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Theo. Mass
345.13460

Delta ppm
-2.27

Relative Abundance

59.0500
2=0

Relative Intensity

NL: 3.01E8

TF-1-60 #97 RT. 0.93AV: 1 NL. 3.01E+008
T FTMS + pESI Full ms
(50.0000-750.0000]

SN

389.8986

z=1

264.0020
z=1
300

250 350

389.i

391.8965
z=1

400 700 750

miz

450 500 550

NL: 4.42ES
C12H1001N18r111 Chrg 1 R: 57906 Res.

Pwr. @FWHM

8985

L B 21070 P B A2 B 2 PAES Sl b4 51 |

200

250 300

LAGL.AE Bal 24 Bt A At

3 PELRY Bl B2 Pt Y8 Bt P 12 24 152 B R B BT I8 80 M @ 04 B A2 Acl 28 53 B0 BO A4 A D B2 B2 R B R |

miz

ndex

m/z
389.8986

Score
100

Formula
CizH1ON"Br Y|

Theo. Mass
389.89850

OriginalFormula
C12H100N(79]Br(127]1

Delta ppm

75 024
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Kelative Abundance

-J‘J .'.lzj

84.0813

380.0674
z=0

NL- 8 69E8
TF-1-110 #93 RT. 0.92 AV 1 NL:
869E+008

T FTMS + p ESI Full ms
(50.0000-750.0000]

SiMe,

Relative Intensity
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TSR 1 L L
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700 750

NL 3.88E5
C17H2302N1Br1Si1 Chrg 1 R 58502
Res. Pwr. @FWHM

B2 58 Rd 7 B B3 &2 B2 £ BA B2 DA B3 b k1 B3 22 B8 pa pel b0 A2 02 29 p2 B8 A2 B8 19 D4 A2

T
400 450
miz

350

LIRS R Re o RA R RS 00 0o B 0 A4 00 54 0a 0 08 0% 00 RA AR 20 20 0e B Re 0e 08 0 |

700 750

ndex

m/z Formula

380.0674

B T LI S PO

CuHas0,N"Br*Si

Score
100

Theo. Mass
380.06759

RDB OriginalFormula

C17H2302N(79]8r({28...

Delta ppm
-0.56

AL EVEE TV 1YL
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40

Kelative Abundance

20

Relative Intensity

279.9970
z=1

91.0550
z=1

200 250

279!

281.9946
z=1

282.9977
z=1

300 450

9968

NL 1.90E9

TF-1-111 #93 RT: 0.92 AV: 1 NL: 1.90E+009
TFTMS + p ESI Full ms.

[50.0000-750 0000

550 600 650 700 750

NL 4 41E5
C12H1102N1Br1  Chrg 1 R 68306 Res
Pwr. @FWHM

LAG B B B BE RS A% RS B B4 08 Be 08 A6 0a e 28 be be nu Be )

LS BE RS A S A0 0a 0 A RS BS BERE RS RS RS RERE RS AE 0O RE B A4 08 e BSR4 M B 54 B 08 00 08 50 B8 8 08 &t 14 MRS RS 08 A0 |

ndex

m/z Formula

279.9970

C1aH1O;N"Br

Score
100

Theo. Mass
279.99677

RDB
75

OriginalFormula
C12H1102N([79)8r

Delta ppm
097
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356.0272
z=1
i 358.0250
z=1

84.0812
z=1

359.0283
z=1

311.9871
4 z=1
] 1021279 1729767

z=0

Kelative Abundance

404.0131

214.0031 z=1

NL 362E8

TF-1-77 #89 RT 087 AV 1 NL- 36
T FTMS + p ESI Full ms
[50.0000-750 0000}

LAS BE g BRRE B B b |
400 450

m/z

nn I P T
T™F 1

20 =1 J
10-] 2=1
'.IUJ ]u'n‘l J'l fs.'.u;A ;']h{mf;lgr_:‘u?u" FETTRTN FITEE PP
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o u ™
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356.0281

Kelative Intensity
o
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w
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1

