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ID Name Formula | PDA RT(min) | MS RT(min) Ion Meas.m/z Pred. m/z Diff{ppm)
[M+Na]* 429.1382 429.1367 3.50
M-H] 405.1382 405.1402 -4.94
1 N7 e Ci7H2601 10.116 10.162 (M-
[M+HCI-H] 441.1149 441.1169 -4.53
[M+CF,COOH-H] 519.1303 519.1331 -5.39
[M-H] 169.0148 169.0142 3.55
2 HETER C;HgOs5 4.796 4.823 [M+HCI-H] 204.9899 204.9909 -4.88
[M+CF;COOH-H] 283.0075 283.0071 1.41
3 | S-RFAEREE | CHGO; 6.142 / / / / /
4 RERES CigHysOs / 21.612 [M-H] 455.3515 455.3531 -3.51
M-H] 541.1557 541.1563 -1.11
5 WZRBEHH | CaHigO44 16.097 16.148 (M-H)
[M+CF;COOH-H] 655.1471 655.1491 -3.05
6 Fr R CioHy505 / 21.506 [M-H] 455.3520 455.3531 -2.42
[M+Na] 413.1434 413.1418 3.87
[M+K]" 429.1160 429.1158 0.47
7 O8#E Ci7H26010 12.589 12.632 [M+HCI-H] 425.1226 425.1220 1.41
[M+HCOOH-H] 435.1501 435.1508 -1.61
[M+CF;COOH-H] 503.1365 503.1382 -3.38
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3) EllEEMER
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Intensity
No. Name Formula RT(min) Ion Meas. m/z Pred. m/z Diff(mDa) x1 Uﬁ)
[M+H]" 193.0699 193.0707 -0.8 25
1 C:H,,04 0.996
[M-H] 191.0578 191.0561 L7 20
2 CisH3¢046 1.331 [M+CF;COOH-H] 591.1413 591.1390 2.3 20
[M-H] 307.0693 307.0671 2.2 5
3 CiiH6040 2.444
[M-+HCOOH-H] 353.0742 353.0725 1.7 10
-+ CisH260:5 2,623 [M-HT 457.1217 457.1199 1.8 16
5 CysHz404 3.501 [M+HCOOH-H] 457.1216 457.1199 1.7 18
6 Ci4H 50 3.794 [M-HTJ 361.0792 361.0776 1.6 14
7 C4H30qq 4.165 [M-H] 361.0792 361.0776 1.6 15
[M+H]" 345.0808 345.0816 -0.8 0.7
8 Ci4H 16010 4.505
[M-H] 343.0687 343.0671 1.6 8
9 HETR C;HgzO5 4.798 [M-HJ 169.0163 169.0142 2 26
10 Cy2H3005 5.200 [M+HCOOH-H] 337.1135 337.1140 -0.5 34
[M-H] 393.1418 393.1402 1.6 9
11 Ci6H2601y 5.339
[M+CF;COOH-H] 507.1357 507.1331 2.6 0.5
[M-HJ 331.0693 331.0671 2.2 13
12 Ci3H;604 5.540
[M+CF;COOH-H] 445.0617 445.0599 1.8 0.8
[M+HCOOH-H] 335.0990 335.0984 0.6 11
13 Cy2H,50¢ 5.695
[M+CF;COOH-H] 403.0882 403.0858 2.4 6
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[M+HCOOH-H] 347.1003 347.0984 1.9 14
14 C13H;505 5.788
[M+CF;COOH-H]" | 415.0879 415.0858 S5 2.5
[M-HJ 361.0787 361.0776 1.1 13
15 CH3i01 5.896
[M+CF;COOH-H]" | 475.0709 475.0705 0.4 3
7-O-3% & W [M-HJ 361.0781 361.0776 0.5 33
16 . C:4H1501 6.174
KRB H [M+CF;COOH-H]" | 475.0725 475.0705 2.0 3
[M-H] 343.0695 343.0671 2.4 21
17 CisH 40 6.507
[M+CF;COOH-H]" | 457.0624 457.0599 2.5 6
[M+H]* 409.1355 409.1341 1.4 0.5
18 C1cH2401; 6.792
[M-HT 407.1210 407.1195 1.5 3.5
-HJ 361.1154 361.1140 1.4 12
19 C1sHx040 6.962 sl
[M+HCOOH-H] | 407.1220 407.1195 2.5 8
[M-HJ 343.0694 343.0671 2.3 11
20 C1aH16010 7.179
[M+CF;COOH-H]" | 457.0623 457.0599 2.4
-HJ 331.0686 331.0671 1.5
21 Ci3H16010 7.256 (M-A]
[M+CF;COOH-H]" | 445.0621 445.0599 2.2 2
-HT 327.1088 327.1085 0.3 2.5
22 C1sHz005 7.713 Luid]
[M+HCOOH-H] 373.1153 373.1140 1.3 2.5
[M-HJ 513.0906 513.0886 2.0 12
23 G 8.215
[M+CF;COOH-H]" | 627.0817 627.0815 0.2 0.4
[M-HJ 479.1247 479.1254 0.7 12.5
24 CysHz5017 8.459
[M+CF;COOH-H]" | 593.1186 593.1182 0.4 0.7
