



 

 

 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0 

100
PA standard 

7.79e3 205.0910

187.0870 
122.0195 

121.0420 
109.0466 97.0134

83.0356 
79.0406 

151.0529139.0547

137.0376 
136.0320 

171.0906 

168.0530

162.0427

184.0639

189.1000

190.0684 

279.1971

217.0916 
237.1126 

219.1109

220.1143

279.1241 
279.0876

278.1470265.2233 238.0148

251.1442

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0 

100
DPA standard 

1.58e4 281.1918 

171.0807 

123.0521 
123.0134

111.0198 86.9855 81.0172
139.0466

137.0655 151.0442 

237.0989 

189.0891
172.0821

207.0922

219.0918
221.0683

281.0819 

280.1818
238.1022 265.2009

280.0721 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290
0 

100
IAA-Asp standard 

1.90e5 255.2313

245.1497

205.1553

124.9997 
96.958688.036873.0334 

62.9606
122.0235

189.0280

163.0484 146.0234 132.0318
171.1404 

226.2197

221.1494 236.1029

256.2304 
270.2138

257.2384 289.0819

271.9617



 

 

  

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 

100
OPDA standard 

1.60e4 291.1960 

165.1631 

163.1542 148.1256

127.113895.0923 57.0732

247.2193 

166.1637 
191.1755177.1663 217.1800 231.1125

273.1866 

248.2229 

255.1865 
274.1909

281.3680

292.2030

293.6607

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 

100
OPC-8 standard 

2.15e4 293.2126

231.1190

209.1454 127.0238 
293.1752

232.1294 273.0499 249.1597 293.0182

294.2156

295.2353



Supplementary 2: Representative spectra of phytohormone in the in situ DESI-MS/MS 

 

 

 

 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
0 

100
SA; in situ DESI-MS/MS 

1.09e3 138.0179 

108.0169 
93.0295

81.0338 96.9594 

137.0240 

136.0439 
111.0298 138.0590 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
0 

100
IAA; in situ DESI-MS/MS 

1.59e5 175.1512

130.1202 

130.0853 

117.0585

113.0842100.094383.0659 75.0048
69.047259.0241 87.0591

130.0504

174.0543

144.0928 130.1601 157.1524 174.0082

176.1183 

177.1228

190.0624 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
0 

100
JA; in situ DESI-MS/MS 

2.94e4 209.1178

209.0294

191.1059 
165.1224

165.0494
153.0232

96.9483 78.944958.9931 67.9962
83.0385 121.0197109.0589 139.0661

166.1289
181.1052

192.1038

209.1494

210.0793 
210.1489 

Representative in situ DESI-MS/MS fragmentation spectra of the targeted phytohormone compounds  



 

 

 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
0 

100
OH-JA; in situ DESI-MS/MS 

1.10e6 225.1129

224.9557

181.1158165.012283.0587 58.5680 69.0517 125.0511111.0790 97.0677 144.8837 207.1165 197.0056

226.1165

227.1288 

228.1368 239.3994 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
0 

100
OPC-4; in situ DESI-MS/MS 

4.19e5 223.0708 

195.1858

165.1413 

154.1112

150.1408 
148.9550 

139.0859126.1031111.093497.0086 91.0708 
83.0959 58.0195 73.0771 

165.1020

193.1651

167.1908 193.1347 
209.1388

201.0757 

237.1492 

237.0349

223.1752

239.1714

239.2390

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240
0 

100
IAA-Ala; in situ DESI-MS/MS 

1.56e4 
246.1068

245.0936

214.9700

178.0592 
157.0949129.0334 97.0481

84.037779.9440
125.0453113.0010

141.0308 174.9947 201.0789 
183.0368

245.0115 
227.1010 

244.9773

229.0340



 

 

 

 

 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 

100
ABA; in situ DESI-MS/MS 

3.34e5 263.1292

263.0938

223.0985179.1175 
153.0111

120.027096.9454
89.0112 

61.9785
144.0465 162.9147

222.0101
210.0240 195.1107 

262.1027

235.0918 
249.1131

264.1223 

267.0839

267.1910 

267.2767 282.2208

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 

100
dn-OPDA; in situ DESI-MS/MS 

1.16e5 263.1650 

219.1696

165.1189

163.1039

148.0772 96.9463
58.9918 80.9436 120.0481 135.0733

178.0451 
191.1380

217.1562 
193.0637 

245.1486

220.1734 263.1296

246.1552 

264.1582 

265.1462

265.1818 278.0921 291.0334 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 

100
OPC-6; in situ DESI-MS/MS 

1.60e5 189.0476 

178.0676 

120.0489

119.0408
107.048991.052977.0312 61.9732

146.0347

134.0663

163.0408 

265.1797 

222.0659

190.0522 
221.0838 

193.0820

194.0790 
265.0943

247.1676233.0860 

266.1839 

266.2480
285.5283



 

 

 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0 

100
PA; in situ DESI-MS/MS 

1.72e3 279.2427

279.1259 

235.1295 

207.155078.9602
153.0950149.0623 

96.9609 170.1515 202.0806 225.1619

279.0749

237.1503 
261.1059

237.1906

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0 

100
DPA; in situ DESI-MS/MS 

3.24e5 281.1393

280.1295

225.0759 195.0613171.0335143.015183.0135 72.9625 
129.0008 101.0215 115.0288 162.9957 237.1270 265.1508243.0422 

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290
0 

100
IAA-Asp; in situ DESI-MS/MS 

6.37e4 236.0240

221.0755 

220.0700

205.0868

165.0695
83.019461.9662 144.028497.0251 125.0556 115.0362 193.0882185.0524

289.0819
245.0610 273.0894



 

 

 

 

 

  

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 

100
OPDA; in situ DESI-MS/MS 

2.30e4 247.1627

221.1523 

190.0936

165.1181

156.0062

142.9537 
125.0829 97.049181.0140

73.0095
63.7843 

187.9431

175.0661

220.1399 

219.1686
191.0948

193.1478 

247.0460 

236.1001

228.9583

291.1960 

291.1588 
247.2039 291.0917

273.1801 248.1666

259.0830 291.0395 

292.1960

292.2557

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 

100
OPC-8; in situ DESI-MS/MS 

3.85e6 236.1296

221.1797

220.1671 

192.1342
177.1049136.095771.0069 62.7684

96.960683.0451 130.0971 164.0950
143.0906 218.1167

222.1815 293.2126
237.1311

257.1781 293.1602
294.2160