650

: 1
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700 750

NL 4 13E5
C18H1502N1Br1  Chrg 1 R: 604!
Pwr. @FWHM

O S N [ o e
350 400 450 El
miz

LRSS S RS RS 08 0E BE DS RS RS BE RS RS AS RS RS RE RS BE B BE B A A 08 0SB BE A% 08 04 MERE RS A Ag |

750

ROB
115

Score
100

Formula
CiaHi50:N""Br

m/z
1 356.0272

Delta ppm
-246

Theo. Mass
356.02807

OriginalFormula
C18H1502N([79]8r

204.1018
2=1

B84.0813
z=1

226.0836
z=1 Br SN

372.0412
z=1

Helative Abunoance

74.060
04 2=

z=1

cﬁu sell‘lulwlh \! g |||I\|Ihl‘lwll‘|rl |
50 100

189.1273
z=1

PETTT RIS TRTITL T (ERL I LY
e B e e S DA

150 200

401.0131

Relative Intensity

4291783
z=1

NL 3.34E8
TF-1-117-90 #91 RT 0.92 AV 1 NL
3, 34E+008

T FTMS + p ESI Full ms
150.0000-750.0000]

448.8001

450

z=1

500

NL 4 10ES5
C18H1404N28r1 Chrg 1 R 55406 Res.
Bwr. @FWHM

Delta ppm
-1.28

Formula
CisHiOuN:"Br

-

401.0126

Theo. Mass
40101315

OriginalFarmula
C18H1404N2[79]Br

S74



Kelative Abundance

3l 172.9768

z=1

ol s gy gy
B 5 o B B B D e £ B 0 )

0t

357.0228

z=1
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m/z
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LAGAS S B B0 A0 A% A8 58 0 0 Bt b6 06 R0 Be 00 2 08 BELRE 08 08 B RARE A RS
5 250 300

350

T T T T T T T T T T T T T T T T
450 500
miz

NL: 1.92E9
TF-1-126 #97 RT 0.97 AV: 1 NL.
1.926+009

T FTMS + pESI Full ms
150.0000-750.0000]

NL: 4.16E5
C17H1402N28r1 Chrg 1 R: 60606 Res.
Pwr @FWHM

Formula
Cy7H1iO:N,"*8r

m/z
357.0228

[

LAV 6V BTIVIV VIS UL WIS & o s

Score
100

RDB
115

Delta ppm

OriginalFormula
C17H1402N2{79]Br

Theo. Mass
357.02332

71 840813

Kelative Abundance

172.9769 201.0082
1 102.0917 z=0

301.1331
z=1

393.1592
z=1

394.1624
z=1

395.1657
z=1

10 z=1
L I T
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250

Relative Intensity
"

393.
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395.1663
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350
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450
miz

NL: 849E8

TF-1-84 #85 RT 0.83 AV: 1 NL- 8 494008
T FTMS + p ESI Full ms
(50.0000-750,0000]

NL 74565
C26H2102N2 Chrg 1 R: 57607 Res. Pwr.
@FWHM

ndex m/z
1 393.1592

Formula
CaHnO:N,;

Score

RDB
17.5

OriginalFormula
C26H2102N2

Delta ppm
-131

Theo. Mass
393.15975
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Kelative Abundance

Relative Intensity

56.0502
z=0

130.0650

233.1067

2=

204.1015

1

407.1740
317.1274 z=1
2=1

438.1435
z=1

493.3578

NL 3 48E8

TF-1-125 #95 RT 0,95 AV. 1 NL
348E4008

T FTMS + p ESI Full ms
150.0000-750.0000]

439.1467
z=1

z=1
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438.

~
e

450

T o | BAAGAS SE 39 BA AL R b2 5o Y
500

1448
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440.1511

NL: 7.39E5
C26H2004N3 Chig 1 R: 54107 Res. Pwr.
@FWHM
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100 200 250
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500 550 600

-

Score
92.0940585297288

Formula
CagH2004Ns

m/z
438.1435

RDB
185

Delta ppm
-313

Theo. Mass
43814483

OriginalFormula
C26H2004N3

_d

Kelative Abundance

Relative Intensity

3941541
z=1

395.1569
z=1

396.1602
z=1
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394.1550

395.1584
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NL 248€9
TF-1-131 8105 RT 1.04 AV: 1 NL.
24864009

T.FTMS + p ESI Full ms
[50.0000-750.0000]

700 750

NL:7.50E5
C25M2002N3 Chvg 1 R: 57707 Res. Pwr. |
@FWHM

TTTTT
400
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350
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450

Score
100

Formula
CasHag0:Ny

m/z
3941541

RDB
175

Delta ppm
-241

Theo. Mass
39415500

OriginalFormula
C25H2002N3
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303.1122
z=1

Kelative Abungance

1 304.1154
z=1

7 840812
10 z=1

>

NL 1.79E9

TF-1-98 #95 RT 0.91 AV: 1 NL. 1 79E+009
T FTMS + p ESI Full ms
[50.0000-750.0000]

605.2173
=1
{606.2205

z=1
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NL 8.04ES
C19H1502N2 Chrg 1 R: 65307 Res. Pwr.

