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Table 2.

Analytical results of target compounds

O NH
c Nf Al
I | H H
H,N” "N” TNH;

Cpd R MW Mp (°Cy | HPLC Rt | Solvent | Purity
# free base (min) system %o
2 | (CHy)sCH, 313.78 | 230-232 6.6 A > 99
3 | (CH,),CH, 341.83 | 241-244 7.2 A > 99
4 | (CH,,OH 273.67 | 203-205 7.4 B 95
7 | (CHL),CoHs 333.77 | 156-160 10.4 B 98.1
8 | (CHy):CeHs 347.80 | 192-196 6.5 A 98
9 | (CH,)CeHs 361.82 | 160-162 6.3 A 95
10 | (CHy)sCH; 375.85 | 240-243 11.3 B 98.3
11 | (CHy)eCoHs 389.88 | 126-129 7.0 A 97
12 | (CH,)eCyHs 41793 | 171-173 7.1 A 99

8.4" D 96.5
13 | (CH,),CeH,-4-OH 349.77 Solid® 7.3 D 98
14 | (CHy):CeHy-4-OH 363.80 133 9.5 B 95.4
15 | (CHy):CeHe-4-OCH, 377.82 134 10.1 B 95.8
16 | (CHp.CHs-4-OH 377.82 160 9.5 B 98.4
17 | (CH;)sCeHs-4-OH 391.85 188 9.9 B 95.3
18 | (CH.)sCHy-5-OH 377.82 215 10.3 B 97.2
19 | (CH,),CHy-2-OH 377.82 | 240-242 10.8 B 95.6
20 | (CH,)CoHy-4-NH, 376.85 | 195-200 9.0 B 98.8
21 | (CH)Cel-4-OCH, 391.85 | 108-111 6.4 A > 09

6.0" D 98
22 | (CH,),CoHy-4 CO,CH; 419.86 201 10.7 B 95.2
23 | (CH,)sCeld-4-OCH, 405.88 132 10.6 B 98.8
24 | (CH,),0CsH,~40CH, 393.82 98 10 B 95.9
26 | (CHy)CsHs-4-SO5H 441.89 Solid® 8.7 B 95

6.6 D 88
27 | (CH,)4CeH,-4CH,0H 391.85 140 9.5 B 96.1
28 | (CH,);0CsHs-4-OH 379.80 150 9.2 B 94.9
29 | (CH,),OCH,CcH,-4-OCH; 393.82 99-102 9.9 B 95.9
30 | (CH,)CeH,-4-0 (CH,),OH 421.88 218 9.7 B 96.6
31 | (CHyuCsHy-4-0-(CH,);0H 435.90 | 211-213 10.4 B 98.8
32 | (CHy)CoHy-4 - 451.90 92-95 9.7 B 95.3

OCH,CHOHCH,OH
33 | (CH.).CHi-4 OCH,CH-(R)- 451.90 | 167-172 22.8 C 96.8
OHCH,OH
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34 | (CHCH-4 -OCH,CH-(S)- | 451.90 | 160-162 23 c 95.9
OHCH,OH

