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fHSE T [Abund _|Formula Ton
25110262 509.9
114.62916 2 [40152 |C29H36 F N7 08 (M+2Hp2
31513169 2 [13186 2936 F N7 08 (Me2H}2
62825211 1 |8727.4 [c29mH3s FN7 08 (MeH)+
629.25521 1 (27917 [cram3sFN7 08 (MeH)
£30.25852 1 [5203  [c29H3s F g o8 (Meh)+
650.23447 L [72482 |[29H34FNTNa DB (M=Na)+
651.23735 1 [22983 [9H34FNTNa DB (M=Na)+
£52.71001 1 |525.6  [C29H34 F N7 Na OB [N+
79530801 719
Formula Best [Mass Tgt Mass DI (ppm) [Mx Ton Species Score
29 H34 FN7 08 TRUE 62724525  627.24529) 0.07]  650.23447|(29 H34 F N7 Na OB 948.72]
25 H39 F2 N3 013 627.24524| 62724509 0.73]  650.73447|C25 H3D F2 N3 Na D13 93,24
(26 H35 F2 N7 09 62724525 62724543 1.89|  650.23447|C26 HIS F2 N7 Na 09 a7.74|
(28 H38 F N3 D12 627.24524] 62724395 -205]  650.73447|C28 H38 F N3 Na D12 97.37|
34 HIERNO7 62724524 62724439 -1.35]  650.23447|C34 HIE F3 N Na O7 94.49]
27 H36 F3 N7 05 § 62724525 627.24507] 0.29]  650.23447| Q7 H3EFIN7 Na 05 § 94.19|
32 H33 N7 07 627.24525| 62724415 -1.75|  650.23447| 32 H33 N7 Na O7 a4.09|
20 H37 N9 014 627.24526 £:27.246| 138  650.23447)C20 H37 N9 Na 014 93.37]
C22 H40 F3 N3 014 62724524 62724624 199 650.23447|C22 HA0 F3 NG Na D14 a2 s
35 H32 F3 N5 03 62724524 627.24572 0.77]  650.23447) (35 H32 F3 NS Na 03 91.95
TS G4 F N7 08 TRIE | 62724484 627, 0.72] _ 626.25211[C23 H35 F N7 08 58.57]
C28 H38 F N3 012 62724483 62724305 -14|  628.25211|C28 H39 F N3 D12 3. 38|
25 H39 F2 N3 013 62724483 627.24509] 042  628.25211|C25 H40 F2 M3 D13 93,02
(26 H35 F2 N7 09 62724484 62724643 254| 62825211026 HIE F2 N7 09 %.34
34 HIERNO7 62724483 62724439 07| 6282521134 HI7F3 N O7 95.53
32 H33 N7 07 62724484 62724415 -11| 628252112 H34 W7 07 95.11
31 H37 N3 011 627.24483| 62724281 -3.22|  628.25211|(31 H38 N3 011 92.73
27 H36 F3 N7 05 § 627.24484|  627.24507] 0.36]  628.25211|027 HI7F3 N7 05 S 92,63
20 H37 NO 014 62724485 £:27.245| vas|  e2s.25211|c20 H3E Mo D14 9179
35 H32 F3 N5 03 62724483 627.24572 142 628.25211)35 HI3 F3 NS 03 9L.57]
38 a8 F N3 012 2734383] 62724395 0.19] 314 .62916]C28 140 F N3 D12 B
C31 H37 N3 011 62724383 62724281 -L63|  314.62916(C31 Hag M3 O11 97.4]
C29 H34 F N7 08 TRUE 62724384  637.24529) 23|  314.62916/CF9 HIEF N7 08 96.51)
34 H36 F3 N O7 62724383 62724439 0.89]  314.62016)34 HIBF3 N O7 95.75
25 H39 F2 N3 013 62724384  627.24509] 201 314.62016)025 H41 F2 W3 013 95.53
32 H33 N7 07 627.24384] 62724415 048]  314.62016) G2 H3S N7 O7 95.47]
30 H32 F3 N7 05 627.24384]  627.2417] -341]  314.62916/C30 H34 F3 N7 O5 94.1]
(26 H35 F2 N7 09 627.24385 62724543 4.13]  314.62916(C26 HI7 F2 N7 09 93.47]