@FWHM
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miz

Formula
CisH150:N;

m/z
1 3031122

RDB
135

Theo. Mass
303.11280

Delta ppm
-2.05

OriginalFormula
C19H1502N2

Score
100

348.0970
z=1

74.0606

Kelative Abundance

§ 102.1280

172.9767
221 214.0031

3
1

NL: 3.25E8

TF-1-129 895 RT 0.92AV: 1 NL
3.25E+008

T FTMS + p ESI Full ms.
(50.0000-750.0000]

349.1003
z=1

370.0787
z=1
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L
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Tt
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m/z

NL: 7.97€5
C19H1404N3 Chrg 1 R: 61407 Res. Pwr.

@FWHM

349.1012

350.1040
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650

T T

700 750
miz

Formula

1 348.0970 CisH10uNy

Theo. Mass
348.09788

RDB
145

OriginalFormula
C19H1404N3

Delta ppm
-249

Score
100
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Kelative Abundance

Relatve Intensity

888

304.1075

z=1

P

305.1103

z=1

NL: 1.02E10

TF-1-136-d0 893 RT. 092 AV: 1 NL.
1.02E+010

T FTMS + p ESI Full ms.
(50.0000-750 0000]
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300

T
250
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NL 8.10E5
C1BH1402N3 Chig 1 R 65407 Res. Pwr.
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miz

B 54 B0 RS B B 1) RS Bl 02 B3 7 1R B B3 Y P R BE D B I 28 R A g B 23 A 2

T
650

T

700 750

-

Kelative Abundance

Relative Intensity

Formula
CisH140:N;

m/z
3041075

RDB
135

Score
100

318.

1230

z=1

74.0606 102.1280
z=0 z=1
Y

IEEETTE

319.1259
z=1

Theo. Mass
304.10805

OriginalFormula
C18H1402N3

Delta ppm

-198

NL- 1.82E9

TF-1-130 #103 RT: 1.00 AV: 1 NL:
182€+009

T FTMS + pESI Full ms
[50.0000-750 0000]

VT |
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s o L s o e e i
by L g

150 250

318.

1237

| 319.1271

320.1302
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T T T T

550

e
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NL: 801ES
C19H1602N3 Chrg 1 R 64207 Res. Pwr.
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Formula
CisH160:Ny

m/z
3181230

RDB
135

Score
100

Theo. Mass
31812370

OnginalFormula
C19H1602N3

Delta ppm
-216
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Kelative Abundance

40

I

310.1541
z=1

155.5809
2=

311.1573
z=1

T

NL: 3.05€9

TF-1-144 #93 RT. 0.92AV. 1 NL-
3.05E+009

T. FTMS + p ESI Full ms
[50.0000-750.0000]

F. 9.5

Relative intensity

B
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- L
T e
50

miz

310.1550

311.1584

312.1614
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-
bt B Bl 3 |

650

4
L54 |

450

NL: 8.09E5
C18H2002N3 Chrg 1R 64607 Res. Pwr.
@FWHM

50
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650

ndex

m/z
3101541

Score
92.4016783285469

Formula
CisH200:N3

ROB
105

Theo. Mass
310.15500

Delta ppm
-3.07

Originalformula
C18H2002N3

Kelative Abundance

Relative Intensity

z=1
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miz

419.1961

NL:9.25E8

TF-1-137 #91 RT 093 AV 1 NL.
9.25E+008

T FTMS + p ESI Full ms
(50.0000-750.0000)

499.1050
z=1

497.1070
z=0
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z=1

545.0927
z=1
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450

NL: 3 80ES
C25H2604N2Br1 Chrg 1R 51202 Res.
Pwr. @FWHM

497.1070
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200
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450

