LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample : J1404-03 2X

Misc :

ALS Vial : 15 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:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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
1 2.122 3 6 24 rVB 536350 832244 12.74% 2.121%
2 5.493 575 579 588 rBV 2339759 2135861 32.70% 5.443%
3 6.498 746 750 762 rBV 2117093 2141505 32.79% 5.457%
4 6.645 771 775 778 rBV 2409187 2143628 32.82% 5.463%
5 6.875 810 814 818 rBV 1336952 1071598 16.41% 2.731%
6 7.034 837 841 844 rBV 1737400 1569279 24.03% 3.999%
7 7.434 905 909 913 rBV 1370997 1309532 20.05% 3.337%
8 8.157 1029 1032 1036 rBV 1589107 1378744 21.11% 3.513%
9 9.234 1211 1215 1218 rBV 2236882 1965739 30.09% 5.009%
10 9.622 1278 1281 1288 rVB 187879 173045 2.65% 0.441%
11 9.834 1312 1317 1320 rBV 102189 85127 1.30% 0.217%
12 9.916 1327 1331 1335 rBV 1597653 1403912 21.49% 3.578%
13 10.333 1399 1402 1405 rVB 118787 92109 1.41% 0.235%

14 10.704 1461 1465 1474 rVB 1141846 1077253 16.49% 2.745%
15 10.804 1480 1482 1492 rVB 82866 109178 1.67% 0.278%

16 11.404 1580 1584 1586 rBV 1312892 1134631 17.37% 2.891%
17 11.428 1586 1588 1593 rVB2 114458 106797 1.64% 0.272%
18 11.786 1645 1649 1652 rBV 3565487 2996485 45.88% 7.636%
19 12.475 1761 1766 1768 rBV 5440395 6531813 100.00% 16.645%
20 12.498 1768 1770 1776 rVV2 5655608 5482817 83.94% 13.972%

21 12.575 1780 1783 1787 rVB 1632230 1404388 21.50% 3.579%
22 12.616 1787 1790 1794 rBV 189498 165162 2.53% 0.421%
23 12.845 1826 1829 1831 rBV 135823 112663 1.72% 0.287%
24 12.986 1849 1853 1856 rBV 1464630 1272482 19.48% 3.243%
25 13.222 1891 1893 1898 rVB3 111558 126826 1.94% 0.323%

26 13.298 1904 1906 1908 rBV 131439 106534 1.63% 0.271%
27 13.363 1915 1917 1922 rBV5 65883 75860 1.16% 0.193%
28 13.733 1976 1980 1985 rVB4 93537 137910 2.11% 0.351%
29 13.869 2000 2003 2007 rBV 213987 222691 3.41% 0.567%
30 13.969 2017 2020 2024 rBV 142688 156349 2.39% 0.398%

31 14.045 2029 2033 2036 rBV 1023427 940388 14.40% 2.396%
32 15.527 2281 2285 2293 rVB 632322 779329 11.93% 1.986%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample : J1404-03 2X

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 39241879
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF103023.D

5000000

4000000

3000000

5.49 6.65
6.50
2000000 703

6.87 7.43

1000000
12

e s o ESNY S

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF103023.D

5000000

4000000

3000000

9.23

2000000
8.16 9.92

10.70 11.40

1000000

9.62 9.8 10.33 0.80 11.43
A

A

O ettt e e e e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103023.D

5000000
4000000
3000000

2000000
14.05

15.53
1000000
5138

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.12 15.53 ng 832244 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 6 (2.122 min): BF103023.D (-3) (-) m/z 73.00 100.00%
7B
5000 43 /\
55
87 IIIIIIIIIIIIIII|IIII|I
37| 63 2.20 2.30 2.40 2.50
) 7 LY NS . N P NS m/z 43.00 41.42%
m/z--> 0O 10 20 30 40 50 60 70 8 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 IR RARS AR RARAE RS
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 32.61%
0 %9 35 ‘M‘\ ‘ 67 || 80
LI NI SN FULELEL SR SR SR UL SURLLIL SULEL SR
m/z--> 0O 10 20 30 40 50 60 70 8 90
Abundance
73
ISR AR RARAR LA
2.20 2.30 2.40 2.50
5000 43 m/z 87.00 23.74%
58
e L L UL SR SIS IS UL UL UL SR
m/z--> 0O 10 20 30 40 50 60 70 8 90
Abundance #1995: Silane, tetramethyl- R R e e
73 2.20 2.30 2.40 2.50
m/z 41.00 13.25%
5000
43
0 2 15 29 36 || 5359 e6 | 88
Trryrrrryrrrryrrrryrrrryrrrryrrryrrrr[ 111 rrrryrroror —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v-p
m/z--> 0O 10 20 30 40 50 6 70 8 90 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 2 unknown6.65 Concentration Rank 4