30 H35 F2 N7 04 § szuqn?i £:27.24303 0.03]  314.62018]C30 H3IT F2 W7 04 5 a2 74|
27 H36F3 N7 05§ 62724385 627.24507| 195]  314.62016)027 HIEF3 N7 055 92.5]

S1




(0] SN
H 0
OH
OH 1
%10 3 [DAD1 - EWC:Sigm210 B Ref=520,8 OT10239.d Subtract
14
0.8
0.6+
0.4 o5
od a3
<t =
0.2 "
i
0- B
_n.24
1 1 1 1 1 1 1 1 1 1 ] ]
1 2 3 4 5 6 7 & 9 10 i1 12
mall vs, Acquisition Time (min)
Integration Peak List
[Start [RT [End _ [Height [Area  [Area % [AreaSumds |
[ 22l 4] 442 ns7| seaso] 100] 100
%10 5 | +ES| Scan (4.26-4.41 min, 13 Scans) Frag=120.0v QT10238.d Subtract
<t
2.54 E
2.251 (2] o
Ly
21 3 8
1.754 ‘:_r 2]
1.5 g
oy
1.251
14
0.75-
0.5
0,251
0 Lol I L n
| 1 | 1 1 1 ) 1 [ 1
200 400 E00 200 1000 1200 1400 1800 1804 2000
Counts vs. Mass-to-Charge (miz)
Peak List
mir z [Abund Formula Ton
343.14144 2 1327381
343.64271 2 |a3830.9
BH5.27514 1 [27ea274 31 H38 F NB 09 [
68627865 1 |B9s723 (31 H38 F NB 09 (Mt}
£87.2807 1 |15803.7 31 H38 F NE 09 (Mt )e
707.25736 1 716028
70826037 1 [217548
Formula Calculator Results
[Formula  |Best  |Mass Tt Mass il [ppm) [Mz Ton Spedes Score |
(25 H39 F3 K8 O11 6B4.26685)  684.26904 0.38]  685.27614|C35 H40 F3 NE 011 54,53
(28 H38 F2 K8 010 654, 26685 £E4.2679 -1.38| 6852751438 H3S F2 NE 010 57.46
25 H44 b4 017 6B4.26684)  684.27015 151)  &85.37614|C36 H45 N4 017 84,77
24 H43 F3 N4 015 56426584 BE4.2677 -1.65| 68527514024 H44 FI N4 D15 54.26
22 H40 N10 015 6B4.26686)  684.26744) -2.04|  685.27614{C22 H4L N10 015 53,73
(32 H42 F2 N2 012 68426683  684.27058) 255  685.27614|(32 H43 F2 N2 012 5255
35 H41 F N2 011 6B4.26683)  5684.26044 0EF)  685.27614|035 H42 F N2 011 52.07,
(37 H42 F2 44 O14 6EB4.26684)  684.26656) -3.33|  685.27614[C37 H43 F2 N4 D14 91.99
31 H37 F NE 09 TRUE 6E4.26885)  684.26675) -3.06) 685.27614|(31 H38 F NE 09 91.03
(27 H40 NE 013 6B4.26685) 68427144 365)  685.27614| 37 H4L NE 013 9058
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m/x 7 [Abund |Formula Ton
HTA67LS 2 |ss535.7 [Esmaz ENB o0 (M2H)+2
387.66821 2 [214543 [S5me7 FRE OL (M+2H):2
38,16931 2 [s15¢  [Sshe7EnEOL (M+2H)+2
77333708 1 |29648.3 [(35 H46 F NG OLL (M)
7433975 1 |10636.7 |35 H46 FNEOLL (Mt}
795.30908 1 |39140.6 |35 H45 F NE Ha O1L (M+Ha)+
796.3115% 1 [14080.5 |35 H45 F B M2 D11 (M+a)+
797,31355 1 [30734 |35 H45 F 8 Ha DL (M+iz)+
Formula Best  [Mass Tgt Mass Dl (ppm) Mz [Ton Species Swre |
(32 H46 F2 N8 012 77231871 77232033 0.8]  387.16715[52 Hea F2 N8 012 99.34|
35 H45 F N8 011 TRUE 77231971 7723 ~0.68| 35 H47 F N8 011 96.18]
27 144 N14 D13 77231973 7r23nn 193] 387.16715]C27 46 W14 013 96.85
C30 145 F5 N8 D10 77231971 77231784 -237] _ 387.16715|(30 147 F5 N8 010 96.84
