LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 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 F\METHODS\8270-BF061918 .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 5.149 475 478 492 rBB 36997 43050 1.49% 0.349%
2 5.566 546 549 572 rBV 283831 319396 11.02% 2.592%
3 6.572 717 720 733 rBV 288627 341003 11.76% 2.767%
4 6.707 739 743 748 rBV 351599 338839 11.69% 2.750%
5 6.925 777 780 788 rBV 396434 356843 12.31% 2.896%
6 7.084 803 807 816 rVB 309017 267565 9.23% 2.171%
7 7.495 873 877 886 rBV 191074 211428 7.29% 1.716%
8 8.213 995 999 1004 rBV 519412 447464 15.44% 3.631%
9 8.784 1091 1096 1102 rBvV2 30221 32875 1.13% 0.267%
10 9.284 1178 1181 1189 rBV 404584 399644 13.79% 3.243%
11 9.348 1189 1192 1196 rBV 48525 44325 1.53% 0.360%
12 9.684 1243 1249 1252 rBV 83578 99081 3.42% 0.804%
13 9.883 1278 1283 1287 rBV 63949 61500 2.12% 0.499%
14 9.978 1295 1299 1303 rVB 520191 463758 16.00% 3.763%
15 10.383 1364 1368 1370 rBvV 87780 69522 2.40% 0.564%
16 10.601 1400 1405 1408 rBvV 39376 44902 1.55% 0.364%

17 10.778 1431 1435 1440 rBV 178000 180782 6.24% 1.467%
18 10.854 1445 1448 1453 rBV 88021 101482 3.50% 0.824%

19 11.307 1521 1525 1527 rBV 76309 62358 2.15% 0.506%
20 11.336 1527 1530 1536 rVB2 33667 36771 1.27% 0.298%
21 11.472 1550 1553 1557 rBV 457703 439362 15.16% 3.565%
22 11.730 1595 1597 1601 rBV 57339 49868 1.72% 0.405%
23 11.842 1612 1616 1619 rVB 1278940 1102126 38.02% 8.944%
24 12.142 1664 1667 1669 rBV 52198 42083 1.45% 0.342%

25 12.536 1729 1734 1736 rBV 2003688 2898762 100.00% 23.524%

26 12.560 1736 1738 1744 rVV2 1875690 1859463 64.15% 15.090%
27 12.636 1747 1751 1754 rVvV 578709 519387 17.92% 4._.215%

28 12.701 1759 1762 1767 rBV 19695 36106 1.25% 0.293%
29 12.907 1794 1797 1799 rBV2 32498 31499 1.09% 0.256%
30 12.930 1799 1801 1807 rVB2 41545 43892 1.51% 0.356%
31 13.060 1819 1823 1825 rBV 395837 346429 11.95% 2.811%
32 13.236 1848 1853 1855 rBv4 38721 56323 1.94% 0.457%
33 13.360 1871 1874 1877 rBV2 67991 64764 2.23% 0.526%
34 14.030 1985 1988 1991 rBV 58702 55763 1.92% 0.453%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.136 2002 2006 2009 rBV 467671 464070 16.01% 3.766%
36 14.560 2076 2078 2082 rBV5 36197 50816 1.75% 0.412%
37 15.677 2264 2268 2277 rVB 264729 339532 11.71% 2.755%

Sum of corrected areas: 12322833
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\

BF107345.D

12 Jul 2018 18:01

JussJ

J3828-03 5X

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.15 2.41 ng 43050 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Silane. trimethvl- 74 C3H10Si 000993-07-7 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 478 (5.149 min): BF107345.D (-475) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 LA R R
| 83.0 | 480 5.00 5.20 5.40
o | i e e e m/z 59.00 62.94%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL I I B
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 20.99%
'”I'”'I”"P'”Pﬂ"ﬁw"W"JI"”I'”'?iq'l”'km”"P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 15.06%
101.0
150 310 %80 690 860
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #799: Silane, trimethyl- R e R
54.0 480 5.00 5.20 5.40
m/z 41.00 9.49%
5000 73.0
43.0
29.0
“'%q'w}??w"mt“'rh'w“““r“'w'“'l“'w"“l“'w' LA L R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.71 Concentration Rank 5