35 {CH,)sCeHy-3 — 451.90 91-93 9.4 B 96.3
OCH,CHOHCH,OH

36 (CH).CHy-2 — 451.90 85-86 9.7 B 95.7
OCH,CHOHCH,OH

37 {CH;),;C:H,-4-0-CH,CO,H 526.80 225 244 C 97.8

38 (CH)CHs-4-0- 486.35 198-200 25.8 C 97.1
CH,CH,CO,H

39 (CH)CeHy-3-0-CH,CH,GH 490.38 161-163 10.0 B a5

40 {CH;),CHy-2-0-CH,CH,0H 422.17 115 10.3 B 93.4

41 (CH;):CH4-4-0-D- 575.93 >184 8.6 B 96.1
glucuronic acid

42 (CH3)4C:H,-3-OH-4-OH 430.28 >154 9.2 B 96.1

Please note for Table 2: Solvent systems include gradient chromatography method: A,
YMC Pro C8 5 um column, 1 m/min. 95:5 (0.4 Acetic acid : 0.4% Acetic acid and
MeCN) to 80:20 for 7 min. and 100% (0.4% Acetic acid and MeCN) for Smin, ambient
temperature; B, Microsorb C8, 5 um column, | mL/min. 95:5 (0.1% TFA: MeCN
0.1%TFA) 1 min then 20:80 at 7 min and 100% (0.1% TFA: MeCN) over { min. ambient
temperature; C, Microsorb C8 5 um column, 1 mL/min. 95:5 0.05% TFA: MeCN
0.05%TFA 1 min then 20:80 at 7 min and 100% (0.05%TFA MeCN) for 1 min. ambient
temperature; D, Atlantis CI8 S5um column, 1.5 mL/min. 95:5(0.02% TFA: 0.02% TFA
MeCN) to 56:44 at 6.5 min to 90% (0.02% TFA MeCN) for 1 min, at 40°C.

° Not analyzed. | Data collected using a diverse HPLC system.
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Table 3.
Elemental Analysis
Calculated Found
Cmpd Formula® C H N C H N

no.

2 C12HCIN,OHCI 41.15 6.04 27.99 35.87 5.55 2426
3 Cy4H34CIN;OHCI 44.45 6.66 25.92 45.73 6.82 24.06
4 CH,CIN, O HCL 30.98 422 31.61 30.50 4,41 27.58
7 C14H | CIN;O-HCI 45.42 4,63 26.48 40.67 4.73 23.28
8 CsH xCIN,O+HCI 46.88 4,98 25.52 43,43 4.43 23.29
9 CsHoqCIN,OQ-HCI 48.25 5.31 24.62 46.59 4.80 23.11
10 C17HxoCIN,QOHCI 49.52 5.62 23.78 49.34 5.51 23.48
11 CyHpsCINSOHC 50.71 5.91 23.00 49.11 6.49 21.90
13 C4H,sCIN,O,*HCl 43,54 4.44 25.39 40.8 4.86 24.26
14 CsH sCIN,O,HCI 45.01 4,79 24,50 42.93 481 18.33
15 CHagCIN O+ HCI 46.39 5.11 23.67 49.81 6.14 14.42
16 CoHogCIN; O HC 46.39 5.11 23.47 45721 5.92 18.85
17 C17HCINS O, HC 47.67 5.41 22.89 4521 5.92 18.65
18 CHyqCIN,O,#HCI 46.39 5.11 23.67 45,19 5.34 19.50
19 C16H2CIN, O HCI 46.39 5.11 23.67 46.52 4.42 22.36
20 CH,: CINgO-2HCI 42,73 5.15 2491 38.20 5.31 21.08
22 Cy4H;»CIN,O3HCI 47,38 5.08 21.49 46.83 5.09 18.33
23 C5H,»CIN; O, HCE 48.87 5.70 22.17 44,19 5.52 19.53
24 CcHa6CIN,O 4 HCH 44,66 4,92 2279 41.11 5.02 18.99
25 C7H5CIN,O5«HCI 46.16 4.79 2217 41.08 4,67 19.42
27 C7H,;CIN,0,+HCI 47.67 5.41 22.89 44,51 5.31 19.28
28 CisH,;3CIN,O4HBr 39.10 4,16 21.28 26.65 2.92 14.11
29 CsHaoCIN,O5+HCI 44.66 492 22.79 43,43 4,76 20.22
30 CsH,4CIN,0,+HC1 47.17 5.50 21.39 43.53 5.32 19.90
32 CoH3CINS O CH SO HH.O | 42.44 5.70 17.32 42.75 5.40 17.34
33 CgH3CINO#CH, SO, HH,O | 42.44 5.70 17.32 42.58 5.13 17.38
34 CoH3.CIN,O#CHLSO HHLO | 42,44 5.70 17.32 42.08 5.27 16.95
35 CoHz,CIN;O#HCIH,0 45.07 5.77 19.36 44.85 5.44 19.29
36 CHosCIN,O o HCH 46,73 5.57 20.08 45.34 6.02 19.61
37 C1gHyCIN, O, HCH 45,77 4,91 20.76 41.04 5.06 18.41
38 CoHo4CIN,O#HCI 46.92 5.18 20.16 44.90 5.63 19.89
39 CigH,4CIN,O5=HC1 47.17 5.50 21.39 46.18 5.52 20.20
40 C.gH,,CIN;O4+HCl 47.17 5.50 21.39 45,70 5.19 20.12
41 CyH57CINsNaQg 45.88 4,73 17.02 319.74 4,58 13.79
42 C6HgCIN, O HC 44.66 4,92 22.79 43.53 5.39 18.52