C28 42 F2 N14 010 77231573 77231764 -2.71|_387.16715|(28 Ha4 F2 N14 010 %.5
25 147 F3 N8 D13 77231571 77232147 2,27 387.16715]C29 H49 F3 N8 D13 %6.14
£25 143 F3 N14 011 77231574] 77231874 -1.24]  387.16715]C25 145 F3 N14 011 94.79
C26 148 N10 017 77231572 77231 0.22]  387.16715]C26 K50 N10 017 9463
38 H44 NE 010 77231971 77231804 -2.16]  387.16715)C38 Ha6 NB D10 9336
C27 46 F2 N10 014 77231572 7723163 43| 387.16715|C27 148 F2 W10 014 9.9]
32 46 F2 N8 D12 77231579] 77232033 0.7 773.32708](32 47 F2 N8 D12 9631
C26 148 N10 017 7723198 77231 0.12[  773.32708]C26 49 W10 017 97.78
C27 144 N14 D13 77231081  7r23n 184 773.32708]C27 b4s W14 013 o763
£25 143 F3 N14 011 77231981 77231874 -1.33]  773.32708]C25 Had F3 NI OUL 97.54
25 147 F3 N8 D13 77231579] 77232147 217 773.32708]C29 K48 F3 N8 D13 %675
C30 145 F5 N8 D10 77231579] 77231764 -247| _ 773.32708|(30 146 F5 N8 010 %6.15
28 142 F2 N14 010 77231981 772317 -2.81]  773.32708{C28 143 F2 N14 010 %3
s tas F e o1 TRUE | 77231079) o3| 5438
22 144 F4 N1$ 012 77231581 94.07)
C25 H52 NE 021 77231579 5235
32 46 F2 N8 D12 77231584] 77232033 0.62] 7. 32 146 F2 N8 Na 012 96.28
C27 H44 N14 013 7723158 E 97.73
26 H48 N10 017 77231885 X | o] 50908 a7.49)
£25 143 F3 N14 011 77231987 77231874 14| 795.30908|C25 K43 F3 N14 Na OLL 9735
25 147 F3 N8 D13 77231584] 77232147 21| 795.30908](29 K47 F3 N8 Na 013 96.85
C30 145 F5 N8 D10 77231984] 77231764 -2.54|_ 795.30908]C30 145 F5 K8 Na 010 96.01
28 142 F2 N14 010 77231986] 77231764 -2.68] 795 28 142 F2 N14 Na 010 95.22
35 Has F g 011 TRUE | 77231084 7R3 -0.85| 35 45 F NB Na D11 4.7
22 144 F4 N1$ 012 77231987 77231993 0.07] 795, 22 144 F4 N14 Na 012 93.92
25 H52 N6 021 77231984] 77231855 -167| _ 795.30908[C25 H52 N6 Na 021 9164
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[z z [Abund |Formula Ton
225.12421 1677.5
36365458 2 [11900.5 |53 Hez Fo 09 (Me2Hp2
364.15616 2 [4a50.4 [CanszFme 08 (M+2H}2
37464536 2 [1356.6
390.61374 1170.1
43016917 1473
72630169 1 [oms  [GanstFnoog (M2H}+
727.30401 1 3@ [GameLFNs o8 (MaH)+
74826344 1 [S081.8 |C33 HEDF N9 Na 09 Mehay |
74928719 1 Ei.g 33 H40 F N9 Na 09 {M=Na)+
[Formula Best  [Mass [TgtMass — [Dif (ppm] M= Ton Species Soore
(33 H40 F MO 09 TRUE 72529426 7252933 -133|  74B.28344)033 H40 F NO Na 09 O7.75|
32 H47 N5 0125 71529426 72525419 0.0 74B.28344|C32 H4T NS Na 0125 95.14
G40 H43 N3 010 71539425  725.29484 0.82|  74B.28344|C40 H43 N3 Na O10 9463
(37 H44 F N3 D11 72529425 725.205%9) 24| 748.28344|(37 H44 F N3 Na D11 94.33
32 H44 F N5 013 72539425 725.2010¢] -3.16[  748.28344[032 Ha4 F N5 Na D13 3.8
3 H43 N9 08 S 71529427 725.25553 L74| 7482834453 M43 NG Na OES 9343