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

6.65 40.01 ng 2143630 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 776 (6.651 min): BF103023.D (-771) (-) m/z 131.95 100.00%
5000
68
40 % J 640 6.60 6.80 7.00
54 - - - -
o qrer | asus o m/z 134.00  34.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR IS U R
6.40 6.60 6.80 7.00
2 51 78 m/z 67.95 31.81%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
S BARSE RARSS RS A
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.29%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 13.56%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 52.82 ng 2996490 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1650 (11.792 min): BF103023.D (-1645) (-) m/z 73.95 100.00%
7
87
5000
43
| 7 09| 221 11140 1160 1180 12,00 1250
101415 171185199 241 555 270 ' ' ' : :
ohr et ol .~.|'..,':!..','..~.~.,....,|. AT RIS | Aess 20 | h/z  87.00 73.26%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 SRR SUMIRN BN SR B
43 11:40 11.60 11.80 12.00 12.20
7 143 m/z 43.00 31.72%
. TM ‘ﬂ n 10195129 | 157171185199213227241 270
miz-> 20 Jo 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
87 11.40 11.60 11.80 12.00 12.20
5000 43 m/z 55.00 28.92%
29 | 57 143
o 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate REAREEEERE LR ey
74 11.40 11.60 11.80 12.00 12.20
m/z 41.00 23.64%
87
5000
43
29 7
OTMmmmmmmmm 242
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11:40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 5 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.47 115.14 ng 6531810 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1765 (12.469 min): BF103023.D (-1761) (-) m/z 67.00 100.00%

67
5000

135150

12 20 12. 40 12 60 12. 80

178 196 220 245263 294 318

(o} m/z 81.00 81.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
5000 LA L L L B L L LB
12 20 12. 40 12 60 12. 80
m/z 55.00 75.02%
ol 135150 478 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
67
a1 e A Rmmma
95 12.20 12.40 12.60 12.80
5000 m/z 95.05 53.72%
110 294
136 263
ol.26 164179195 220237 | 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester L SARRREE R
6) 12.20 12.40 12.60 12.80
41 m/z 41.00 53.38%
95
5000
4o 135150
ol2 178 223 263379294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12 60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 6 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.50 96.64 ng 5482820 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 96
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 96
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 94

Abundance Scan 1770 (12.498 min): BF103023.D (-1768) (-) m/z 55.00 100.00%

41 74

5000

_%

12.20 12.40 12.60 12.80
m/z 69.05 60.06%

222 264
ol 246

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

125 141 166180194

é;:EE==_

5000 LIS L L L L L L L L LB LB
12.20 12.40 12.60 12.80
) - m/z 74.00 59.68%
0 “ ‘ 138152 180 207 236 278 206
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
S R s
41 74 12.20 12.40 12.60 12.80
5000 m/z 41.00 53.68%
97
264
111
o 2f 138152 180 07222934 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester T e
12.20 12.40 12.60 12.80
m/z 83.10 49.91%
5000
11 264
o 2 138152 180 ;222,54 278 296

! I I I 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 7 11-Octadecenoic acid, methy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.22 2.70 ng 126826 Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 89
2 Methyl 13-eicosenoate 324 C21H4002 1000336-48-4 86
3 Ethyl 9-hexadecenoate 282 C18H3402 054546-22-4 78
4 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 78
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 78
Abundance Scan 1893 (13.222 min): BF103023.D (-1891) (-) m/z 55.00 100.00%

83

5000

13.00 13.20 13.40 13.60
m/z 83.00 73.74%

177 201220 247267 292 3p4

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141291: 11-Octadecenoic acid, methyl ester

13.IOO 13!20 13.I4O 13.I60
m/z 41.00 71.55%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
N L N EREEE R
13.00 13.20 13.40 13.60
5000 a3 m/z 69.00 65.90%
292
111
138 166185 29805 2%0 574 324

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #129343: Ethyl 9-hexadecenoate A L R REmms e
13.00 13.20 13.40 13.60

m/z 74.00 50.99%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 8 Heptadecanoic acid, methyl ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.30 2.27 ng 106534 Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 97
2 Methyl stearate 298 C19H3802 000112-61-8 95
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 93
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 91
Abundance Scan 1906 (13.298 min): BF103023.D (-1904) (-) m/z 73.95 100.00%
74
43
5000
143

13.00 13.20 13.40 13.60

168185201218 245263 283 326
o 308 m/z 87.00 78.25
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131299: Heptadecanoic acid, methyl ester
74
5000 LA L L L L L L L LB
43 13. 00 13. 20 13. 40 13. 60
284 m/z 43.00 52.16%
97 143 241
026 | 19T 115 163 185 213 “Masy
R R Eaaa e e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
e I B
13.00 13.20 13.40 13.60
5000 m/z 55.00 38.72%
43
143
o 97 115 171 199 227 255 298
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methy! ester R R B
74 13.00 13.20 13.40 13.60
m/z 41.00 28.16%
5000
a8 143 326
283
oh12 M H 97115 | 171 199 227 255 ‘ ‘
e R RAnad aaaa e o A aaa B e e I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 9 unknownl3.73 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.93 ng 137910 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1-(b... 230 C10H15BrO 064161-50-8 46
2 Cyclopentanecarboxylic acid, 2-p... 210 C13H2202 1000154-24-8 45
3 Phenol, 2,6-dimethyl-4-nitroso- 151 C8H9NO2 013331-93-6 30
4 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 27
5 3-Methyl-6-(4-phenyl-4H-[1,2,4]t... 327 C15H13N5S2 1000297-22-6 15
Abundance Scan 1979 (13.727 min): BF103023.D (-1976) (-) m/z 81.00 100.00%
151
5000 43
9 107 237 e
134 | 1177 500000 | 258 977 300 325341 13.40 13.60 13.80 14.00
o} m/z 95.00 79.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85496: Bicyclo[2.2.1]heptan-2-one, 1-(bromomethyl)-7,7-di...
81
5000 R UL SRR UL IR
41 1340 13.60 13.80 14.00
‘ m/z 151.10 72 .40%
133
oo B i 78, 20720
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
81
151 13.40 13.60 13.80 14.00
5000 m/z 67.00 40.12%
41 59 107