£ Residual solvents or acids were not experimentally determined.
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Calculated

Compound number molecular Formula [Vi+H]+

8

2

11
12
21
36
16

348.1338
314.14886
390.1808
418.2122
382.1602

378.1445

Measured [M+H]+ mDa
348,133C
314.1486
3806.1782
418.2110
392.1604
4521816
378.1460

-0.8
0
-1.7
-1.2
0.2

1.5

<5 ppm

ppm

The 330,1008 peak is from the Jock mass. Your sample doesn't have this

-2.6
g.c
-4.4
-2.9
0.5

4.0

EXACT {(Measured)
347125175
313.141775
389171375
417.203175
391.162575

377.138175

H atom

1.007825
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29.26233482

1146 8 (0.157) AM (Cen.4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (3:12) TOF MS ES+
348.1330 (M+H) 1.38e4
100
%o
330.1009 (Lock mas) 350.1321
332.0088
, 351.1358
333.1009
3227770
ol ( 326.3771 ﬂ 334.1071338.3390 3411819 > 02930 346 8624 3552866 356 ggpg  360-3307 -
T

T i i 1 T T i ¥ 1 T
350 | 304 | 306 358 | 330 | 332 334 386 338 340 342 344

' T —
S46 | 348 | 350 | 352 | 354 356 358 360 362 364
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29.21348381

1147 4 (0.082) AM (Cen,4, 80.0C, Ar,5000.0,0.00,1.00); Sm (8G, 2x3.00); Cm (1:20) TOF MS ES+
106- 330.1009 (Lock mass} 1.24e4

314.1496 (M+H)

nw\cl
332.1000
316.1476
) 3331014
317.1491 348.1349

30%.1387 ﬁ 330.0070 334.1020 3552835

314.1202 . 3711713

N ¢ ~318.1608 N 4\__ o _\.wmm”mm..,mw, N _lﬁ__ Ammo__mww,m _mm”m._uﬁ_w_ e iz

Q- R e Py

05 3io | 3is 990 395 330 3365 340 345 350 356 3B0 385 370 375
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29.21348381

1637 35 (0.664) AM (Cen,4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00), Cm (26:48) TOF MS ES+
100+ 390.1792 (M+H} 2.37e4

330.1009 (Lock Mass)

a\o.,.
392.1795
332.0907
| 393.1815
333.1007 )
399.3087 443.3343 487.363
. 301.1432314.1516 ,ﬁm.&mﬂ 355.2637 mmﬁ%m ) ﬂ 4121660 4.4 2782 _ 453.2935 475.3030 | 488.3657
i, s _ " I 1 ) il 1
__:.J__.__...,_ ZJ:. ___.._._.JC.._:: IR RARAN D ._____.;::__.___._.______ni AR T v;:_;:Z__. ___:..i:;L:__..._...«_::ﬁ.____._.__._._____._:L,:;Z:_

200 300 310 320 330 340 350 380 370 380 390 400 _ﬁo 420 430 440 450 460 470 480 480
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29.21348381

1658 15 (0.289) AM (Cen,4, 80.00, Ar,5000.0,0.00,1.00), Sm (8, 2x3.00), Cm (2:18) TOF M3 ES+
4182110 (M+H) 2.74e4
100~
% 330.1009 (iock mass)
-
4202102
1 332.0989
] 421.2137
5391028 399.3101 487.3840
X 87. 531.3865
wwm.ﬂmﬁ ﬁ 455 ogg 377.3228  390.1820 % 443.3370 ﬁm.wcﬁm ] 526 4355, L
O RELEPALAANERAR AARA AR NN RN ..m_...M._...:._?._:,;_4:,_?:i:;,:L/_J:,T: E2aNURRALEANLR :__::, et T :;:.:._._.__ ez eaaztaslitel u“._,_,l_.wlfﬂj._%ji\lﬁ% 0 .r..._ﬂ.,kﬂ; miz

300 310 320 330 340 350 360 370 380 390 400 410 Amq 430 440 450 460 470 480 490 500 510 520 530 540
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29.16463089