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

6.71 18.99 ng 338839 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 743 (6.707 min): BF107345.D (-739) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 500 || gue Tou ok ok 750
R L B T e N m/z 68.10 38.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 PPN
M0 530 . m/z 134.00 32.55%
‘ ‘ 79.0 '
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono oo a0 680 b0 |
5000 m/z 66.00 22 .90%
31.0 51.0
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole  Em e e EREARRmREY
132.0 6.40 6.60 6.80 7.00

m/z 69.10 14 .92%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecane Concentration Rank 11

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

9.88 2.65 ng 61500 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 80
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 64

Abundance Scan 1282 (9.878 min): BF107345.D (-1278) (-) m/z 57.05 100.00%
5%.0

5000

9.60 9.80 10.00 10.20
m/z 43.05 70.03%

39 113.1

1451  173.1 193.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
5000 LA L L L L L L L
85.0 9.60 9.80 10.00 10.20
29.0 m/z 71.10 58.75%
\‘ ‘ [ - 113 0 _ 1410 1690 212.0
“'|“"w"w"”|'“'|“"w"'"“ R EEREEEERE SR
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
R R ARREE SRR RS
9.60 9.80 10.00 10.20
5000 m/z 85.10 35.70%
85.0
29.0
113.0 1410 169.0 197.0 226.0
T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0 9.60 9.80 10.00 10.20
m/z 41.00 33.53%
5000 85.0
29.0
“ | | 1130 140 1690 1980

m/z--> 60 80 100 120 140 160 180 200 220 9.60 980 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.38 3.00 ng 69522 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Pentadecane 212 C15H32 000629-62-9 87
4 Hexadecane 226 Cl16H34 000544-76-3 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1367 (10.378 min): BF107345.D (-1364) (-) m/z 57.05 100.00%
57.0
5000
091 s 10,00 10120 1040 1060
e 0, | m/z 43.05 67.15%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 ULV
10,00 1020 10.40 10.60
m/z 71.05 61.17%
270\ | hgﬂo‘ 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 85.05 36.83%
27.0 90 1410 1830 250 2820
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane R R R E R S s
57.0 10.00 10.20 10.40 10.60
m/z 41.00 32.44%
5000
m/z--> 50 1c')o 1&'30 2(')0 250 300 350 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Sulfurous acid, pentadecyl ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.85 4.62 ng 101482 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 86
Abundance Scan 1447 (10.848 min): BF107345.D (-1445) (-) m/z 57.05 100.00%
57.0
5000 85.1
J
125.1 159.1 10.60 10.80 11.00 11.20
— e m/z 43.00 69.59%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
J
5000 IR BRI SO SO B
10.60 10.80 11.00 11.20
m/z 71.10 63.74%
270/ | | %990 14101600 2110 2530 2050 337.0 3800
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
10,60 10.80 11.00 11.20
5000 85.0 m/z 85.10 41.24%

113.0 155.0 210.0

|
m/z--> 50 100 150 200 250 300 350

Abundance #83023: Hexadecane BRI S
57.0 10.60 10.80 11.00 11.20
m/z 41.00 36.40%
5000
99.0

2000 || | 4 I, 141.0169.01980226.0
— A R R AR EAR R
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20

8270-BF061918_.M Fri Jul 13 12:32:43 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.31 2.84 ng 62358 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Tritetracontane 605 C43H88 007098-21-7 90
Abundance Scan 1526 (11.313 min): BF107345.D (-1521) (-) m/z 57.10 100.00%
57.1
5000 8.0
\ memlm1 11.00 11.20 11.40 11.60
—L L 'll' L | m/z 43.00 68.47%
m/z--> 50 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 S SR SRR UL
85.0 11.00 11.20 11.40 11.60
m/z 71.05 66 .74%
L L 3 014101600197 0225,025.0281.0_923,0351.0980.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
11.00 11.20 11.40 11.60
5000 85.0 m/z 85.05 51.95%
29.0
113.0141.0169.0197.0225.0253.0281.0309.0338.0
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane R m e
57.0 11.00 11.20 11.40 11.60
m/z 41.00 24 .38%
5000 85.0
29.0
| “| i Jﬂ13 141.0169.0197.0225,0254.0
T

m/z--> 50 100 150 200 250 300 350 11.00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.27 ng 49868 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1597 (11.730 min): BF107345.D (-1595) (-) m/z 57.05 100.00%
57.0
5000
131 e, 11140 1160 1180 12,00
L RS S s p e L S p s m/z 43.05 71.11%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000

