Electronic Supplementary Information

Differentiation of Isomeric Ginsenosides by using Electron-Induced

Dissociation Mass Spectrometry

Y.-L. Elaine Wong," Xiangfeng Chen,”"* Wan Li," Ze Wang,” Y .-L. Winnie Hung,” Ri Wu,"

T.-W. Dominic Chan™"

"Department of Chemistry, The Chinese University of Hong Kong, Hong Kong SAR

*Key Laboratory for TCM Quality Control Technology, Shandong Analysis and Test Centre,

Shandong Academy of Sciences, Jinan, Shandong, P. R. China

* Address reprint requests to Professor T.-W. D. Chan, Department of Chemistry, The Chinese
University of Hong Kong, Shatin, N.T., Hong Kong SAR. E-mail: twdchan@cuhk.edu.hk,
Dr. X.-F. Chen, Shandong Academy of Sciences, Jinan, China. E-mail:

xiangfchensdas@163.com.




Supplementary Figures

Figure S-1. CID spectra of [M+H]" of Rfand Rg;,

Figure S-2. CID spectra of [M+H]" of Rb, and Rc

Figure S-3. Nomenclature of fragmentation of Rb,

Figure S-4. CID spectra of [M+Na]" of Rf and Rg;

Figure S-5. Structure of Rg; generated using Chem3D

Figure S-6. CID spectra of [M-H] of Rf and Rg;

Figure S-7. CID spectra of [M-H] of Rb, and Rc

Supplementary Figures

Scheme S-1. Proposed reaction pathway for the migration of the glycosyl
group.

Supplementary Tables

Table S-1. Summary of product ions spectrum of EID of [M+H]" of Fy,

Table S-2. Summary of product ions spectra of EID and CID of [M+H]" of Rf
Table S-3. Summary of product ions spectra of EID and CID of [M+H]" of Rg,
Table S-4. Summary of product ions spectra of CID of [M+H] of Rb, and Rc
Table S-5. Summary of product ions spectra of EID and CID of [M+Na]" of Rf
Table S-6. Summary of product ions spectra of EID and CID of [M+Na]" of Rg,
Table S-7. Summary of product ions spectra of EID and CID of [M-H] of Rf
Table S-8. Summary of product ions spectra of EID and CID of [M-H] of Rg;
Table S-9. Summary of product ions spectra of EID and CID of [M-H] of Rb,
Table S-10. Summary of product ions spectra of EID and CID of [M-H] of Rc



Figure S-1

o

~IN
>

4]
[
Oy

>
=i
(]

.Ihn

(-]




Figure S-2
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Figure S-3

Ari \xm_x

ko -
~ o I-...U_.- l._..h_. .EI_P =L “n “_H.I_
B 4 pnm,_ e o nu__h_. -
e ~ T
S IR
(o SN PN
} /-R—Il._.linUl_lﬂ i
A B
- -4 =Dy ~.
/w\\. o N -....____ \ mw
D o™ = A
m_ T a
- < Q
i T



Figure S-4
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Figure S-5

The structure of Rg; was generated using Chem3D Pro 7.0 (Cambridge Soft,
Cambridge, MA, USA). It was subjected to energy minimization by the MM2 method
in Chem3D. The default values of the MM2 force field parameters in the software

programs were used for all the calculations.
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Figure S-7
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Scheme S-1
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Table S-1