1739 17 (0.326) AM (Cen,4, 80.00, Ar,5000,0,0.00,1.00}; 8m {3G. 2x3.00); Cm (1:17) TOF MS ES+
- 392.1604 {M+H) 1.34e4
100
330.1009 (Lock mass)
%-
| 394.1585
332.0989
| 395.1616
333.1019 369.2686
. 396.1640 418.2128
311,125 3190004 33g.9012 3500931 3659013 3773778 4 Lble 4041916 T T 4213529
e AN Ba s e B AL SIS I IUA I U IS LR S AR R et St por St e e e e MYZ
310 320 330 340 350 360 370 380 390 400 410 420 430
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29.16463089
9085 112 {2.110) AM (Cen,4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm {76:113) TOF MS ES+
100- 4521816 (M+H) 3 47ed

330.1009 {Lock mass)

n.v\ot
454 4801
332.0994
' 455.1838
332.1020
4433353 4741660 487.3621
258.9591 3993085 456.1867 531.3880
o 301.1420 311.1295 3552825 3921653777 413.2671 ¢ 488.3673 532.3847
| 1 T 1 T T { | 1 I i 1 1 i 1 t b T T | i T 1 T 1 1 ] ! T T m/Z

260 280 300 320 340 360 380 430 420 440 460 480 500 520 540
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29.16463089

1747 66 {(1.243) AM (Cen,4, 80.00, Ar,5000.0,0.0C,1.00); Sm (SG, 2x3.00); Cm (48:84) TOF MS ES+
100 373.1460 (M+H) 7.77e3

okul

380.1429
] 4811470 399.3108
’ 392.1624
. 353.2667 356.2774 4 387.2538
ol R S A LR koL NY (U | SO NUU RO RS

395 400 405 410 4i5 420

T f - T v i
345 350 355 380 wwm 370 375 380 385
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Compound number
15
14
17
29

molecular Formula

Calculated

[M-+H]+
378.1445
364.128%
362.1602
364.13904

Measured [M+H]+ mDa
378.1431
364.1276
392.1588
3941376

~1.4
-1.3
14
1.8

<5 ppm

ppm EXACT (Measured)
-37 377.136275
-3.6 363.119775
-3.8 391.150975
4.6 393.128775

H atom

1.007825
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31.21641541

2647 1 (0.025) AM {Cen,4, 80.00, Ar,5000.0,0.00,1.00), Sm (SG, 2x3.00); Cm (1:16) TOF MS ES+
378.1431 1.85e4
100+
nxul
380.1422
] 381.,1438
382.1452
03412231 3441995 355.2826 365.1307 wﬁ._mmmm i m@m.m_ma 4092628 4432601  421.3539 430.1775 433.1860
e T T R P T e T .‘_._I_.JJ,______._I JL..J_~d,;._‘...__..._.__4"_._..._._.ﬁﬁ__.l_.«___‘.i._.._um“_,M._.u

340 345 350 355 wwo 385 370 375 280 385 390 385 400 405 410 415 420 425 430 435
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31.26526642
2745 22 {0.416) AM (Cen,4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (1:24)

TOF MS ES+
2.72e4

413.2505
s S asan il £ 1174

100~ 364.1276
a\c!
366.1269
. 367.1300
368.1325
0. 332.3289 342.2203 3491753 355.2808 i 378.1505
B s e e L L S S S AL WAL L LA SRR
330 335 340 345 350 355 360 365 370 375 380

410 415 420

S135




31.26526642

2956 23 (0,435) AM (Cen,4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (1:27) TOF MS ES+
100- 392.1588 2.22e4
ﬁu!
394,1584
- 305.1613
396.1613
. 3E1168  gsoan09 3775278 3pagess o oo || ||/ 4061767 atandes 4213528 4272066 12011
L __.r_..____‘,L —b ' L — tlinny ,q_ v ._._t,m...n_..._._. A,_, r—r—— [TWYZ

T T AR e g RN g : ™
o me ave avs | abe | ads | a0 | 395 400 405 410 415 420 425 430
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31.21641541

3354 7 (0.137) AM (Cen,4, B0.00, Ar,5000.0,0.00,1.00};, Sm (8G. 2x3.00); Cm (1:12) TOF MS ES+
100+ 394.1376 1.54e4
Q\OE
395.1379
. 397.1410
0 3650828  o+3949378.1446 1 34 421.3584 438 3888 5414 || 4853849 482.4093487.3609 -
L L L A o s B S LN I R ST AAN RS M RS MRS RS SRR S AR
s50 | 360 a70 | 380 300 400 | 410 420 430 440 450 460 470 480 490

