J. Braz. Chem. Soc., Vol. 27, No. 3, S1-S8, 2016.
Printed in Brazil - ©2016 Sociedade Brasileira de Quimica

Supplementary Informa tion 0103 - 5053 $6.00+0.00

Chemotaxonomy of the Amazonian Unonopsis Species Based on Leaf Alkaloid
Fingerprint Direct Infusion ESI-MS and Chemometric Analysis

Felipe M. A. Silva,** Francinaldo A. Silva Filho,* Bruna R. Lima,*
Richardson A. Almeida,* Elzalina R. Soares,* Hector H. F. Koolen,**
Afonso D. L. Souza® and Maria L. B. Pinheiro®
“Departamento de Quimica, Universidade Federal do Amazonas, 69077-000 Manaus-AM, Brazil

*Grupo DeMpSter de Espectrometria de Massas, Universidade do Estado do Amazonas,
69050-010 Manaus-AM, Brazil

504 330

328

Relative abundance

20 269

251 282

i 208 -
2?6' 294 ! | 304

1 L B e R
200 210 220 230 240 250 260 270 280 290 300

] 219
ozt 209 217|720 292 24 237

=
I %
R

2 42
'.-I f;:o.z?h i I‘.}.;:I 360 365 370 a@1 39 395

SR T 1 B H
310 320 330 340 350 360 370 80 a0 400

m/z

Figure S1. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. guatterioides (GU).
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Figure S2. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. stipitata (SUA).
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Figure S3. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. stipitata (SUB).
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Figure S4. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. floribunda (FDA).
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Figure S5. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. floribunda (FDB).
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Figure S6. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. rufescens (RD).
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Figure S7. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. duckei (DRA).
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Figure S8. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. duckei (DRB).

hUW - Jl-HhL“J»-

330

e b .,7,,J

318

RO 3L B M 0 .
30

5

MWW A

350 360 370 380 390 400

356

rJ 352 357 386 372 382 386 381 400
‘”'\""T"' 1f ™ T L0 L i |
340 a0 sk 70 a8 a0 400

35’ 366 372 381 336 391 397
L . e 2 e e |
360 370 380 390 400

340 350

S3



S4

Chemotaxonomy of the Amazonian Unonopsis Species J. Braz. Chem. Soc.

1601 208
80
80
707
o . |
2 60
= ]
T s
5 =
2 ]
~ 1
o 4o
= '
5
3 a0
o
= =
- 299 i
0] 282
3 251 255 267 Jzas 300 34 316 3 5635
1 217 235
o7 22 ?07 ! 3"‘?1’2\?‘7?'\"(7%'1 T M'?Q’G'n‘ iTzreg'f?pP Jr""f"‘fg’?sr l r:’\?:'rr ERERREE r'r"f'l*ﬁl T r nE r35" T rrsﬁ r37‘f2'_‘__'3§r2' rﬂ;ﬁ‘_ Ts?gf ??ﬁ
200 210 ko 2 240 2k oee | 270 280 200 300 3o a0 %0 | 0 3% | a8 470 sso 500 400
mfz
Figure S9. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. duckei (DDA).
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Figure S10. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. duckei (DDB).
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Figure S11. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. duckei (DDC).
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Figure S12. ESI-MS spectrum (positive mode) of the alkaloidal fraction from U. duckei (DDD).
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Figure S13. ESI-MS" spectra (positive mode) of the ion at m/z 268 present in the leaves of U. guatterioides.

267 ML
100 ABIET

281

255
160 173 177 192 200 200 228 23" oo 40 256 269 51 gge 208
235

100> 3T0E3

Relative abundance

3 153 179 189 207 217 224 239 252 267
(=i 5 179 189 g 239 i

20-
3 79 189 235
; ! i 218 |

Ll | T T T T T
60 80 100 120 140 160 180 200 220 240 280 280 300

mfz

Figure S14. ESI-MS" spectra (positive mode) of the ion at m/z 298 present in the leaves of U. duckei.
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Figure S15. ESI-MS? spectrum (positive mode) of the ion at m/z 328 present in the leaves of U. floribunda.
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Figure S16. ESI-MS? spectrum (positive mode) of the ion at m/z 328 present in the leaves of U. rufescens.
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Figure S17. ESI-MS" spectra (positive mode) of the ion at m/z 342 present in the leaves of U. stipitata.
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Figure S18. Collection sites near the metropolitan area of Manaus.