135 179 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #24892: Phenol, 2,6-dimethyl-4-nitroso- R R mamEE
151 13.40 13.60 13.80 14.00
m/z 43.00 38.82%
39
5000 134
77
106
0 R e EEmEE m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 10 Fumaric acid, 2-chloropropy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.74 ng 222691 Chrysene-di2 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid, 2-chloropropyl dod... 360 C19H33CI04 1000348-57-0 98
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 2003 (13.869 min): BF103023.D (-2000) (-) m/z 57.00 100.00%
7
83
5000 11
SR AR SUNRILA SR SR
3 139 172 230248 302 13.60 13.80 14.00 14.20
o LA 172 20723028 0 302325346 ottt 0 89 230
m/z--> 50 100 150 200 250 300 350
Abundance #190526: Fumaric acid, 2-chloropropy! dodecyl ester
69 | 97 117
43
5000 175193 267 L S UL L I
13.60 13.80 14.00 14.20
153 ‘ m/z 43.00 86.89%
o) HI ‘I‘\ I\‘ “ ‘ \“HH‘\\ M“\ ‘\ \‘\ “\ L ‘: ?25 \2%7 : 2|8|5| |3|2|5 : |3§O| :
m/z--> 50 250 300 350
Abundance
57
97 SR AR SUNILA SRR SR
13.60 13.80 14.00 14.20
5000 m/z 83.00 73.38%
125
29
0 77 154 177196 224 269 370 kyu“w~,wufuwwAkvﬂwvwwﬂ”””"*
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester LI o o B
57 13.60 13.80 14.00 14.20
83 m/z 69.00 67.91%
- T VMAAW}¢MMAWJMA¢wa«Jmmwdmw
29
ol L, IJ ,‘,LI L1123 165182 20 3725 356
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample - J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 11 Methyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.33 ng 156349 Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 95
3 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 93
4 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
5 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 90
Abundance Scan 2020 (13.969 min): BF103023.D (-2017) (-) m/z 74.00 100.00%
7
43
5000
171 199 255 311, a3 13.60 13.80 14.00 14.20
ol PR LB S0 Tm/z 87.00  77.39%
m/z--> 50 100 150 200 250 300 350
Abundance #143126: Methyl stearate
74
5000 RUUNUARU BRI U
43 13.60 13.80 14.00 14.20
143 m/z 43.00 55.13%
‘ M 97 ‘ 199 255 298
0 ?-5| \I ‘:‘ I\‘I \‘;\ |““‘|“‘|‘ :IIT;I'IG‘I |‘|‘|1|71|‘| ‘l |‘?2|7|‘ |" \I — i T
m/z--> 50 100 150 200 250 300 350
Abundance
74
43 13.60 13.80 14.00 14.20
5000 m/z 57.00 34 .53%
143
oL %116 " 171 199 pp7 255 pg3 311 O
m/z--> 50 100 150 200 250 300 350 '
Abundance #177152: Heneicosanoic acid, methyl ester L BT o e
74 13.60 13.80 14.00 14.20
m/z 55.00 32.77%
5000 43
143 340
97 297
0 15 | “ ‘J \h JI \L\ 116\ ‘ 171\19\9219 24111 \269
m/z--> 50 100 150 200 250 300 350 ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103023.D

Acq On : 15 Feb 2018 17:48

Operator : SJ/JU

Sample : J1404-03 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_M
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]
Butane, 2-methoxy... 2.12 15.5 ng 832244 1 6.87 1071600 20.0
unknown6 .65 6.65 40.0 ng 2143630 1 6.87 1071600 20.0
Hexadecanoic acid... 11.79 52.8 ng 2996490 4 11.40 1134630 20.0
9,12-Octadecadien... 12.47 115.1 ng 6531810 4 11.40 1134630 20.0
15-Octadecenoic a... 12.50 96.6 ng 5482820 4 11.40 1134630 20.0
11-Octadecenoic a... 13.22 2.7 ng 126826 5 14.05 940388 20.0
Heptadecanoic aci... 13.30 2.3 ng 106534 5 14.05 940388 20.0
unknownl13.73 13.73 2.9 ng 137910 5 14.05 940388 20.0
Fumaric acid, 2-c... 13.87 4.7 ng 222691 5 14.05 940388 20.0
Methyl stearate 13.97 3.3 ng 156349 5 14.05 940388 20.0
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