LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081018\

Data File : BG036289.D

Acq On - 11 Aug 2018 5:54 Instrument :

Operator : JU/SJ ?:II\:gﬁ(t;Sam ol

3§mple : J4413-02 0&m1&ﬂPgE4LM
isc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG071218_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 height area % max. total

5.594 387 392 408 rBV 113729 232373 9.75% 2.623%
7.180 657 662 674 rBvV3 64739 148134 6.22% 1.672%
rBv 256303 471743 19.80% 5.324%
8.008 794 803 813 rVB 82879 149289 6.27% 1.685%
8.331 847 858 870 rBvV 355565 657714 27 .60% 7.423%
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9.171 992 1001 1013 rBV 273993 565452 23.73% 6.382%
10.810 1273 1280 1296 rBV 77897 183069 7.68% 2.066%
13.254 1688 1696 1707 rBV 793708 1344321 56.42% 15.172%
14.634 1924 1931 1939 rBV2 163283 296695 12.45% 3.348%
15.921 2145 2150 2160 rBV2 48803 75692 3.18% 0.854%

=
QO ~NO®

11 16.121 2178 2184 2205 rBV 424599 774668 32.51% 8.743%
12 17.378 2391 2398 2412 rBV2 231856 426214 17.89%% 4_.810%
13 19.980 2835 2841 2855 rBV 1707509 2382868 100.00% 26.893%
14 21.637 3116 3123 3139 rBvV2 251030 493819 20.72% 5.573%
15 23.281 3394 3403 3414 rVB 126553 239787 10.06% 2.706%

16 24.826 3657 3666 3681 rBV 127789 418867 17.58% 4.727%

Sum of corrected areas: 8860705
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036289.D

Acg On : 11 Aug 2018 5:54

Operator : JUu/SJ

Sample - J4413-02

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG036289.D
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Abundance TIC: BG036289.D
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Abundance TIC: BG036289.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036289.D

Acq On : 11 Aug 2018 5:54

Operator : JU/SJ

Sample - J4413-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown7.54 Concentration Rank 2

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

7.54 63.20 ng 471743 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 723 (7.538 min): BG036289.D (-717) (-) m/z 132.15 100.00%
132
5000 68 ]\\_
96 A L L IR
40 54 ‘| » o | 103 7.20 7.40 7.60 7.80
o T WM 1| M PO S R | m/z 68.15 50.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 A L L IR
7.20 7.40 7.60 7.80
m/z 66.15 31.21%
oL 15 28 39 52 8 77 %0 104 ¢
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
e
69 AN L L IR
104 7.20 7.40 7.60 7.80
5000 m/z 134.15 29.98%
78
31 49 Sﬁ
Obrrrprrrrprrrr ek b e e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R EEEE e L ERamanmy
56 132 7.20 7.40 7.60 7.80
m/z 69.15 24 .12%
5000
64
0 15 2\\7 34 42‘\‘ m‘ ‘ ‘7\6 91 99 i
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 760 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036289.D

Acq On : 11 Aug 2018 5:54

Operator : JU/SJ

Sample - J4413-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.92 5.10 ng 75692 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethyl citrate 276 C12H2007 000077-93-0 90
2 3-Chloro2-fluorobenzoic acid, 3-... 370 C21H32CIF02 1000338-64-6 33
3 1-Amino-2-methylnaphthalene 157 C11H11IN 002246-44-8 33
4 Adipic acid, 3,3-dimethylbut-2-y... 258 C14H2604 1000353-66-5 33
5 3-Chloro2-fluorobenzoic acid, 3-... 384 C22H34CIF02 1000338-65-0 33
Abundance Scan 2150 (15.921 min): BG036289.D (-2145) (-) m/z 157.15 100.00%
157
5000
115
43 203 PR B SN
5 69 87 129 15.60 15.80 16.00 16.20
O R b 22 L T L 188 | Tm/z 115.15  32.04%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #123853: Triethyl citrate
187
5000 115 "|""|""|"/'\'|""|
43 15.60 15.80 16.00 16.20
29 203 m/z 203.25 14 .22%
o 56 69 87 102 | %139 | 185
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #196757: 3-Chloro2-fluorobenzoic acid, 3-tetradecy! ester
187

15.60 15.80 16.00 16.20

5000 m/z 43.15 11.12%
196
175
83 97
o2 Y B e L ms
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29219: 1-Amino-2-methylnaphthalene
157 15.60 15.80 16.00 16.20
m/z 158.15 8.97%
5000
128
ol 2739 51 65 77 89 102 115 {140
s e f I e L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15 60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036289.D

Acq On : 11 Aug 2018 5:54

Operator : JU/SJ

Sample - J4413-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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.
23.28 11.45 ng 239787 Perylene-di12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 68
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 3403 (23.281 min): BG036289.D (-3394) (-) m/z 69.15 100.00%
69
5000 ‘\
T s 2300 2320 23,40 2360
191 : : : -
ol J,-'. ! .-ll G d (161 T 217 257281 341367 | ‘m/z 81.15 52.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
60
5000 LI SRR SRR BN B
a1 23.00 23.20 23.40 23.60
% o m/z 41.15 21.02%
miuﬂWHM%ﬁum@ﬁm@W.
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
23.00 23.20 23.40 23.60
5000 m/z 95.25 16.90%
41
’ 95 137
oLl L L7 | 163 191 247 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 23.00 23.20 23.40 23.60
m/z 68.15 16.03%
5000 41
93
oLl 12 oy msom s
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036289.D

Acq On : 11 Aug 2018 5:54

Operator : JU/SJ

Sample - J4413-02

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .54 7.54 63.2 ng 471743 1 8.01 149289 20.0
Triethyl citrate 15.92 5.1 ng 75692 3 14.63 296695 20.0
Squalene 23.28 11.4 ng 239787 6 24.83 418867 20.0
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