LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 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-BF112618.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

2.216 18 22 33 rvB 42785 66081 6.13% 0.740%
5.175 522 525 532 rBvV2 8164 15476 1.44% 0.173%
622 rBvY 389230 565219 52.47% 6.329%
6.563 758 761 782 rBV 406469 621440 57.69% 6.959%
6.710 782 786 797 rVB 616469 609679 56.60% 6.827%
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6.940 821 825 839 rVB 337204 348424 32.34% 3.901%
7.092 847 851 873 rBV 469628 455232 42.26% 5.097%
942 rBV 213373 327263 30.38% 3.665%
8.222 1039 1043 1061 rBV 337474 407050 37.79% 4 _.558%
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1 9.292 1221 1225 1234 rBV 579750 557568 51.76% 6.243%
11 9.692 1286 1293 1303 rVB 50764 59829 5.55% 0.670%
12 9.980 1338 1342 1353 rVB 417779 384827 35.72% 4 _.309%
13 10.386 1408 1411 1414 rBV 16870 13370 1.24% 0.150%
14 10.780 1474 1478 1489 rBV 239731 283396 26.31% 3.173%
15 10.857 1489 1491 1497 rVB 14836 16464 1.53% 0.184%
16 11.304 1564 1567 1570 rBV 13993 12790 1.19% 0.143%
17 11.480 1593 1597 1607 rVB 329487 383610 35.61% 4._.295%
18 11.733 1637 1640 1643 rBV2 16378 12621 1.17% 0.141%
19 11.839 1654 1658 1661 rBV 268402 210462 19.54% 2.357%
20 11.980 1677 1682 1686 rBV3 20867 30630 2.84% 0.343%

21 12.527 1771 1775 1777 rBV 1253919 1077244 100.00% 12.062%
22 12.545 1777 1778 1785 rvv2 707330 657562 61.04% 7.363%

23 12.627 1789 1792 1796 rVV 106068 96329 8.94% 1.079%
24 12.704 1801 1805 1810 rBV 47853 56422 5.24% 0.632%
25 12.869 1828 1833 1837 rBV3 35565 35976 3.34% 0.403%
26 12.904 1837 1839 1842 rBV2 18090 19894 1.85% 0.223%
27 12.933 1842 1844 1849 rVB 49728 46585 4._.32% 0.522%
28 13.057 1862 1865 1874 rBV 580473 495677 46.01% 5.550%
29 13.198 1886 1889 1891 rBV2 29849 32519 3.02% 0.364%
30 13.263 1897 1900 1902 rBV2 21408 22672 2.10% 0.254%
31 13.357 1913 1916 1919 rBV2 16569 17565 1.63% 0.197%
32 13.604 1955 1958 1960 rBV 24726 23682 2.20% 0.265%
33 13.933 2011 2014 2021 rVB2 42830 52834 4_90% 0.592%

34 14.133 2044 2048 2052 rBV 292848 314299 29.18% 3.519%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 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\HPCHEM1\BNA F\METHODS\8270-BF112618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.245 2065 2067 2071 rVB 38751 29973 2.78% 0.336%
36 14.551 2117 2119 2124 rVB 42580 35609 3.31% 0.399%
37 14.868 2170 2173 2175 rBV 56861 53425 4._.96% 0.598%
38 15.215 2229 2232 2237 rBV2 69841 79801 7.41% 0.894%

39 15.610 2296 2299 2305 rVB2 78794 103681 9.62% 1.161%
40 15.674 2306 2310 2318 rVB2 133745 209032 19.40% 2.341%
41 16.062 2373 2376 2382 rVB 62388 88369 8.20% 0.990%

Sum of corrected areas: 8930581
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110978.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

2.22 3.79 ng 66081 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 28
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 23 (2.222 min): BF110978.D (-18) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 87.0
| 2.20 2.30 2.40 2.50 2.60
O+t e bbb | M/Z 43.00  42.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 590 2.20 2.30 2.40 2.50 2.60
970 ‘ 87.0 m/z 55.00 28.75%
0 '"|""|"'“h“"'|!'L'|'“' 'Fgo"“'I"I""I"'%q%q"l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
450 55.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.00 27 .47%
270
15.0 M \ “ 810
0"'I"”I'"W""I”"I'”'I"'W""I”"I'”'I"'W
m/z--> 10 20 40 50 70 80 90 100
Abundance #1877: Acetamlde, N-ethyl-
30.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 13.36%
5000 43.0 87.0
15.0
0 il | sios90 "3
m/z--> 10 20 30 4'0 50 6|0 70 80 9'0 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2

