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2 sll0024 37 sll1513 72 slr0643 107 slr2019

3 sll0031 38 sll1613 73 slr0681 108 slr2121

4 sll0099 39 sll1666 74 slr0700 109 slr2128

5 sll0146 40 sll1751 75 slr0727 110 slr5073

6 sll0219 41 sll1820 76 slr0730 111 slr7014

7 sll0253 42 sll1874 77 slr0788 112 slr7099

8 sll0263 43 sll1969 78 slr0810 113 sml0008

9 sll0294 44 sll5028 79 slr0819 114 smr0006

10 sll0321 45 sll5043 80 slr0853 115 smr0011

11 sll0384 46 sll5067 81 slr0881 116 ssl0350

12 sll0419 47 sll5109 82 slr0883 117 ssl0353

13 sll0444 48 sll7006 83 slr0919 118 ssl1263

14 sll0614 49 sll7047 84 slr0960 119 ssl1326

15 sll0641 50 sll8011 85 slr0992 120 ssl1493

16 sll0691 51 sll8027 86 slr1019 121 ssl2064

17 sll0743 52 slr0023 87 slr1097 122 ssl2507

18 sll0751 53 slr0036 88 slr1114 123 ssl2615

19 sll0809 54 slr0041 89 slr1209 124 ssl3383

20 sll0832 55 slr0053 90 slr1253 125 ssl6092

21 sll0834 56 slr0152 91 slr1271 126 ssl7039

22 sll0864 57 slr0270 92 slr1327 127 ssl7074

23 sll0875 58 slr0272 93 slr1398 128 ssr0109

24 sll0992 59 slr0303 94 slr1417 129 ssr0390

25 sll1057 60 slr0324 95 slr1461 130 ssr1473

26 sll1103 61 slr0327 96 slr1518 131 ssr1562

27 sll1121 62 slr0345 97 slr1565 132 ssr1768

28 sll1132 63 slr0363 98 slr1566 133 ssr2067

29 sll1232 64 slr0415 99 slr1664 134 ssr2439

30 sll1318 65 slr0468 100 slr1738 135 ssr2595;ssl2542

31 sll1329 66 slr0491 101 slr1760 136 ssr2723

32 sll1340 67 slr0519 102 slr1774 137 ssr2787

33 sll1399 68 slr0531 103 slr1787 138 ssr3188

34 sll1447 69 slr0589 104 slr1875 139 ssr3189

35 sll1459 70 slr0601 105 slr1929 140 ssr3307

36 sll1504 71 slr0630 106 slr1956 141 ssr5117
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract3 13981 FTMS; HCD 98.52 414.76
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20160930_PS_Syn6803_Regeneration2_T2855_Phos7 12852 FTMS; HCD 173.06 870.92
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract4 12477 FTMS; HCD 69.26 654.41
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract1 11526 FTMS; HCD 57.48 419.23
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH2 27399 FTMS; HCD 64.75 692.94
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH2 22411 FTMS; HCD 84.44 778.34
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract4 31234 FTMS; HCD 50.9 754.4
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH7 24843 FTMS; HCD 47.92 643.39
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH9 22184 FTMS; HCD 72.79 486.33
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH4 8857 FTMS; HCD 80.96 688.37
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH6 32104 FTMS; HCD 138.55 784.98
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH9 24800 FTMS; HCD 76.94 580.83
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH2 25430 FTMS; HCD 105.98 570.84
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH8 38672 FTMS; HCD 86.77 669.88
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH7 16349 FTMS; HCD 103.29 425.78
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract4 25585 FTMS; HCD 84.51 741.84
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH7 31738 FTMS; HCD 176.49 826.94
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH9 8508 FTMS; HCD 56.87 441.99