11.40 11.60 11.80 12.00
m/z 71.05 68.90%

Hﬂ” 0 169.0 225.0 281.0 337.0 393.0 463.0 5610 615.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

11.40 11.60 11.80 12.00
5000 m/z 85.05 45 _33%

113.0 169.0 225, o 281. o 380 0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83023: Hexadecane e R EIM M e
57.0 11.40 11.60 11.80 12.00

m/z 41.05 27 .25%

5000

113.0 169.0 226.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11.40 11.60 11.80 12.00

8270-BF061918_.M Fri Jul 13 12:32:44 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.84 50.17 ng 1102130 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 1616 (11.842 min): BF107345.D (-1612) (-) m/z 74.10 100.00%
741
5000
43.0
| | 1p1 2212 1160 1180 1200 1270
97.1 185.2 270.3 : : : :
,....',|'...:|', A ':...','...1.2,1.}..,|...1.‘,3?.’f..,.'...',....,....',-....,...., m/z 87.10 73.24%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 L SRR AN SURIRN N
43.0 11.60 11.80 12.00 12.20
143.0 m/z 43.05 29.94%
“ | 1010 1 1710 199.0 227.0 270.0
> % a0 6o 8 1% 1% 10 10 150 506 530 240 o
Abundance
74.0
1160 11.80 12,00 12.20
5000 43.0 m/z 55.05 25.14%
97.0 1370 1430 1850 227 0 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate IEEE N EE R L e
74.0 11.60 11.80 12.00 12.20
m/z 41.05 20.91%
5000
43.0
| L] 10001910 1430 174 1890, 220 -
m/z--> 25 40 60 80 100 120 140 160 180 200 220 250 260 1160 11.80 12.00 12.20

8270-BF061918_.M Fri Jul 13 12:32:45 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.54 131.95 ng 2898760 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 97
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 97
Abundance Scan 1735 (12.542 min): BF107345.D (-1729) (-) m/z 67.05 100.00%

67.0

5000] 41.0

1782 2002 2633 2943 12.20 12.40 12.60 12.80
m/z 81.05 91.95%

1231 1501

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

5000 L L e )
12.20 12.40 12.60 12.80
m/z 55.05 63.12%
W, 1L 1230 149.0 175 262.0 294.0
AR AREas
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 e e R
95.0 12.20 12.40 12.60 12.80
5000 m/z 95.05 61.57%

123.0

1500 1780  pp30 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T AT
410 67.0 12.20 12.40 12.60 12.80
m/z 41.05 46.67%

5000 95.0
294.0
‘ h 12\f.0\l\ ?-5?0 I 178.0 220.0 26§0 ‘

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF061918_.M Fri Jul 13 12:32:45 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.56 84 .64 ng 1859460 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 97
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 95
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 89

Abundance Scan 1738 (12.560 min): BF107345.D (-1736) (-) m/z 55.05 100.00%

|

12 20 12. 40 12 60 12. 80
m/z 69.10 73 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 /‘,LA

5000

Abundance #141288: 16-Octadecenoic acid, methyl ester

5000

12.20 12.40 12.60 12.80
29.0 264.0 m/z 74.10 72.35%
" 1380 1800 2220 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
e e b
12.20 12.40 12.60 12.80
5000 83.0 m/z 83.10 65.27%
111.0 264.0
29.0 137.0 180.0 222.0 296.0
mmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester TP T T T T T
12 20 12. 40 12 60 12. 80
m/z 41.10 62.92%
5000