Expt. Molecular i Loss or Error

mass formula Assignment Gain Theo.mass (opm) S/N
801.4995 | CyHy30,," [M+H] 801.4995 0.02 124490.2
800.4908 | Cy4H7,0y," M 800.4917 -1.07 342.3
783.4883 | CyHp 045" [M+H-H,0] 783.4889 -0.79 44.9
782.4822 | CyHypOy5™ [M-H,0]" 782.4811 1.41 44.6
683.437 | CyHeO1 X, 683.4365 0.75 14
653.4247 | C3eHg 010" Y, -H 653.4259 -1.87 29.5
637.4311 |  Cs6Hg, 00" Z, -H 637.4310 0.14 47.9
621.4361 |  Cs6Hg 05" Z,-H,0 H 621.4361 0.01 190.8
603.4258 |  Cs6Hs00;" Z,-2H,0 H 603.4255 0.45 60.9
563.3939 | Cs3Hss0; X, -H 563.3942 -0.59 111.6
4913729 |  CsHs5 05" Yo -H 491.3731 -0.41 27.9
4753777 |  CsHs04" Z -H 475.3782 -1.02 2062
4573671 | CsHyOs5" Zo-H,0 -H 457.3676 -1.14 297.2
439.3565 | Cs3H402" Zo-2H,0 -H 439.3571 -1.27 162.8
421.3463 |  C3Hy0" Zo-3H,0 -H 421.3465 -0.46 105.8
400.7484 | C4uHy0p,7" [M+H]* 400.7495 -2.66 714.1
327.1275 | C;,Hp040" C, H 327.1286 -3.28 27.4
309.1175 |  CpHy 04" B, -H 309.1180 -1.65 43.4
215.1791 CieHas" Z9-2H,0-C ,H,,0, 2H 215.1794 -1.52 21.9
207.1737 |  CHp0" Zo-C16H505 -H 207.1743 -3.10 50.5
189.1632 C14Hy" Zo-H,0-C6H,50; -H 189.1638 -3.05 28.2
143.1062 | CgHy50," CHy50, 143.1067 -3.19 2026.4
127.1114 | CgH,s0" CsH;50 127.1117 -2.69 135.7




Table S-2

Molecular ) Loss or Error
Expt. mass Assignment ) Theo.mass S/N
formula Gain (ppm)
801.4993 CyoH730,4" [M+H] 801.4995 -0.23 53091.8
783.4894 CyoH7,045" [M+H-H,0] 783.4889 0.61 3775.4
765.4801 CyHgoO15" [M+H-2H,0] 765.4784 2.28 561.2
744.4650 C3oHesO15"™ [M-C;H,0]™ H 744.4654 -0.60 7
7274617 | CsHgOp' X 727.4627 -1.38 14.5
639.4460 C36Hg309" Y, H 639.4467 -1.03 40.8
621.4361 C36Hg 05" Z, -H 621.4361 0.01 514
603.4242 C36Hs00;" Z,-H,0 -H 603.4255 -2.21 78.7
585.4159 C36Hs706" Z,-2H,0 -H 585.4150 1.60 21.2
477.3938 C30Hs;04" Y, H 477.3938 -0.08 20.3
459.3826 C3Hs,05" Zy -H 459.3833 -1.46 1625.9
441.3720 C30H490," Z,-H,0 -H 441.3727 -1.60 927.7
423.3614 C30H4,0" Zy-2H,0 -H 423.3621 -1.75 728
405.3509 C30Hys™ Z4-3H,0 -H 405.3516 -1.67 221.7
400.7492 CpH;0,,°" [M+H]*" 400.7495 -0.67 73.1
375.2888 CayH3005" Zy-CeH -2H 375.2894 -1.52 28
367.2993 Cy6H300" Z,-2H,0-C,4H; -2H 367.2995 -0.66 38.8
349.2880 CyeHs7" Z,-3H,0-C4H; -2H 349.2890 -2.80 37.6
343.1226 CiHy0,," C, H 343.1235 -2.59 56.1
325.1122 C,H,,040" B, -H 325.1129 -2.22 221.7
215.1790 CigHy " Zy-2H,0-C4H40, -H 215.1794 -1.98 67.2
207.1738 Ci4Hp0" Zy-Ci6Hp505 -H 207.1743 -2.62 39.5
189.1633 CiHy" Z,-H,0-C ¢H,50; -H 189.1638 -2.52 73
127.1114 CgH,s0" CgH;s0O 127.1117 -2.69 91.7
CID of [M+H]"
783.4905 CyoH7,045" [M+H-H,O0] 783.4889 2.02 607.8
765.4796 CyHgoO15" [M+H-2H,0] 765.4784 1.63 364.9
621.4367 C36He Og" Z, -H 621.4361 0.97 763.1
603.4259 Ci6Hs90;" Z,-H,0O -H 603.4255 0.61 851.7
585.4153 C36H5,06" Z,-2H,0 -H 585.4150 0.57 477.5
459.3824 C3Hs,05" Z -H 459.3833 -1.90 1597.7
441.3719 C30Hy0," Z,-H,0 -H 441.3727 -1.83 7110.4
423.3614 C30H4,0" Zy-2H,0 -H 423.3621 -1.75 5618.5
405.3513 CyoHys Z4-3H,0 -H 405.3516 -0.69 1168.1