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH9 20749 FTMS; HCD 106.76 400.29
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract6 11703 FTMS; HCD 110.31 640.41
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH3 7834 FTMS; HCD 97.43 348.88
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract9 35456 FTMS; HCD 138.02 764.45
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH9 39824 FTMS; HCD 212.92 1051.62
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH9 39827 FTMS; HCD 76.94 618.9
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH7 18732 FTMS; HCD 101.43 733.92
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract6 18113 FTMS; HCD 53.08 626.88
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH7 18854 FTMS; HCD 66.79 640.37
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH9 35690 FTMS; HCD 53.45 681.44
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH5 31629 FTMS; HCD 119.22 530.84
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract4 20049 FTMS; HCD 76.33 629.36
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH5 33821 FTMS; HCD 90.15 534.34
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH7 23358 FTMS; HCD 63.42 512.8
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH2 14247 FTMS; HCD 61.34 613.87
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract9 20097 FTMS; HCD 81.95 408.94
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH2 30189 FTMS; HCD 139.46 747.88
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract5 16718 FTMS; HCD 86.94 702.9
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract1 39126 FTMS; HCD 109 720.4
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract4 19815 FTMS; HCD 62.08 549.29
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH8 9819 FTMS; HCD 148.07 420.78
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH7 6622 FTMS; HCD 66.02 441.6
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH2 9407 FTMS; HCD 104.45 431.27
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH9 35635 FTMS; HCD 132.83 838.79
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH5 7370 FTMS; HCD 54.16 333.53
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract6 29699 FTMS; HCD 77.12 757.88
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH3 33439 FTMS; HCD 67.65 746.39
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH2 32175 FTMS; HCD 113.65 809.47
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH4 18116 FTMS; HCD 82.83 596.9
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract4 27438 FTMS; HCD 46.73 654.35
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH7 41205 FTMS; HCD 174.2 794.45
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH3 24044 FTMS; HCD 99.3 488.78
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract8 38428 FTMS; HCD 91.41 795.79
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH6 10241 FTMS; HCD 95.96 398.26

- I A

y₆

Y

y₅

G

y₄

A

b₅
L

y₂

R

y₁

-



y₁
183.1885

b₂-H₂O
227.1026

b₃-H₂O
328.1503

b₃
346.1609

y₆²⁺
384.7596 b₄-H₂O

441.2344

y₃
467.3482 y₄-NH₃

537.3536

y₄
554.3802

y₅-NH₃
650.4377

y₅
667.4643

y₆-NH₃
751.4854

y₆
768.5119 y₇

869.5596

0
2
0

4
0

6
0

8
0

1
0
0

1
2
0

0
0
.2

0
.4

0
.6

0
.8

1

[1
e
6
]