S17



Compound number
38

molecular Formula

Calculated
{M+H}+
4221707

Measured [M+H]+ mDa
4221719

1.2

<h ppm

ppm
28

EXACT (Measured)
421.164075

H atom

1.007825

S18



31.55837822

082605 9431 43 (0.813) AM {Cen,4, 80.00, Ar,5000.C,0.00,1.00); Sm {SG, 2x3.00); Cm (38:67) TOF MS £5+
- 304.0920 3.30e4
100 ”
4221718
Sample
Internal STD
o]
424.1702
| 305.0949
] 306.0913 425.1717
39,1612 307.0054413.2695 [426.1761506.2321 mﬁ.wmﬁ wﬂm.ﬁmm BILS281 . 9436067
0 . r | L f [ ,.J ,_\_\, TR _w P 1y PR o b \ 5 mmmw., 5 <
' P e e e P e P e e e e RN EARAS AR e e ey M7
100 200 250 300 350 400 450 500 550 600 700 850 800 950 1000
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Compound number
40

42
41

molecular Formula

Calgulated
[M+H]+
450.1656

394.1394
576.1585

Measured [M+H]+
450.1651

394.1410

mbDa

-0.5

1.8

<5 ppm

Ppm
-1.1

4.1

EXACT (Measured)
449 157275

"383.133175

H atom

4.007825

S20



30.23937416

17216 44 (0.828) AM {Cen,4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (19:45)

TOF MS ES+
100 450.1651 3.16e4
304.0930 {8TD)
o}l
452 1658
305,0074
L/
; 4531697
306.0929
1449841 208.0840 448.3715 4541725 514.4870 746.5617
. 171.0105261.0358 : 570.4626 . 702.5414 : 834.6282 501.3234.922 6482 ‘
0 _:_;:__“_:_:ﬂ:;_:;3;:?_.._::_ ,\:t__:_::._:_t:;:: :_:_..p_:_:,.?.:_.:4134:Rt - T t;:.]ﬂ_::ﬁ.:.f._;_:;.:__:.._::._:.;:t,.::_::_:e_N
100 150 200 250 300 350 400 460 500 550 600

650 700 760 800 880

800

g50 1000
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30.18052124

2518 41 (0.772) AM (Can,4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (17:51) TOF MS ES+
. 304.0920 (STD) 4.39e4
100
LT
394.1410
1 305.0966
] 386.1384
306.092%
308.0924 397.1404
149.0238 182.1210 450.1613 526.4388 658.5134 790.5958 9226777
2740822 | 614.4859 746.5745 6495 ) .
o;».fii._.f__:{rq,h.\...w N .W__:,.;:,;H: _::_:_;_ﬂ:___._:_,:;\_.:::_.:,_.:r;::_u.,\:_:.:.:.;::_:_::.\;::__.:_m_ﬂ“m.w_mmw;._:_::_::_mm_w._ﬂ_.nm.wu\‘ﬁo
100 150 200 280 300 350 400 450 5G0 850 600 650 700 750 800 850 800 850 1000
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29.40888977

3765_3 133 (2.498) AM (Cen,4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG. 2x3.00); Cm (110:133) TOF MS ES+
100~ 554.1758 (sample) 1.78e4d
94
556.1740
1 557.1791
536.1687 5581763
443.3326 4507950 4824040 4948257 526.4327| ( wﬁm.amm 614.4858 6354088 O985150 g7g 4351
L RS st A A RRIE PR GRS SR SIS S Supoyererepefite i e e e e Y2

420 440 460 480 500 520 540 580 580 800 620 640 660 580

S23



Compound number
3
4
9
13
18
19
20
22
23
25
27
28
31

Sep-18-05

molecular Formula

Caiculated

[M+H}+
342.1809
274.0819
378.1445
350.1132
378.1445
378.1445
3771605
420.1551
406.1758
406.1304
392.1602
380.1238
4361864