296.0 ﬁ{ﬂ

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

180.0 222.0

8270-BF061918_.M Fri Jul 13 12:32:46 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.64 23.64 ng 519387 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
4 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 1752 (12.642 min): BF107345.D (-1747) (-) m/z 74.00 100.00%
74.0
5000
43.0 143.1 255.3 NN V| B
“ | fror | 1711 19?'1 226.1 298.3 12.40 12.60 12.80 13.00
...,....,....',..'..,'.!..l,'..-.-.,..'..,....-,....,.'...i...'.,.-...,t....',.'.l..,....l,.. m/z 87.10 76.24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74.0
5000 LRI IR UL SO B
43.0 12.40 12.60 12.80 13.00
143.0 m/z 43.00 29.02%
97.0
e ATL0 00 g7 550 2980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
12.40 12.60 12.80 13.00
5000 m/z 143.10 25.77%
43.0
143.0
WWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methy! ester R EEE L e R
74.0 12.40 12.60 12.80 13.00
m/z 255.30 25.54%
5000
43.0
143.0
Lo T 1710 2900 270 2100
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 2éo 300 12.40 12.60 12.80 13.00

8270-BF061918_.M Fri Jul 13 12:32:46 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.24 2.43 ng 56323 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..1ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 90
2 Methvyl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 83
3 4.4-Diallvl-cvclohex-2-enone 176 C12H160 1000186-50-1 55
4 1(2H)-Pentalenone. hexahvdro-5-m... 150 C10H140 120587-85-1 53
5 4-Hexadecen-6-yne, (E)- 220 C16H28 074744-51-7 53
Abundance Scan 1854 (13.242 min): BF107345.D (-1848) (-) m/z 93.10 100.00%
931 292.3
240.1
5000 67.0 T
7. 136.1
39.0 59,1 185.1 v
e[l 13.00 13.20 13.40 13.60
il e m/z 79.00 80.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
. 292.0

5000 R
55.0 13.00 13.20 13.40 13.60

m/z 292_.30 79 .05%

189.0 221.0 261.0

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

79.0

13.00 13.20 13.40 13.60
5000 55.0 m/z 91.00 72.68%

105.0 292.0
135.0 175.0

222.0 249.0

Tmﬂmmmwmwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42525: 4,4-Diallyl-cyclohex-2-enone s B L R
13.00 13.20 13.40 13.60

m/z 240.10 63.77%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF061918_.M Fri Jul 13 12:32:47 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Heptadecanoic acid, methyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.36 2.79 ng 64764 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 94
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
3 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 87
4 Eicosanoic acid. methyl ester 326 C21H4202 001120-28-1 83
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81

Abundance Scan 1874 (13.360 min): BF107345.D (-1871) (-) m/z 74.00 100.00%

74.0

5000

13.00 13.20 13.40 13.60
m/z 87.10  73.50%

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

Abundance #131299: Heptadecanoic acid, methyl ester
74.0
5000
43.0 13.00 13.20 13.40 13.60
284.0 m/z 43.00 34.43%
‘ ‘ 101 0 143 0 8 0 241.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
I s B o
13.00 13.20 13.40 13.60
5000 m/z 55.00 24 .98%
43.0
143.0 284.0
241.0
98.0 185.0 213.0
mmﬁmmmmrrmﬂmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131320: Hexadecanoic acid, 14-methyl-, methy! ester L B o
74.0 13.00 13.20 13.40 13.60
m/z 75.00 22.18%
5000
143.0
1o ‘ 199.0 241.0 284.0
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

8270-BF061918_.M Fri Jul 13 12:32:47 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Docosanoic acid, methyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.03 2.40 ng 55763 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 97
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
3 Octadecanoic acid. 17-methvl-. m... 312 C20H4002 055124-97-5 90
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 81
5 Methyl stearate 298 C19H3802 000112-61-8 72