29 H48 F NS 013 5 71539426  725.29534 14|  748.28344|029 H4BF NSNa D13 S 93
28 H52 F N 017 § 72529435 725.204 0.34)  74B.28344|C28 H52 F N Na 017 § 9175
35 H39 N9 08 72529426  725.20218] -29(  748.28344[c36 H39 MO Na OB g%‘
CGLHSLNOIES 72539425 725.202 -1.92[ 74B.28344[CG1 H51NNa 016 5 o2
(33 H40 F N9 09 TRUE 72529439 7252933 -1.5]  726.30168|(33 H41F N9 03 96.54|
32 H47 N5 0125 72539439 725.20419 0.27|  726.30169)C32 H4E N5 012 5 9481
29 H4BF NS D135 72529439  725.70534 131 72630189009 H4OF NS O135 94.03
28 H47 N5 017 72529438 7252967 3.19|  726.30169|C28 H48 NS 017 972
57 H44 F N3 D11 72539438 725.2055 2.72|  726.30169]37 H45 F N3 011 93,39
8 H52FN 017 § 72529438 725.294 .52 726.30169[C8 HS3FN 017 S 9332
23 H47 N7 019 72529439 72529267
32 H44 F NS 013 72529438  725.250
G40 H43 N3 010 72529438 r)s.zgq_:‘
3 M3 NG 08S 725.7044  725.29553
R 725.29452]
37 44 F N3 011 725.2046)  725.20599 1.92|  363.65458|C37 H46 F N3 OLL 9784
G40 H43 N3 010 725.2046(  725.20484 0.34|  353.65458|C40 H45 N3 010 97.31
32 H44 F NS D13 725.2096  725.20008] -3.64|  363.65458]C32 H46 F N5 013 9539
36 H39 N9 08 72529462 72520014 -3.38)  363.65458]C6 HeL NS 08 5.0
53 H43 N9 0B S 725.29462]  725.29553 1.25| 3636545853 HAS N9 0B S 95.05
32 H47 N5 0135 72539451  725.20419| 0.58|  363.65458|(33 H49 NS D12 5 94.74
28 H47 N5 017 72529451 7253067 2.88|  353.65458]C28 H4O NS 017 94.57]
C41 H3I N7 06 72529461 72520614 17|  363.65458|C41 H4L N7 06 94.01
3 H40 F N7 07 72529461 72529732 3.75] 363654588 ez F N 07 .52
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Penk List
miz z [Abund _[Formula Ton
37164971 2 |7456.7 |33 H40 F NO 010 (M+2H}2
37215055 2 [18116 [S3H40F N9 010 [(M+2H}+2
37265214 2 6717 |33ns0FNe 010 [(M+2Hp2
3263073 2 13018
39363117 678.9
356.50006 673.9
742.29145 1 [6173.7 |C33 H40 F MO 010 [(M+H)=
743,29488 1 [22184 [G3rH40F N9 010 [(M+H}+
764.27334 1 |39035
765.27667 1 |14865
Formula — [Best  [Mass Tgt Mass |Gl (ppm] | Ton Species Soore  [DBE |
28 H40 F N11 012 741.28421| 74128419 -0.02|  742.29145|C28 H4L F N11 012 58,08 14
29 H36 F N15 OB 74128422 74128553 177|  742.29145|C39 H37 F N15 08 9602 19
(32 H44 F N5 014 74128419 74128668 3.63|  742.29145|(32 H45 F N5 014 91.11] 13
(29 H36 F N15 OB 74128484 74128553 0.94|  37LEA9T1[C29 H38 F N1S 08 98.92| 19
28 H40 F N11 012 741.28482) 74128419 -0.85| 371.64971|C28 H42 F N11 012 97.78| 14
(32 H44 F N5 014 741.2848|  741.28688) 28] 3716497132 H46 F NS 014 9554 13
(33 H40 F N9 010 TRUE 741.28481) 74128877 459  371.64971)(33 H42 F N9 010 9192 18|
C44 H40 F N3 O7 741.2846)  741.28503 0.32]  371.64971|C44 H4Z F N3 OF B8.58| 26
C40 H3E F N9 05 74128481 74128234 -3.33|  371.64971|C40 H3B F NG 05 B8.42| 27