100 200 300 400 500 600 700 800 900 1000

Raw file Scan Method Score m/z
20160712_PS_Scystis_dimethyl_Mix0_24_55_fract5 3771 FTMS; HCD 93.37 506.81
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract3 3136 FTMS; HCD 83.38 322.22
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20160629_PS_Scystis_dimethyl_T2_8_55_Phospho3 5509 FTMS; HCD 45.61 806.32
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract7 37653 FTMS; HCD 86.5 717.74
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH1 16106 FTMS; HCD 98.41 654.32
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH9 22002 FTMS; HCD 74.14 490.04
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH9 34287 FTMS; HCD 72.9 830.47
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract6 5424 FTMS; HCD 44.51 533.28
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract2 11431 FTMS; HCD 87.57 649.37
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH6 36414 FTMS; HCD 125.97 627.86
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH1 35071 FTMS; HCD 79.34 644.36
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH1 11387 FTMS; HCD 100.11 806.43
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract7 13460 FTMS; HCD 51.64 568.35
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH9 40086 FTMS; HCD 186.39 879.98
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract5 8995 FTMS; HCD 62.55 404.79
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH3 46948 FTMS; HCD 96.1 870.97
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract1 7026 FTMS; HCD 97.47 545.83
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH8 23006 FTMS; HCD 62.57 526.84
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract1 3537 FTMS; HCD 121.82 806.92
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH1 30054 FTMS; HCD 44.13 754.37
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH6 27950 FTMS; HCD 106.58 779.42
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract9 35423 FTMS; HCD 57.17 593.36
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract7 33197 FTMS; HCD 74.96 775.38
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract4 24564 FTMS; HCD 64.83 519.96
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract4 27685 FTMS; HCD 85.67 624.34
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH8 33608 FTMS; HCD 88.08 839.51
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract7 33398 FTMS; HCD 78.32 508.98
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract8 2757 FTMS; HCD 77.67 447.25
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH1 37200 FTMS; HCD 65.47 845.97
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH4 32134 FTMS; HCD 158.79 558.33
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH9 33119 FTMS; HCD 100.25 554.81
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH9 31518 FTMS; HCD 153.23 922.54
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH9 19670 FTMS; HCD 61.41 528.03
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH6 10171 FTMS; HCD 60.76 464.78
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract8 15842 FTMS; HCD 81.78 424.75
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20160930_PS_Syn6803_Regeneration2_T2855_Phos3 16094 FTMS; HCD 221.83 1041.12
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH9 9547 FTMS; HCD 110.97 611.65
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH4 36584 FTMS; HCD 58.95 854.44
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract9 40051 FTMS; HCD 197.45 984.59
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract3 14865 FTMS; HCD 73.5 540.8
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract3 20553 FTMS; HCD 83.08 544.37
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH5 28736 FTMS; HCD 92.94 642.85
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH6 5898 FTMS; HCD 90.14 399.22
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH4 27936 FTMS; HCD 110.51 751.47
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract7 25561 FTMS; HCD 71.88 650.94
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH1 43960 FTMS; HCD 122.64 768.37
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH8 17986 FTMS; HCD 155.84 492.81
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract6 10335 FTMS; HCD 71.03 447.92
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH3 2524 FTMS; HCD 82.28 439.23
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH8 32850 FTMS; HCD 143.98 757
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract5 3564 FTMS; HCD 51.45 366.9
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH5 15360 FTMS; HCD 171.78 784.94
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH4 35531 FTMS; HCD 114.68 968.53
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH8 30074 FTMS; HCD 54.9 677.92
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH6 32532 FTMS; HCD 87.18 654.9
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH7 29733 FTMS; HCD 110.38 497.98
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH7 40297 FTMS; HCD 85.09 696.39
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract4 13707 FTMS; HCD 48.9 788.94
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract6 17019 FTMS; HCD 31.62 594.34
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH5 42241 FTMS; HCD 117.4 592.83
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract8 29289 FTMS; HCD 295.43 988.03
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract6 1386 FTMS; HCD 77.07 304.2
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20160713_PS_Scystis_dimethyl_Mix2_8_55_fract1 11651 FTMS; HCD 84.61 544.31
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH9 39836 FTMS; HCD 140.82 587.09
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH2 10740 FTMS; HCD 134.05 484.3
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract3 37900 FTMS; HCD 106.67 666.41
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH2 11042 FTMS; HCD 70.82 495.3
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH3 46893 FTMS; HCD 83.18 715.9
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH8 30618 FTMS; HCD 117.86 678.4
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH1 2780 FTMS; HCD 78.52 367.24
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH2 40632 FTMS; HCD 53.54 669.69

- V V

b₂
A

b₃
D

b₄
P

b₅
S

b₆
V

b₇
P

y₁₂

T

y₁₁

E

y₁₀

P

y₉

Q

y₈

D

y₇

S

y₆

G

y₅

G

y₄

L F

y₂

R

y₁

-



y₁
175.1441 a₂

203.139

b₂-H₂O
213.1234

b₂
231.1339

y₂-H₂O
244.1656

y₂
262.1761

b₃-H₂O
326.2074

b₃
344.218

y₃-H₂O
357.2496

y₃
375.2602

b₄
507.2813

y₄
538.3235

y₅-H₂O
633.397

y₅
651.4076

y₆-H₂O
734.4447

y₆
752.4553

0
2
0

4
0

6
0

8
0

1
0
0

1
2
0

0
0
.2

0
.4

0
.6

0
.8

1

[1
e
7
]