Table S-3

Expt. mass Molecular Assignment Loss or Theo.mass Frror S/N
formula Gain (ppm)
801.4993 CyoH730,4" [M+H] 801.4995 -0.23 15716.8
800.4917 | CypHuO0,"" M™ 800.4917 0.06 37.6
783.4893 CyuH71015" [M+H-H,0] 783.4889 0.49 471.7
765.4772 CyoHgoO)5" [M+H-2H,0] 765.4784 -1.51 10.8
639.4454 C36He309" Yous H 639.4467 -1.97 472
621.4356 CiHe 05" Zousp -H 621.4361 -0.80 815.6
603.4245 CiHs90;" Zyy3-H,0 -H 603.4255 -1.71 119.8
459.3816 C3Hs,05” Youp-Glc 459.3833 -3.75 8.2
458.3756 C30Hs500;™ Youp™-Gle 458.3754 0.33 24.6
441.3718 C30Hy0," Zoop -2H 441.3727 -2.05 205.6
423.3614 C30Hy,0" Zoo3-H20 -2H 423.3621 -1.75 3454
405.3508 CioHus™ Zy4p-2H,0 -2H 405.3516 -1.92 74.2
400.7509 | C4Hp30,4™ [M+H]*" 400.7492 4.24 344
384.3384 Cy7HyO™ [M -2Glc] 384.3387 -0.69 40.3
343.1228 Ci,Hy0,," C, H 343.1235 -1.98 77.3
325.1120 C,Hy 00" B, -H 325.1129 -2.84 56.6
215.1789 CigHy, " Zy,3-H,0-C14Hy0 -H 215.1794 -2.26 16.2
207.1736 C14Hp;0" Zy4p-C16Ha60 -H 207.1743 -3.44 253
189.1633 CiHy," Zyo3-H,0-C16Hp6O -H 189.1638 -2.42 259
127.1114 CgH 50" CgH;50 127.1117 -2.61 23.2
CID of [M+H]"
783.4902 CyoH71045" [M+H-H,0] 783.4889 1.63 413.4
765.4794 CyHgoO15" [M+H-2H,0] 765.4784 1.37 269.7
621.4356 C36Hg 05" Zows -H 621.4361 -0.80 2541.7
603.4253 Cs6Hs590;" Zyy3-H,0 -H 603.4255 -0.38 847.8
585.4149 C36Hs,06 Zows-2H,0 -H 585.4149 -0.11 173.2
459.3830 C3Hs,05" Youp-Glc 459.3833 -0.59 169.7
441.3721 C30H490," Zoup -2H 441.3727 -1.38 953.8
423.3615 C3H4,0" Zou5-H,O -2H 423.3621 -1.52 1736.4
405.3511 CyoHys™ Zy4p-2H,0 -2H 405.3516 -1.18 809.4




Table S-4

Molecular Loss or Error
Expt. mass Assignment ) Theo.mass S/N
formula Gain (ppm)
1079.5997 Cs3Ho1 02" [M+H] 1079.5995 -0.14 3778.1
1061.5891 Cs3HgoOs, " M-H,0 1061.5898 0.67 3792.8
947.5574 CysHg3O15" Yio H 947.5584 1.06 128.6
929.5468 CysHg1 017" Z, -H 929.5470 0.19 286.8
917.5468 Cy7Hg1017" Y H 917.5468 -0.03 1988.3
899.5363 Cy7H7906" Zyp -H 899.5363 0.04 3990.8
767.4940 CyH7101," Zoa -H 767.4934 -0.79 2911.5
755.4940 C41H;,0p," Yop H 755.4929 -1.46 7833.1
737.4834 Cy1HgoOy1" Zop -H 737.4831 -0.46 1124
CID of [M+H] of Re

1079.5993 Cs3Ho1 02" [M+H] 1079.5995 -0.33 6671.3
1061.5906 Cs3HgO,," M-H,0 1061.5898 1.43 2062.8
947.5573 CysHg3O15" Yio H 947.5584 -0.10 2760.2
929.5468 CysHg1017" Zig -H 929.5470 -0.03 1301.3
917.5471 Cy47Hg 017" Y H 917.5468 0.30 371.7
899.5360 Cy7H790,6" Zy -H 899.5363 -0.29 8577.6
767.4930 CyH710p," Zoq -H 767.4934 -1.31 9851.8
755.4939 CyH7,015" Yos H 755.4929 -0.14 2202.9