T

500 550

Score
100

Formula
CasHz6OdN,*Br

m/z
497.1070

RDB
135

Theo. Mass
497.10705

Delta ppm
-017

OriginalFormula
C25H2604N2[79]Br
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NL: 6 88E8
TF-1-142 #89 RT 088 AV 1 NL

534.2379 6.88E+008
100+ z=1 T FTMS + p ESI Full ms
~ {50 0000-750.0000)
90+
s [}
2 704
2 604 HN ‘ SN 535.2407
s ] — _ 2=1
§ 50:
{ 40 ]
304 27 N_ O 536.2437
~ X
204
] 74.0606 0
104 z=0
c-",": nTLruIm. T IEERT T Y T TR BT ETR T WA TR AT PF VR W RETR ST UTH PSS S S S S H,
50 100 150 200 250 300 350 400 450 500 550 600 750
m/z
NL: 6.84E5
1004 534.2387 C33H3204N3 Chrg 1 R: 49307 Res.
§ @FWHM
90+
80
> 70
60
2 5o
«© B
E 40 535.2420
304
20
10 536.2451
E
L R At At g LAR RS RS BE DAL RS AL A BAALAS A% A0 BE RS A% A8 08 RERE AE RS 50 06 2% At 0 0g 0 ne Ba De By Be B 0 0 b Be Bt e 2e g RS B RS 0e e ae ne Re 5o na as aane ne ne ne ne no B
250 400 500 650 700 750
m/z
radex m/z Formula Score RDB Delta ppm OriginalFormula Theo. Mass
L 534.2379 Ci3H3204N;5 100 19.5 -1.65 C33H3204N3 534.23873
NC-016 #89 RT: 0.88 AV: 1 NL: 2.89E9
T: FTMS + p ESI Full ms [50.0000-750.0000]
202.9814
z=1
190 CeHgON279Br
95
90
85 (o}
80 Br. ‘ N
75 =
7
- 9 NH,
e 65 31
)
T 60
3
< 5
2 50
©
o 45
o
40
35
30
25
20
15
103 74.0606 e
= z=1
5 z=0 ;
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
m/z
Peak Mass Display Formula Delta [ppm] Theo. mass Combined Score Pattern Cov. [%] MSMS Matched Fragments
2029814 CgHsON,”*Br  -0.48 20298145 96.54 99.7 (Collection)
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e T R it s tTE

NC-023 #131 RT: 1.32AV: 1 NL: 3.24E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

202.9815
z=1
100 CsHgQN279Br

Relative Abundance
'
/)
zZ

40 32

PN ETOVIVPPIRITY AETATIIETI| POPEITY NS " g N ;
TR A R Y Y e Y e T T T T T e T T T T T T T

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
m/z

Peak Mass Display Formula Delta [ppm] Theo. mass Combined Score Pattern Cov. (%] MSMS Matched Fragments
2029815 CsHsON,"Br 012 202.98145 96.11 9961 (Collection)

NC-020 #89 RT: 0.87 AV: 1 NL: 3.19E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

280.0078
z=1
100 CanQNs”Br

33

Relative Abundance
wn
(3.}

150.1043
15 =1

yhoy PRI

YT [T VO o ]. W T [TRTR BTN 1T ST 1 ‘
0 |‘l‘:¥l||I"|I[‘|’L|I“1"|Illl‘|ll Lo Bt B B o I g ol R R ik ) Bl 2 B B ] B 2 B 8 gL i & 1l B L2 il R B B I AR AL B AL BRI B

134
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
m/z

Peak Mass Display Formula Delta [ppm} Theo. mass Combined Score Pattern Cov. [%)] MSMS Matched Fragment=
2800078 CyyHyyONy*Br  -0.56 280.00800 96.15 98.68 (Collection)
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NC-024 #175 RT: 1.73 AV: 1 NL: 2.05E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

280.0083
z=1
C11H11 ON379Br

282.0059
z=1

100

Relative Abundance

283.0091
z=1

n
(=}

74.0971
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miz \

Peak Mass
2800083

Display Formula
CuuHiyON;™Br

Delta [ppm)
107

Theo. mass
280.00800

NC-021 #93 RT: 0.92 AV: 1 NL: 4.25E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

317.1395
z=1
C1gH17ON4

Relative Abundance

318.1425
z=1

102.1281 1501045

z=1 z

Pattern Cov. [%]
9863

MSMS Matched Fragments
(Collection)