Measured [M+Hj+ mDa
3421805
2740814
362.1504
350.1142

378.145

378.144
377.1607
420.1544
406.1743
406.1395
392.1588
3806.1239
436.1852

-0.4
-0.8
0.8
1
0.5
-0.5
0.2
-0.7
-1.56
0.1
-1.4
0.1
-1.2

<5 ppm

ppm

-1.2
-1.8
2.1
2.9
1.3
1.3
0.5
-1.7
-3.7
0.2
-3.6
0.3
-2.8

H atom

524

EXACT (Measured)  1.007825035

S 341172675
: 273.073575

'377.137475 Lost Oxygen
349.106375
377.137175
377.136175
376.152875
419.146575
405.166475
405.131675
391.150975
379.116075
435177375



31.26526642

1186 79 (1.483) AM (Cen,4, 80.00, Ar,5000.0,6.00,1.00); Sm (SG, Zx3.00); Cm (75:109) TOF MS ES+
— 3421805 1.33e4d
100
0\01
| 304.0920
3441791
305.0249
345.1803
256.8951 302.9778 0374
; 1 2709170 Nmb.w%m N 357.0231 3631182 wmm.mwﬂ/wi | _sg128s0 405050
(oI SUUARTIIPI P DY U TETUEN NI S by S S R L e Sl 11174

260 270 280 290 300 350 380 370 2380 390 400
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31.16756248

3567 12 (0.231) AM (Cen.4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (1:18) TOF MS ES+
100+ 304 .0820 48783
274.0814
%o
] 276.0796
305.0956
267 0557
|
277.0789 108 198.1350
202.0600 08 3 2 .
(o 247.0869 279.1513 *_ 3421831 385.1815 00 AT 421.3478 426 9530 472 2014
O-velplidysdy _______________:_______m._.r._t} 4 __ _\ sy __{_:_.H%r LARRE I, Ledpagtandy l._,_zi__ {Li}w?_t}ﬁtL}féf_iw r.:rﬂ imtkrrﬂ}b;ﬁ}{{?aii?;{fr# Pl miz
200 220 240 280 300 320 340 360 380 400 420 440 460 480
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31.11870956

1569 23 (0.440) AM (Cen.4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (18:42) TOF MS ES+
i 362.1504 2 D5ed
100
%
304.0920
364.1479
. 305.0954 365.1509
306.0924

366.1521

; 2631804 274.0768 56,9723 ?3.88 360849411 > 391.2814 4213525438.3770 _ 465.37754824030 _ 509.4036
e s L R E RS B AR A Ly LS s S B U LRSS R SRS LA A AR SARRR AN
240 260 280 300 220 340 360 380 400 420 440 460 480 500

S27



31.06985855

23610 11 (0.214) AM (Cen,4, 80.00, Ar,5000.0,0.00,1.00), Sm (SG, 2x3.00); Cm (1:18) TOF MS ES+
- 304.0920 5 4063
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31.06985855

7333 10 (0.195) AM (Cen,4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (4:11) TOF MS ES+
378.1450 9.32e3
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31.06985855

8664 67 (1.269) AM (Cen,4, 80,00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (58:74) TOF MS ES+
§ 378.1440 1.47ed
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31.06985855

9211 19 (0.366) AM (Cen.4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (12:24) TOF MS ES#+
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100-
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31.02100563

2255 10 (0.193) AM (Cen,4, 80.00, Ar,5000.0,0.60,1.00); Sm (G, 2x3.00); Cm (2:15) TOF MS ES+
100~ 420.1544 1.49e4
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31.02100563

2895 12 (0.231) AM (Cen 4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (2:16) TOF MS ES+
4061743 1.80e4
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31.02100563

3384 1 (0.026) AM (Cen,4, 80.00, Ar,5000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (1:18) TOF MS ES+
406.1395 1.48e4
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31.02100563

2481 23 (0.439) AM (Cen,4, 80.00, Ar,5000.0,0.06,1.00); Sm (SG, 2x3.00); Cm (14:23) TOF MS ES+
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31.02100563

4074 8 {0.158) AM {Cen,4, 80,00, Ar,5000.0,0.00,1,00); Sm {SG, 2x3.00); Cm (3:11) TOF MS ES+
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31.02100563

9212 22 {0.419) AM {Cen,4, 80.00, Ar,5000.0,0.00,1.00); Sm{3G, 2%3.00); Cm (16:41) TOF MS ES+
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