C41 HI2ZFN13 O 741.28482) 74128368 -1.54|  370.64971|C41 H34 FNI3 O B8.41] 32
C45 H36 F N7 03 7412846  741.28637] 211|  37L64971|C45 H3E F N7 O3 B4.48] 31
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ion Peak List
[Start_[RT [End __ [Height [Area  |Area % [AreaSuma |
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Fragmestor Voltage Collision Energy Ionization Mode
120 a =
«10 5 |+ES| Scan (3.95-4.13 min, 15 Scans) Frag=120.0V QT10121.d Subtract
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Counts vs. Mass-to-Charge (m/z)
Peak List
E z [Abund Formula Ton
40766039 2 1388197 37 HS0 F N9 011 [M+2H}+2
408.18153 2 |s59053 37 HSO F 9 011 (M 2H}+2
408.68245 2 |1:1378 37 HS0 F N9 011 (Me2H}H2
§14.35371 1 |116508.2 (37 H49 F N9 011 (MeH
B15.35628 1 |[443326 37 H49 F h9 041 (M+H
B16.35825 1 |3355.6 37 H49 F 9 011 [MsH}
E36.33545 1 [71998
37, 33807 1 |27262
[Formula Hass [Tok Mass __[Dilf (ppm] M=z Ton Species Sore |
54 H49 F2 N9 012 81334619)  B13.34667] 0.84)  407.68039)34 H51 F2 N3 D12 99.24]
33 H53 F2 N5 O16 a1334618]  B13.34554 <078  407.58039|C33 HS5 F2 NS 016 9875
57 H48 F WO 011 TRUE a1334610)  B13.34573 -0.55)  407.68039/C37 HSO F NG 011 98.45(
29 H47 N15 013 81334622 B13.34774] 1.92|  407.63039(C29 H49 N1S O13 9504
27 H46 F3 NS 011 81334622  B13.34533 -10a|  407.68033|C27 H48 F3 NLS 011 97.57|
28 H5L N11 017 B13.3462]  B13.34644 0.23)  407.68039C28 H53 N1 017 9764
32 H48 F5 N9 010 B13.34619)  B13.34443 -2.17|  407.68039|C32 HS0 F5 N9 010 97.62
30 H54 F3 NS 017 B13.34618)  E13.34668] 0.62|  407.68039(C30 HS6 F3 N5 017 97.5)
30 H45 F2 N1S 010 B13.34622)  B13.34419) -243|  407.68033)C30 H47 F2 N1S 010 9748
1 H50 F3 W9 013 81334619  E13.34802 2.24]  407.68039| 51 H52 F3 N3 013 97.37|
54 W49 F2 N9 D12 B1334641]  E13.346E7] 0.57]  E14.35371]34 HSO F2 N9 D12 58.6|
(28 H51 N11 017 B13.34642)  B13.34644 0.02|  B14.35371fC28 H52 N11 017 98.6]
30 H54 F3 NS 017 E13.3464|  E13.34668] 0.34|  B14.35371{C30 HSS F3 N5 017 98.32
27 H46 F3 NIS 011 BI334644)  B13.34533 -L.36|  B14.35371|C37 H47 F3 N1S O11 98.17|
(33 H53 F2 NS 016 B133464)  B13.34554 -LD6|  B14.35371|(33 H54 F2 NS 016 98.1
29 H47 N15 013 B1334644)  E13.34774] 165]  B14.35371fc29 HeB N1S 013 9763
24 H47 F4 N1S 012 B1334644)  B13.34647] 0.04|  B14.35371{C24 H48 F4 N15 012 97.34
31 H50 F3 N9 O13 B13.34642)  B13.34802 1.97|  E14.35371fC31 H51 F3 N3 013 97.02
(37 H48 F WO 011 TRUE B1334641)  BI3.34573) -084)  B14.35371|C37 H49 F NO 011 96.57|
32 H48 F5 N9 010 BI334642)  B13.34443 -244|  B14.35371|C32 H49 F5 NG 010 95.57|
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