Combined Score

9657

L.u. PETETER 'Y TR SE ST S R TR TTR
| LRSS B B bl B B B

|1||l]l|l|
200 250 300
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50 100 150
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400 450 500 550 600 650 700 750
m/z

Peak Mass
3171395

Display Formula
CysHi7ON4

Delta [ppm]
-0.51

Theo. mass
317.13969

Combined Score
9837

Pattern Cov. [%]
100

MSMS Matched Fragme
(Collection)
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NC-027 #93 RT: 0.91 AV: 1 NL: 5.37E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

100
95
90
85
80
75

Relative Abundance
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100+

Relative Abundance

TF-2-202 #33 RT. 0.91 AV: 1 NL: 4 14E9
T. FTMS + p ESI Full ms [50.0000-750.0000]

293.0282
z=1

CiaH1a

ON2798r

295.0259
z=1

37

296.0291
z=1

b

50

100
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250
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300 350 400 450 500 550 600 650 700 750

miz

Pk Mass
2930282

Display Formula
Caby ON;Br

Deita [ppm}
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Theo. mass Combined Score Pattern Cov. [%]
293.02840 9749 9955 (Collection)
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TF-2-204 #91 RT 0.90 AV: 1 NL 6.30E9
T. FTMS + p ESI Full ms [50.0000-750.0000]

Relative Abundance
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Theo. mass
370.05495
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Pattern Cov. [%)]
100
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TF.2.205 #199 RT: 1.97 AV: 1 NL: 8 45E8
T FTMS + p ESI Full ms [50.0000-750.0000]

Relative Abundance
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z=1
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Display Formula
CaeHaONy

Delta [ppm)
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Pattern Cov. (%]
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MSMS Matched Fragments
(Collection)

Combined Score
9841
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NC-026 #93 RT. 0.91 AV: 1 NL: 1.91E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

317.1394

z=1
100 C19H{70Ng4

75 HN

Relative Abundance
(%
(5.

35 318.1424
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10365.0604 150.1044
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Jogopaapslon g

Peak Mass Display Formula Delta [ppm] Theo. mass Combined Score Pattern Cov. [%] MSMS Matched Fragments

3171394 CygHy7ONy -0.89 317.13969 9868 100 (Collection)

AB-1-158 #93 RT: 0.90 AV: 1 NL: 2.19E9
T: FTMS + p ESI Full ms [50.0000-750.0000]
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3 44 ‘
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Relative Abundance
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Rank Peak Mass Display Formula RDB Combined Score Delta [ppm] Theo. mass MSMS Matched Fragm...

1 407.1859 CyeH,30Ng 17.50 98.07 -193 407.18664  (Collection)
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TF-1-184 #95 RT: 0.92 AV: 1 NL: 1.70E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

100

Relative Abundance
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317.1390

Display Formula
CigHi7ONy

Theo. mass
31713969

Delta [ppm]
-2.24

Combined Score
97.53

Pattern Cov. (%]

100

MSMS Matched Fragments
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TF-1-161 #85 RT: 0.83 AV: 1 NL: 7.37E7

T: FTMS + p ESI Full ms [50.0000-750.0000]
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Rank Peak Mass Display Formula RDB  Combined Score Delta [ppm] Theo. mass MSMS Matched Fragments

1 3159325 CyyHiNBr; 550 9553

-1.92 31593310 (Collection)
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TF-1-179 #91 RT: 0.88 AV: 1 NL: 2.76E8
T: FTMS + p ESI Full ms [50.0000-750.0000]

100 331.9459
=1
95 z
90
85
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70 329.9481
8 65 z=0
& C12H14NT9Br, | 333.9437 it
T 60 z=1
A
3
< 55 N
2 50
§ 45
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40 Br
35
30
25
163.9765
20 z=1 334.9471
15 z=0
65.0604 102.1281
109 z=0 z=1
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
miz
Peak Mass Display Formula Delta [ppm] Theo. mass Combined Score Pattern Cov. (%] MSMS Matched Fragments
3299481 Cy2HiN""8r, -2.01 329.94875 96.33 100 (Collection)
NL: 5.20€9
AB-1-112 855 RT. 0.57 AV 1 NL:
311.0934 gt
z=1 T FTMS + p ESI Full ms
100: [50.0000-750.0000]
90+
8 80+ Br
< i
3 704
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; 60| N
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50 100 150 200 250 300 350 400 450 500 600 650 750
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50 200 250 300 35 400 500 700
m/z
ndex m/z Formula Score RDB Delta ppm OnginalFormula Theo. Mass
1 309.0958 CisHzaN,"*Br 100 5.5 -0.85 C15H22N2(79)8r 309.09609
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100 -08

