LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11619\

Data File : BM018590.D

Aca On - 16 Jan 2019 19:14 Instrument :

Operator : JU/SJ Eﬁgﬁgam|em-

agmple : K1149-04 swmm49a5401
isc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.340 376 383 395 rBVY 2856245 4203683 16.52% 3.625%
2 6.922 645 652 662 rBY 1805453 2976173 11.69% 2.566%
3 7.281 704 713 728 rBVY 5837153 9332418 36.67% 8.047%
4 7.745 785 792 799 rBVY 1501352 2371348 9.32% 2.045%
5 8.063 839 846 853 rBVY 5175907 8384402 32.94% 7.230%

8.522 917 924 930 rBvV2 157433 277435 1.09% 0.239%
8.916 983 991 1000 rBV 4318178 7089823 27.86% 6.113%
10.539 1259 1267 1272 rBV 2006350 3396862 13.35% 2.929%
10.586 1272 1275 1282 rVB 602820 914692 3.59% 0.789%
13.016 1680 1688 1695 rBV 11281538 17385812 68.31% 14.992%

=
QO ~NO®

11 13.274 1726 1732 1739 rVB 207308 326552 1.28% 0.282%
12 14.398 1916 1923 1930 rBV2 2861504 4544115 17.85% 3.918%
13 15.892 2170 2177 2186 rBV 9863563 13712680 53.88% 11.824%
14 17.145 2384 2390 2396 rBV2 3763508 5439032 21.37% 4_.690%
15 18.033 2536 2541 2551 rBV 315395 555165 2.18% 0.479%

16 19.780 2832 2838 2843 rBV 20900376 25450308 100.00% 21.945%
17 21.339 3098 3103 3109 rBV 4183902 5112865 20.09% 4._.409%

18 22.509 3299 3302 3309 rVB 409384 551289 2.17% 0.475%
19 23.615 3484 3490 3497 rVB 2113375 3946430 15.51% 3.403%

Sum of corrected areas: 115971084
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011619\
Data File : BM018590.D

Aca On : 16 Jan 2019 19:14

Operator : JU/SJ

Sample . K1149-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

SW004-190114-01

Abundance
2e+07

1.5e+07

le+07

5000000

TIC: BM018590.D

7.28 8.06
8.92

7.75
\ 8.52

6.92

10.54
10.59
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Time--> 3
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5000000
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13.02
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ok
Time-->
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Abundance
2e+07

1.5e+07
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5000000

TIC: BM018590.D

21.34
23.61

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018590.D

Aca On : 16 Jan 2019 19:14

Operator : JU/SJ

ﬁ?ggle i K1149-04 SW004-190114-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.28 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.28 78.71 ng 9332420 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 713 (7.281 min): BM018590.D (-704) (-) m/z 132.00 100.00%
5000 o8
© s || 25 Tios 12 700 7.20 7.40 7.60
Ol gl 8 L 30 220 207 | Tnzz 68.10  36.72%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 U UL L L IR
7.00 7.20 7.40 7.60
33 44 o 105 m/z 134.00 32.68%
0= J'll"w'ﬁq""gp"' JI'L'%¥5I" [ AL UL SRR U
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
32
700 7.20 7.40 7.60
5000 67 m/z 66.10 24.03%
41 97
53
‘ ‘ 79 ‘ 117
0....“i“..“.‘.l“.“l‘.‘.“l‘ .‘;,1.0.7..‘\.. L L B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl R R
57 132 7.00 7.20 7.40 7.60
24 m/z 69.05 15.39%
5000 og 116
Orrr ..t‘,m..‘ﬁh. sh.,WW..‘ﬁ,..“‘., 158 ..,.1??. — WANSRNNN & G
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018590.D

Aca On : 16 Jan 2019 19:14

Operator : JU/SJ

ﬁ?ggle i K1149-04 SW004-190114-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.03 2.04 ng 555165 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Nonanoic acid 158 C9H1802 000112-05-0 30

Abundance Scan 2541 (18.033 min): BM018590.D (-2536) (-) m/z 73.00 100.00%

43 7
5000

17.80 18.00 18.20 18.40
m/z 43.10 89.73%

04
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid

:

5000 256 L e
129 17.80 18.00 18.20 18.40

m/z 60.00 78 .83%

97 157 185 213
o A <
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73
43
17.80 18.00 18.20 18.40
5000 129 m/z 41.10 74 .60%
185 228
VTN ]
oL Ll g 2% o)
m/z--> 50 100 150 200 250 300 350
Abundance #37193: n-Decanoic acid R e e
60 17.80 18.00 18.20 18.40
m/z 55.10 68.70%
41
5000 129
[ .
ot L WAL 0 | st e e
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018590.D

Aca On : 16 Jan 2019 19:14

Operator : JU/SJ

ﬁ?ggle i K1149-04 SW004-190114-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.51 2.79 ng 551289 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 .psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 78
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 72

Abundance Scan 3302 (22.509 min): BM018590.D (-3299) (-) m/z 69.10 100.00%

¢

5000

_;

22.20 22.40 22.60 22.80

163 207
o 243 281 314341367 401431 475503 m/z 81.10 51.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158503: Squalene
69
5000 VM|||||||||||||||||||
22.20 22.40 22.60 22.80
41 m/z 41.10 27.18%
95 137
o u | 163191217245273299 341367 410

N A A

miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...

H

69
S
22.20 22.40 22.60 22.80
soo0| . m/z 95.10 13.85%
9 137
RECHTNY [ || 163191 231 273290 341367 410
ST W A e BT St L
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... R e EEmEEmma
69 22.20 22.40 22.60 22.80

m/z 137.10 12 .42%

5000 41

11136
ll ﬂ i d 1l§1 192 231 273 315341 384

o R AN R mEE e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22 20 22. 40 22. 60 22. 80

5
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_M\DATA\BMO011619\
BMO18590.D

16 Jan 2019 19:14

Ju/sJ
K1149-04

15

SW004-190114-01

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

|--Internal Standard---|

unknown7.28

7.28

n-Hexadecanoic acid 18.03

Squalene

22.51

Units Response |# RT Resp Conc]
ng 9332420 1 7.75 2371350 20.0
ng 555165 4 17.14 5439030 20.0
ng 551289 6 23.61 3946430 20.0
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