Table S-5

EID of [M+Na]" of Rf
Expt. mass Molecular Assignment LOSS. or Metal adduct | Theo.mass Error S/N
formula Gain (ppm)
823.4816 CoH7,044 M Na* 823.4814 0.21 23872
766.4476 | C3HgOp5° M-C;H;0° H Na’ 766.4474 0.28 16.4
739.3879 C36HeO14 M-C¢Hi, -H Na* 739.3875 0.50 30.9
723.3937 C36HgoO15 M-C¢H,,0 Na’ 723.3926 1.50 17.6
703.4388 C33sHg4010 "X, Na 703.4392 -0.52 6
695.3622 C34Hs6013 M-CH,,0 -H Na’ 695.3613 1.28 29.5
689.4241 C3;Hg 04 X, Na 689.4235 0.84 29.4
681.3460 C3H5,015 M-CoH,50 -2H Na’ 681.3457 0.50 39.2
643.4185 C36HgoOs Z -H Na* 643.4180 0.71 21
585.2888 Cy7Hy01 M-C;6H260, Na’ 585.2881 1.11 27.8
571.2727 CaHyyO1 M-Cy;Hy50, Na’ 571.2725 0.35 29.6
497.3606 C30H500,4 Yo -H Na’ 497.3601 0.94 26.8
481.3653 C30Hs5005 Zo -H Na’ 481.3652 0.17 50.1
441.3730 C30H90, Z-H,0 (H) -H 441.3727 0.66 44.5
423.3624 C3oH,4,0 Zy-2H,0 (H) -H 423.3621 0.61 128.4
405.3522 CsoHys Zo-3H,0(H) -H 405.3516 1.53 33.7
365.1055 C,H,0, C, H Na’ 365.1054 0.19 571.2
245.0632 CsH,,0; A, Na’ 245.0632 0.11 289.9
203.0527 CeH,04 C H Na’ 203.0526 0.45 52.9
201.0370 C6H,004 C -H Na* 201.0370 0.20 211.2
CID of [M+Na]"

823.4816 CpoH,0u M Na® 823.4814 0.21 168.9
365.1053 C,H,0, C, H Na’ 365.1054 -0.36 912.6




Table S-6

EID of [M+Na]" of Rg;
Expt. Molecular i Loss or Error
Assignment . Metal adduct | Theo.mass S/N
mass formula Gain (ppm)
823.4816 CyH72014 M Na’ 823.4814 0.21 25464.3
766.4476 C;39Hg,015° M-C;H;50° H Na' 766.4474 0.28 118.7
723.3931 C36HgoO13 M -C¢H,,0 Na" 723.3926 0.67 73.2
703.4389 C33HgiO19 " Xop Na* 703.4392 -0.38 26.8
689.4235 C37Hg,010 " Xop Na’ 689.4235 -0.03 76.1
659.4130 Cs6HgoOo Yous -H Na" 659.4130 0.07 205.6
643.4180 Ci6HgoOs Zowp -H Na' 643.4180 -0.06 1146.1
575.3552 C;1H5,05 Zyop -CsHg Na' 575.3554 -0.42 655.5
533.3083 CsHy605 Zo,-CgHyy -H Na' 533.3085 -0.35 111.6
519.3289 CysHy0, Zyy3-H,0-CgHyg 2H Na" 519.3292 -0.63 234.9
477.2816 CysH04 Zs-Cy1H,50 Na' 477.2823 -1.41 32.6
463.3541 C;30H450, Zoop -2H Na' 463.3547 -1.19 93
397.3073 CysH40, Zy4p-CsHs H Na" 397.3077 -1.01 201.7
203.0523 CgH 5,06 Ciup H Na" 203.0526 -1.52 820.8
201.0366 CsH 1006 Ciap-Hz -H Na' 201.0370 -1.79 679.1
CID of [M+Na]"
823.4816 CypH7,014 M Na' 823.4814 0.21 196.6
643.4175 Cs6HgoOg Zoasp -H Na' 643.4180 -0.84 1379.2