Abundance Scan 1988 (14.030 min): BF107345.D (-1985) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 I N | U
199.1 5og 1255.2 13.80 14.00 14.20 14.40
g . m/z 86.95 66.97%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000
13.80 14.00 14.20 14.40
143.0 m/z 43.00 35.73%
150/ | | || 1010 471 0199.0297.0255.0083,03120  *>*C
m/z--> éo 160 150 260 250 360 3éo
Abundance
74.0
" 1380 14.00 14.20 14.40
5000 43.0 m/z 55.00 29.45%
143.0 312.0
15,0 101.0 171.0199.0 24702690
m/z--> L 'éol - 160" ' ﬁéo" "260" "250" "360" "350
Abundance #154977: Octadecanoic acid, 17-methyl-, methyl ester T
74.0 13.80 14.00 14.20 14.40
m/z 57.05 27 .33%
43.0
5000
143.0 312.0
15M0\h L} ‘\‘ \‘Ji \J\\ u:‘L?‘ L \ \17;0\19\90\2270 200
m/z--> éo 160 1éo 260 250 360 3éo 13%0 1£oo 1450 1!40

8270-BF061918 .M Fri

Jul 13 12:32:48 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107345.D

Aca On 12 Jul 2018 18:01

Operator : JU/SJ

Sample : J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 unknownl4.56 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.19 ng 50816 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chrvsene. 1-methvl- 242 C19H14 003351-28-8 47
2 Benzolclphenanthrene. 3-methvl- 242 C19H14 002381-19-3 25
3 Dodecane 170 C12H26 000112-40-3 25
4 Nonanoic acid. 2.2.3.3.4.4.4-hep... 340 C13H19F702 1000376-65-8 18
5 Hexadecane 226 C16H34 000544-76-3 15

Abundance Scan 2078 (14.560 min): BF107345.D (-2076) (-) m/z 57.05 100.00%

242.1
5000

4, 309.2334.2 14.20 14.40 14.60 14.80
m/z 71.10 60.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #96037: Chrysene, 1-methyl-
242.0
5000 LA L L L L L L I
14.20 14.40 14.60 14.80
0
120.0 m/z 43.00 58.51%
63.0 950 | 150.0 187.0215.0 M
T T e T P [ [ [T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
242.0
R SRR
14.20 14.40 14.60 14.80
5000 m/z 242.05 56.33%

120.0
44.0 69.0 94.0 150.0 187.0213.0

USRNSSR SARAS BARAR SRR RARAE SRS SRR SRS BARAN DAL BARA SARN AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38316: Dodecane  EmRRE L
43.0 14.20 14.40 14.60 14.80
m/z 41.00 40.44%

71.0
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14. 40 14 60 14.80

8270-BF061918_.M Fri Jul 13 12:32:48 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071218\
Data File : BF107345.D

Acq On 12 Jul 2018 18:01

Operator : JU/SJ

Sample - J3828-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.15 2.4 ng 43050 1 6.92 356843 20.0
unknown6.71 6.71 19.0 ng 338839 1 6.92 356843 20.0
Pentadecane 9.88 2.6 ng 61500 3 9.98 463758 20.0
Heptacosane 10.38 3.0 ng 69522 3 9.98 463758 20.0
Sulfurous acid, p-... 10.85 4.6 ng 101482 4 11.47 439362 20.0
Tetracosane 11.31 2.8 ng 62358 4 11.47 439362 20.0
Tetratetracontane 11.73 2.3 ng 49868 4 11.47 439362 20.0
Hexadecanoic acid... 11.84 50.2 ng 1102130 4 11.47 439362 20.0
9,12-Octadecadien... 12.54 131.9 ng 2898760 4 11.47 439362 20.0
16-Octadecenoic a... 12.56 84.6 ng 1859460 4 11.47 439362 20.0
Methyl stearate 12.64 23.6 ng 519387 4 11.47 439362 20.0
Methyl 9.cis.,11.... 13.24 2.4 ng 56323 5 14.14 464070 20.0
Heptadecanoic aci... 13.36 2.8 ng 64764 5 14.14 464070 20.0
Docosanoic acid, ... 14.03 2.4 ng 55763 5 14.14 464070 20.0
unknownl14 .56 14.56 2.2 ng 50816 5 14.14 464070 20.0
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