100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400

Raw file Scan Method Score m/z
20160930_PS_Syn6803_Regeneration2_T2855_HighpH4 15981 FTMS; HCD 84.57 441.27
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH4 10915 FTMS; HCD 72.79 484.25
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract4 5259 FTMS; HCD 50.19 378.23

- L G

y₉

R L

y₇

E

y₆

T

y₅

G

y₄

Q

y₃

A

y₂

R

y₁

-



y₁
183.1885

a₂
211.147 b₂

239.1419

y₂
282.2569

b₃
352.226

y₃
445.3202

b₄
449.2787

b₅-H₂O
532.3159

b₅
550.3264

y₁₀²⁺
567.833

y₅
643.4207

y₆
740.4734

b₇-H₂O
758.4112

b₇
776.4218

b₈-H₂O
829.4483

y₇
837.5262

b₈
847.4589

y₁₇²⁺
937.9911

y₈-H₂O
948.5582

y₈
966.5688

y₉
1037.606

b₁₀
1073.554

y₁₀
1134.659

b₁₁-H₂O
1186.584

b₁₁
1204.595

y₁₁
1205.696

y₁₂
1302.749

b₁₂
1305.642

y₁₃
1416.791

b₁₃
1419.685

y₁₄
1517.839

b₁₅
1587.775

y₁₅
1648.88

y₁₇
1874.975

b₁₈
1884.908

y₂₀
2172.107

y₂₂
2370.208

0
2
0

4
0

6
0

8
0

1
0
0

1
2
0

0
1

2
3

4

[1
e
6
]

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400

Raw file Scan Method Score m/z
20160930_PS_Syn6803_Regeneration2_T2855_HighpH3 31304 FTMS; HCD 117.53 1361.72
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract9 39783 FTMS; HCD 173.44 910.51
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH9 44212 FTMS; HCD 56.75 820.52
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH3 12134 FTMS; HCD 110.53 567.35

- L L

y₉

b₂
V

y₈

b₃
E

y₇

b₄
Q

y₆

G

y₅

T V

y₃

S

y₂

R

y₁

-



y₂
189.1234

a₂
216.1343

b₂-H₂O
226.1186

b₂-NH₃
227.1026

b₂
244.1292

y₃
302.2074

b₃-H₂O
339.2027

b₃
357.2132

b₄
454.266

b₅-H₂O
550.2984

b₅
568.3089

b₆-H₂O
663.3824

b₆
681.393

b₇-H₂O
750.4145

b₇
768.425

b₈-H₂O
897.4829

b₈
915.4934

b₉-H₂O
1026.525

b₉
1044.536

b₁₀-H₂O
1154.584

b₁₀
1172.595

b₁₁-H₂O
1267.668

b₁₁
1285.679

0
2
0

4
0

6
0

8
0

1
0
0

1
2
0

0
2

4
6

8

[1
e
6
]

200 400 600 800 1000 1200 1400 1600 1800 2000

Raw file Scan Method Score m/z
20160930_PS_Syn6803_Regeneration2_T02455_HighpH4 43398 FTMS; HCD 91.62 737.9
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20160712_PS_Scystis_dimethyl_Mix0_24_55_fract1 23687 FTMS; HCD 78.76 598.86
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH7 10506 FTMS; HCD 130.29 639.3
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH3 8896 FTMS; HCD 135.72 576.81
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH1 17525 FTMS; HCD 131.82 650.31
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH9 28434 FTMS; HCD 130.27 578.3
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20160930_PS_Syn6803_Regeneration2_T2855_HighpH4 33593 FTMS; HCD 119.8 737.08
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20160930_PS_Syn6803_Regeneration2_T02455_Phos6 3011 FTMS; HCD 180.06 820.36
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH4 34033 FTMS; HCD 172.37 878.5
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20160930_PS_Syn6803_Regeneration2_T02455_HighpH1 7584 FTMS; HCD 119.21 427.78
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