25 Cy1Hp05 9.108 [M-HJ 513.0908 513.0886 2.2
-HT 509.1321 509.1301 2.0 9
26 Cy3H26013 9.276 L
[M+CF;COOH-H] | 623.1236 623.1229 0.7 0.8
[M-H] 405.1419 405.1402 17 4
27 C17H301 9.498 [M+HCOOH-H] 451.1476 451.1457 1.9 27
[M+CF;COOH-H]" | 519.1339 519.1331 0.8 5
[M-HJ 375.1315 375.1297 1.8 32
28 T R C16H24010 9.778 [M+HCOOH-H] | 421.1371 421.1352 1.9
[M+CF;COOH-H] | 489.1243 489.1225 1.8
[M+HCOOH-H] 435.1525 435.1508 1.7 32
29 C17H6010 10.006
[M+CF;COOH-H]" | 503.1402 503.1382 2.0 3
30 B Cy7Hz01 10.166 [M+HCOOH-H] 451.1468 451.1457 1.1 33
31 C16H2:01 10.997 [M-HT 389.1105 389.1089 1.6 19
32 CoH25014 11.298 [M-HJ 491.1421 491.1406 1.5 23
-HJ 521.1528 521.1512 1.6 17
33 Cy1H300s 11.527 (MA]
[M+CF;COOH-H]" | 635.1477 635.1441 3.6 1
-HT 373.1531 373.1504 2.7 3
34 Cy7H2604 12.320 !
[M+HCOOH-H] | 419.1587 419.1559 2.8 2.5
[M+HCOOH-H] 433.1379 433.1352 2.7 30
35 C”H_Mﬂm 12.54?
[M+CF;COOH-H]" | 501.1245 501.1225 2.0 5
M+HCOOH-H] | 435.1525 435.1508 17 34
36 DR E C7H26040 12.615 [ =
[M+CF;COOH-H]" | 503.1382 503.1398 1.6 4
[M+HCOOH-H] 403.1265 403.1246 1.9 18
37 C16H204 12.716
[M+CF;COOH-H] | 471.1144 471.1120 2.4 1.5
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38 Cy4H36045 13.036 [M+HCOOH-H] 609.2054 609.2036 1.8 5
-HJ 307.0478 307.0459 1.9 9
39 C14H;,05 13.303 IM-HI
[M+CF;COOH-H] 421.0406 421.0388 1.8 2
+H1* 507.1720 507.1708 2.2 0.5
40 C51H3044 13.924 [M+H]
[IM-H] 505.1591 505.1563 2.8 34
-HI 403.1260 403.1246 1.6 13
41 Ci7H54041 14.063 -]
[M+HCOOH-H] 449.1346 449.1301 2.5 1
42 Cy1H3904 14.201 [M-H] 505.1583 505.1563 2.0 25
43 CyH30014 14.452 [M-H] 505.1583 505.1563 2.0 32
[M+H] 475.1362 | 475.1446 1.6 1.5
44 CyoHo6045 14.842
[M-H] 473.1322 473.1301 2.1 5
[M+HCOOH-H] 377.1836 377.1817 1.9 7.5
45 Ci6H2s04 14.963
[M+CF;COOH-H] 445.1710 445.1691 1.9 0.4
[M+HCOOH-H] 477.1635 477.1614 21 9
46 CH35044 15.833
[M+CF;COOH-H] 545.1508 545.1487 2.1 0.8
[M+H]+ 479.0838 479.0820 1.8 1
47 C51H 5043 15.997
[M-H] 477.0687 477.0675 1.2 8
[M-H] 521.2070 521.2087 -1.7 1
48 CigH3506 16.086 [M+HCOOH-H] 567.2123 567.2142 -1.9 7
[M+CF,;COOH-H] 635.1984 635.2016 3.2 1
[M-H] 541.1592 | 541.1563 2.9 30
49 IR C24H3004 16.193 [M+HCI-H] 577.1304 577.1330 2.6 1.4
[M+CF;COOH-H] 655.1501 655.1491 1.0 2
[IM-H] 421.2095 421.2079 1.6 1
50 CisH3404, 16.517
[MH+HCOOH-H] | 4672154 | 467.2134 2.0 10
4) R YRR
EMELENEH7-0-REFEBis X FEEEE N DAY,
7-0- % B FEs= R EEEE(7-0-galloyl-D-sedoheptulose)E 4T 240 T .
RT 6.174 minfYERIMS RN T -
ESI(+),MS
Inten. (x10,000,000)
100
5 345.0837
075
“*5“‘;_ 127.0370
0.25-
11 153.0271 79.1405 390.0563
it o e e i SRR, e L BETASTAL ool JASSAOL. . . BSAQ7AR . |
100 200 300 400 500 600 700 800 900 miz
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Inten. (10,000,000
oo o0 )
ﬂ-?ﬁ‘; 153.0202
0.50-
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uurr: 139.0473 2490406 346 0870
100 200 300 400 500 600 700 800 900 miz
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ESI (=), MS?, precursor 375.1311
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