Table S1. Data used in the PCA analysis based in the peak intensities obtained between 200 to 400 m/z, after elimination of those signals which had
intensities below to 5% than the intensity of the base peak

U. guatterioides U. stipitata U. stipitata U. floribunda U. floribunda U. rufescens U. duckei  U. duckei  U. duckei  U. duckei  U. duckei  U. duckei

(GU) (SUA) (SUB) (FDA) (FDB) (RD) (DRA) (DRB) (DDA) (DDB) (DDC) (DDD)
201 0 0 0 0 0 5.12 0 0 0 0 0 0
216 0 0 0 0 0 5.93 0 0 0 0 0 0
217 0 0 0 7.05 8.08 7.49 0 0 0 0 0 0
219 5.1 0 0 8.57 8.7 15.45 0 0 0 0 0 0
220 0 0 0 0 0 521 0 0 0 0 0 0
232 0 0 0 6.73 5.13 9.5 0 0 0 0 0 0
233 0 0 0 0 0 7.18 0 0 0 0 0 0
234 0 0 0 12.54 13.33 18.62 0 0 0 0 0 0
235 0 0 0 11.07 10.13 13.37 0 0 0 0 0 0
236 0 0 0 0 0 7.12 0 0 0 0 0 0
237 0 0 0 7.92 7.48 14.72 0 0 0 0 0 0
239 0 0 0 0 0 5.02 0 0 0 0 0 0
248 0 0 0 6.09 0 7.49 0 0 0 0 0 0
249 7.8 0 0 5.59 6.34 6.38 0 0 0 0 0 0
250 0 0 0 52 0 9.56 0 0 0 0 0 0
251 15.05 0 0 6.43 5.44 8.49 0 0 0 0 0 0
252 0 0 0 0 0 6.56 0 0 0 0 0 0
253 0 0 0 5.83 6.3 12.29 0 0 0 0 0 0
254 0 0 0 0 0 5.95 0 0 0 0 0 0
265 0 0 0 5.67 5.27 0 0 0 0 0 0 0
266 29.61 0 0 16.5 13.76 11.42 0 0 0 0 0 0
267 5.91 0 0 6.55 5.63 7.47 0 0 0 0 0 0
268 100 0 0 13.68 7.88 7.5 0 0 0 0 0 0
269 19.24 0 0 6.06 0 8.15 0 0 0 0 0 0
270 0 0 0 0 0 7.41 0 0 0 0 0 0
271 0 0 0 0 0 591 0 0 0 0 0 0
272 0 0 0 0 0 11.52 0 0 0 0 0 0
282 14.75 0 0 22.86 18.96 16.83 0 0 9.22 9.44 10.85 10.92
283 0 0 0 55 5.48 5.48 0 0 0 0 0 0
284 0 5.05 0 5.67 5.65 5.03 0 0 0 0 0 0
286 0 12.94 1327 12.47 11.55 19.45 0 0 0 0 0 0
287 0 0 0 0 0 542 0 0 0 0 0 0
295 0 0 0 721 6.52 7.34 0 0 0 0 0 0
296 0 0 0 6.06 527 6.2517.74 0 0 0 0 0 0
298 9.72 13.89 10.39 21.37 21.13 0 100 100 100 100 100 100
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Table S1. Data used in the PCA analysis based in the peak intensities obtained between 200 to 400 m/z, after elimination of those signals which had
intensities below to 5% than the intensity of the base peak (cont.)

U. guatterioides U. stipitata U. stipitata U. floribunda U. floribunda U. rufescens U. duckei ~ U. duckei  U. duckei  U. duckei  U. duckei  U. duckei

(GU) (SUA) (SUB) (FDA) (FDB) (RD) (DRA) (DRB) (DDA) (DDB) (DDC) (DDD)
299 0 0 0 6.14 5.18 27.23 19.35 19.47 19.66 19.29 19.36 19.37
300 6.63 26.87 28.78 223 25.71 6.23 0 0 0 0 0 0
301 0 6.15 7.7 0 5.8 5.78 0 0 0 0 0 0
304 0 7.08 0 10.09 9.43 77.43 0 0 0 0 0 0
312 5.57 0 6.71 55.47 54.65 15.81 0 0 0 0 0 0
313 0 0 0 122 11.91 6.31 0 0 0 0 0 0
314 0 0 0 8.65 8.8 10.72 0 0 0 0 0 0
321 0 0 0 0 0 0 0 0 0 0 0 0
325 0 74 6.48 0 0 0 0 0 0 0 0 0
326 0 9.16 10.97 0 0 100 0 0 0 0 0 0
328 23.92 37.35 32.01 100 100 21.94 0 0 0 0 0 0
329 7.23 8.83 752 24.36 23.15 45.65 0 0 0 0 0 0
330 48.27 17.21 13.41 51.46 47.1 10.81 0 0 0 0 0 0
331 10.43 0 0 11.11 10.59 0 0 0 0 0 0 0
338 0 0 0 8.92 7.1 0 0 0 0 0 0 0
342 5.12 100 100 22.82 20.22 26.96 6.64 6.37 12.56 13.12 16.49 16.92
343 0 24.83 22.26 0 2 7.65 0 0 0 0 0 0
356 0 0 0 0 0 0 5.35 5.36 5.49 5.62 5.46 5.94

358 0 0 0 0 0 6.1 0 0 0 0 0 0