Table S-7

EID of [M-H] of Rf

Expt. Molecular ) Loss or
Assignment ) Theo.mass | Error(ppm) S/N
mass formula Gain
799.4851 CpH71 014 [M-H] 799.4849 0.21 154601.2
798.4772 CyoH70014™ [M-2H] 798.4771 0.12 472.7
715.3912 Ci6Hs59014° M-CgH;» -H 715.3910 0.24 66.1
672.3727 C;34Hs6045™ M-C¢H;50° 672.3726 0.09 50.5
671.3656 C;34Hs5045 M-C4H,;60 -H 671.3648 1.17 30.5
657.3502 C33Hs3015 M-CyH,50 657.3492 1.57 101.2
637.4328 C36He1 09 Y, H 637.4321 1.09 5247.9
619.4221 C;6Hs0Og Z, -H 619.4215 0.90 101.8
561.2915 Cy;Hys01y M-C;5Hp0, 561.2917 -0.27 37.5
475.3789 C;30Hs,04 Yo H 475.3793 -0.81 1494
391.2847 Cp4H3004 Y-CsHiz 391.2854 -1.75 58.2
339.0924 C1oH19011” C, -H 339.0933 -2.61 103.3
321.0818 C,H ;040 B, -3H 321.0827 -2.87 80.7
221.0660 CsH,;07 A, 221.0667 -3.06 37.6
179.0554 CeH; 106 C H 179.0561 -3.98 181.4
161.0449 CeHoOs’ B, -H 161.0455 -4.02 594.6
CID of [M-HT

799.4853 CypH71014 [M-H] 799.4849 0.46 665.4
637.4315 C;6He1 Oy Y, H 637.4321 -0.95 1136.9
619.4212 C;6Hs005 Z, -H 619.4215 -0.55 103.7
553.3376 C;30H404 Y1-C¢H), 553.3382 -1.10 135.4
4753784 C;30Hs,04 Y, H 475.3793 -1.86 4005.6
391.2844 C,4H3004 Yo-CeHi2 391.2854 -2.51 992




Table S-8

EID of [M-H] of Rg,

Expt. Molecular ) Loss or Error

ass formula Assignment Gain Theo.mass (ppm) S/N
799.4853 CpH7014° [M-H] 799.4849 0.46 | 34630.6
798.4779 | CiHz0014™" [M-2H] 798.4771 1.00 115.4
709.4523 CsoHgsO, 1 "Xowp 709.4532 -1.32 5.8
679.4418 CssHg;0,0 "X oup 679.4427 -1.28 14.7
637.4315 C36Hg 05 Yoo H 637.4321 -0.95 | 145022
619.4211 C36Hso05° Zowp -H 619.4215 -0.71 598.1
559.3986 C34Hss04° **Xoup-Gle 559.4004 -3.24 11.6
510.3195 CasHy6O5™ Zoy'-CsHyy 510.3198 -0.59 16.7
4753783 C30Hs,04° Y oup 2H 475.3793 -2.07 1964.6
391.2835 Ca4H3004 Youp-CeHiz -H 391.2854 -4.81 273
179.0553 CeH,0¢ Crup H 179.0561 -4.53 100.7
161.0448 CeHy05 Bup -H 161.0455 -4.64 159.9

CID of [M-H]

799.4852 CpH71014° [M-H] 799.4849 0.34 1105.2
637.4315 C36Hg 05 Yoo H 637.4321 -0.95 6120
619.4209 C36Hs005" Zosp -H 619.4215 -1.04 437.1
553.3372 C30H4900 Youp-CsHia 553.3382 -1.82 20.8
4753785 C30Hs,04° Y oup H 475.3793 -1.65 2914
391.2844 Ca4H3004 Youp-CeHiz 391.2854 -2.51 72.9