NL 3 27E9
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NL 57369
AB-1.040 #93 RT. 0.3 AV: 1 NL
323.0933 57364009
100+ z=1 T FTMS + p ESI Full ms.
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NL: 4.2365
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! o2 a8 e A% 5c g BE Bt B B3 PR 2% A 2.3 49 B4 B0 A0 B2 22 BeL A0 Ad Rt Bal B2 3 B2 Be 2 Pe A% Bl B2 B BE 2 B2 B By B B8 D b A BE B B 24 Be BE BSR4 5 24 P2 RS A8 A% B2 BE 20 A2 M B BE B A8 22 5g |

750
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ndex m/z Formula Score RDB Delta ppm OnginalFormula Theo. Mass
1 321.0957 CreHaaN,"Br 100 6.5 -1.29 C16H22N2{79]Br 321.09609

TF-1-162 #91 RT: 0.91 AV: 1 NL: 2.13E9
T: FTMS + p ESI Full ms [50.0000-750.0000]
321.0958
z=1
C16H22N279Br
323.0935
z=1

70 53

Relative Abundance

30 324.0967
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T
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
m/z

Rank Peak Mass Display Formula RDB Combined Score Delta [ppm] Theo. mass MSMS Matched Fr
1 321.0958 CyeHzN,"°Br  6.50 97.52 -0.82 321.09609 (Collection)
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AB-1-180 #93 RT: 0.91 AV: 1 NL: 3.39E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

335.1115
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Peak Mass Display Formula Delta [ppm] Theo. mass Combined Score Pattern Cov. (%] MSMS Matched Fragments
3351115 CiHaaN°Br - -0.59 33511174 985 100 (Collection)
NL:361E9
AB-1-114 855 RT 0.57 AV: 1 NL:
323,9‘749 IBIE+009
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ndex m/z Formula Score RDB Delta ppm OriginalFormula Theo. Mass
1 323.0749 CisH200N,™Br 100 6.5 -134 C15H200N2(79)Br  323.07535
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NL 4.24E9

Kelative Abundance

Relative Intensity

AB-1-115 #57 RT. 0.59 AV- 1 NL:
337.0908 42464008
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ndex m/z Formula Score RDB Delta ppm OriginalFormula Theo. Mass .

-

337.0908 C1eH2:0N,Br 100 6.5 -0.72 C16H220N2(79]Br  337.09100

TF-1-163 #91 RT: 0.91 AV: 1 NL: 2.29E9
T FTMS + p ESI Full ms [50.0000-750.0000]

336.1067
z=1 338.1044
100 CigH23N379Br  z=1

Relative Abundance
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Rank Peak Mass Display Formula RDB Combined Score Delta [ppm] Theo. mass MSMS Matched Fragm...
1 3361067 CiHuNy°Br 650 9863 -0.79 336.10699 (Collection)
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TF-1-181 #95 RT: 0.97 AV: 1 NL: 1.99E9

T: FTMS + p ESI Full ms [50.0000-750.0000]

Relative Abundance
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Peak Mass Display Formula Delta [ppm] Theo. mass Combined Score Pattern Cov. [%] MSMS Matched Fragments

3501222 CiHasNs™Br  -1.18 350.12264

98.31 100 (Collection)
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NL: 6.08E9
AB-1-147 #95 RT 0 93 AV: 1 NL

260_6572 6.08E+009
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ndex m/z Formula Score RDB Delta ppm OriginalFormula Theo. Mass
1 260.6572 Cy3H39ONs 100 17 -0.06 C33H390NS 260.65718
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" ndex m/z Formula Score RDB Delta ppm OriginalFormula Theo. Mass
4 3, 2526412 C32H3sONg 100 18 -142 C32H350NS 252.64153
i
i
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NL 351E9
AB-1-099 #181 RT 184 AV. 1 NL
259.6489 3514009
466 2=2 T FTMS + p ESI Full ms.
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miz |
ndex m/z Formula Score RDB Delta ppm OriginalFormula Theo. Mass
1 259.6489 C33H3,0ONs 100 18 -19 C33H370NS 259.64936
TF-1-173 #93 RT: 0.90 AV: 1 NL: 7.71E9
T FTMS + p ESI Full ms [50.0000-750.0000]
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Rank Peak Mass Display Formula RDB Combined Score Delta [ppm] Theo. mass MSMS Matched Fragm...
1 259.6489 Cy3H3ONg 18.00 97.19 -1.90 25964936 (Collection)
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NC-006 #99 RT: 0.99 AV: 1 NL: 8.63E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