Table S-9

EID of [M-HJ of Rb,
Expt. mass Molecular Assignment Loss or Gain | Theo.mass Error S/N
formula (ppm)
1077.5848 Cs3HgoOny" [M-H] 1077.5851 | -0.28 | 89222.9
1076.5814 Cs3HgsOny ™ [M-2H] 1076.5773 | 3.83 10.0
1007.5057 CysH79001" M-CsH o -H 1007.5068 | -1.14 50.3
945.5434 CysHg 015" Yo H 945.5428 | 0.59 6.9
915.5324 Cy7H79017 Y H 9155323 | 0.14 5.1
897.5199 C4H7,016 Zi -H 897.5217 | -2.02 5.0
866.5010 Cu6H7,0y5™ Z,-CH;0 -H 866.5033 | -2.68 5.1
855.5115 Cy4sH75015° Y 15-CoH,0, 855.5111 | 0.41 16.3
823.4843 CysH71 01y X 823.4849 | -0.77 19.4
812.4933 Cy3sHO0" " Xoq 812.4928 | 0.67 13.3
783.4899 CyH7 05 You H 783.4900 | -0.15 105.1
765.4804 CiHgoO1" Zoq -H 7654795 | 1.24 30.2
697.4169 C37Hg 01" Y 14Z1-CsHg H 697.4169 | 0.07 48.9
657.3880 C34H5,017° Zoy-CsHi, H 657.3856 | 3.73 16.8
621.4377 C36Hg O YooY g 2H 621.4372 | 0.82 5.0
309.0824 C11H 5010 Caa -H 309.0827 | -1.04 | 2472
293.0876 C,1H70y Ba, -H 293.0878 | -0.70 45.0
291.0718 C11Hy500 B -3H 291.0722 | -1.22 38.8
249.0608 CoH,;05° "2 Anq -H 249.0616 | -3.18 5.0
179.0561 CeH, 06 Cip H 179.0561 | -0.07 219
161.0456 CeHy05 By -H 161.0455 | 0.33 60.9
159.0300 CeH,05 B -3H 159.0299 | 0.65 30.1
149.0457 CsHy05 Cu H 149.0455 | 1.03 78.8
131.0352 CsH,04 B, -H 131.0350 | 1.66 22.0
CID of [M-H]
945.5429 CysHg O15° Yia H 945.5428 | 0.06 1442
915.5321 C47H790,7 Y H 9155323 | -0.19 | 339.6
783.4899 CyH7 05 You H 783.4900 | -0.15 | 18453
765.4793 CiHgoO1" Zoq -H 7654795 | -020 | 393.2
621.4372 C36He Og° YouY1p 2H 621.4372 | 0.01 722.1
603.4264 C36Hs5007 YooY 15-H,0 2H 603.4266 | -0.38 75.7
459.3844 C30Hs,05° Youp 2H 4593844 | 0.07 154.2




Table S-10

Expt. mass Molecular Assignment Loss or Gain Theo.mass Frror S/N
formula (ppm)
1077.5848 | Cs3HgoOny [M-H] 1077.5851 -0.28 91113.4
1076.5814 | Cs3HggOny [M-2H] 1076.5773 3.83 13.3
1007.5085 | CysH7900 M-CsH;, -H 1007.5068 1.64 433
945.5447 CusHg 015 Yig H 945.5428 1.97 147.7
915.5341 C4H790,7 Yig H 915.5323 1.99 60.9
866.5021 CuH74015° Z,3-CH;0° -H 866.5033 -1.41 5.1
823.4877 CuH7 014 X 823.4849 3.36 17.8
783.4914 | CyuHy Oy You H 783.4900 1.77 106.8
765.4800 | CyHgoOyy Zoq -H 765.4795 0.72 47.2
697.4176 CyHe 01 | Y4Z1p-CsHg H 697.4169 1.07 55.9
657.3831 C34Hs5,0,7° Zoy-CsHi, H 657.3856 -3.73 19.0
621.4380 C36Hg O YooY ip 2H 621.4372 1.30 18.0
311.0983 C11Ho01¢° Caa H 311.0984 -0.23 249
309.0813 CyH7010° Caa -H 309.0827 -4.59 225.5
293.0879 CyH700 B -H 293.0878 0.32 59.3
291.0723 CyHy 500 B -3H 291.0722 0.49 55.4
249.0612 CoH,504 "2 Anq -H 249.0616 -1.57 53
221.0666 CsH ;07 " Agy 221.0667 -0.34 25.4
179.0561 CeH 1,06 Cip H 179.0561 -0.07 23.4
161.0456 CeHyO5 By -H 161.0455 0.33 49.4
159.0299 CeH,05 B -3H 159.0299 0.02 313
149.0455 CsHyO5 Cia H 149.0455 -0.32 76.6
131.0350 CsH,04 Bia -H 131.0350 0.14 5.5
CID of [M-H]
945.5431 CysHg 015 Yig H 945.5428 | -0.55 464.6
915.5323 C47H790,7 Yig H 9155323 | 0.28 330.4
783.4900 | C4H; 05 You H 783.4900 | 0.03 34.8
765.4791 CiHeO1y Zoq -H 7654795 | -0.02 499
621.4371 C36Hg Og° YooY 1p 2H 621.4372 | -0.46 140.5
603.4269 CsHs007 | YouY15-H,0 2H 603.4266 | -0.15 376
459.3844 C30Hs,05° Yop 2H 4593844 | 0.45 38.3