266.6564
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Peak Mass Display Formula Delta [ppm] Theo. mass Combined Score Pattern Cov. [%] MSMS Matched Fragments
266.6564 C34H350Ns -2.81 266.65718 91.66 95.22 (Collection)
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ndex m/z Formula Score RDB Delta ppm OriginalFormula Theo. Mass
1 260.6386 C2H350;Ns 100 18 -157 C32H3502N5 26063899
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_ 5-1-169#93 RT: 0.92 AV: 1 NL: 7.56E9
“4*FTMS + p ESI Full ms [50.0000-750.0000]
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TF-1-174 #89 RT. 0.90 AV: 1 NL: 7.37E9
T: FTMS + p ESI Full ms [50.0000-750.0000]
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TF-1-192 #95 RT: 0.93 AV: 1 NL: 6.58E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

274.1619
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2741619 C3HaONe =279 27416263 96.92 100 (Collection)
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TF-1-151 #101 RT 0.97 AV: 1 NL
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{50.0000-750.0000)

i Et,N

Kelative Abundance

4 209.6284

20 z=2

]

i PR ITTYRTT I TEETRTTETWITE NT! NUTHNNT] CUU TR T GRS . [ L ) T
e L e I B o o o et L B e B B e B e RS RS Re ae o0 N At ae g B no e g Be 00 Ae 00 50 RAAS A0 S A0 RARE RS RE Ag |
100 150 200 250 300 350 400 450 500 550 600 650 700 750
miz

i

=)

NL 7 46E5
1004 208.6259 C25H31ONS Chrg 2 R 79407 Res. Pwr.

g @FWHM

Relative Intensity
"

209.6292

O+rrrrreeerTTTT T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
150 200 250 300 350 400 450 500 550 600 650 700 750
miz

ndex m/z Formula Score RDB Delta ppm OriginalFormula Theo. Mass
1 208.6254 CasH310N;s 93.9020117547757 13 -233 C25H310NS 208.62588
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TF-1-198 #95 RT: 0.92 AV: 1 NL: 7.58E9
T: FTMS + p ESI Full ms [50.0000-750.0000]
215.6337
z=2
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AB-1-098 #93 RT: 0.90 AV: 1 NL: 4.01ES
T: FTMS + p ESI Full ms [50.0000-750.0000]
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207.6181 CasHas0Ns 022 207.61806 98.04 100 (Collection)
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TF-1-200 #95 RT: 0.93 AV: 1 NL: 8.02E9
T: FTMS + p ESI Full ms [50.0000-750.0000]
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TF-1-177 #91 RT: 0.92 AV: 1 NL: 6.68E9
T: FTMS + p ESI Full ms [50.0000-750.0000]
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TF-1-193 #101 RT: 1.00 AV: 1 NL: 4.31E9
T: FTMS + p ESI Full ms [50.0000-750.0000]
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TF-1-187 #89 RT: 0.91 AV: 1 NL: 5.69E9
T: FTMS + p ESI Full ms [50.0000-750.0000]

2226230
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Peak Mass Display Formula Delta [ppm] Theo. mass Combined Score Pattern Cov. [%] MSMS Matched Fragments
2226230 Ca6H30:Ns -152 22262334 9764 100 (Collection)

TF-1-188 #91 RT: 0.89 AV: 1 NL: 4.84E9 —=
T: FTMS + p ESI Full ms [50.0000-750.0000]
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2221308 C26H3,0Ng -2.47 22213133 7374 78.32 (Collection)
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TF-1-194 #95 RT: 0.92 AV: 1 NL: 6.53E9
T: FTMS + p ESI Full ms [50.0000-750.0000]
229.1391
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2291391 C27H340Ng -0.45 229.13916 98.63 100 (Collection)
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