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

6.71 35.00 ng 609679 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 786 (6.710 min): BF110978.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1
ISR S A
401 540 | 96.0 6.40 6.60 6.80 7.00
Ottt 8L 2960 W m/z 68.10 38.02%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR SRR AN SRR

6.40 6.60 6.80 7.00
m/z 134.00 32.72%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R REEEEEEEEEEE S
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.83%
41.0 97.0
‘ 79.0 117.0
0““‘1070“
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.04%
104.0
5000
51.0 77.0
39.0 65.0 ‘ 91.0 115.0
o N PV [ PO Y P N /N WIS
m/z--> 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\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.84 10.97 ng 210462 Phenanthrene-d10 11.48
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 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1658 (11.839 min): BF110978.D (-1654) (-) m/z 74.00 100.00%
74.0
5000 43.0
1160 11.80 12,00 12.20
o} m/z 87.00 77 .25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LR B S I SR
43.0 11,60 11.80 12.00 12.20
143.0 m/z 43.05 38.04%
| 101.0 | 1710 199.0 227.0 270.0
O e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1160 11.80 12,00 12.20
5000 43.0 270.0 m/z 55.05 29.22%
‘ ‘ 97.0 185.0
0 ...,.‘.‘..‘,‘...“l‘,.‘.. ‘.l..,....,....,.... BRI ""‘I""I""'I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107597: Pentadecanoic acid, methy! ester T T T
74.0 11.60 11.80 12.00 12.20
m/z 41.05 28.68%
5000
43.0
143.0
o150, H 50 aao” T 1850 2O 2560
m/z--> 20 Jo éo 80 100 120 150 160 180 200 220 240 2éo ' 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 9,12-Octadecadienoic acid, ... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.53 56.16 ng 1077240 Phenanthrene-d10 11.48
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 (Z.2)-... 294 C19H3402 000112-63-0 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1775 (12.527 min): BF110978.D (-1771) (-) m/z 67.05 100.00%
67.0
410
5000
1231 1501 1781 2061 pa4p 2632 2042 12.20 12.40 12.60 12.80
Ol 2 : m/z 81.05 84.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
410 67.0
5000 LIS L L L L L B BB |
12.20 12.40 12.60 12.80
m/z 55.10 70.33%
ol 123.0 1490 4759 2620 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
T T A
12.20 12.40 12.60 12.80
5000 m/z 41.05 57.83%
294.0
123.0
150.0 178.0 220.0 263.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester RR R R e AR
67.0 12.20 12.40 12.60 12.80
m/z 95.05 55.64%
5000
ol R e B EE
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 13-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.55 34.28 ng 657562 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 98
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 97
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 96
Abundance Scan 1779 (12.551 min): BF110978.D (-1777) (-) m/z 55.10 100.00%
1
5000
e, || 1220 1240 1260 120
o} ' m/z 41.10 76.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
5000 AR AR AR AR
12.20 12.40 12.60 12.80
29.0 111.0 264.0 m/z 69.10 54 .98%
" 1380  180.0 2220 296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester
58.0
12.20 12,40 12.60 12.80
5000 m/z 79.00 53.71%
0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester R N R R
58.0 12.20 12.40 12.60 12.80
m/z 67.00 53.43%
5000
29.0 264.0
111.0
. d | 1380 1800 2220 296.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Methyl stearate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.63 5.02 ng 96329 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 90
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 87
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
Abundance Scan 1792 (12.627 min): BF110978.D (-1789) (-) m/z 74.00 100.00%
74.0
5000
‘ \ o1 07 255.2 12,40 12,60 12:80 13.00
199.2
o.”“.”“.JLMHJ!JLwﬁpdnJ.”fZ{lu.J”.??1?.”l..”.???3 m/z 87.00 78.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143126: Methyl stearate
74.0
5000 LB UL SULILILN SRR B
43.0 1240 12.60 12.80 13.00
143.0 m/z 43.05 43.61%

o

97.0 \ 199.0 255.0  298.0
so L LIl | o0 mo e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methyl ester

74.0

12 40 12.60 12.80 13.00

5000 m/z 55.05 31.01%
43.0
143.0
97.0 2410  284.0

St b 2103200 | 36502190 2440 200

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester T A T

74.0 12. 40 12. 60 12. 80 13. 00

m/z 41.00 29 .53%

5000 43.0
Lo M0 g 2r0 oo

T NP 101 Y o O . O i A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 9,12-Octadecadienoic acid (... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.87 2.29 ng 35976 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 90
2 9.15-Octadecadienoic acid. methyv... 294 C19H3402 017309-05-6 90
3 1.E-8.Z-10-Hexadecatriene 220 C16H28 080625-33-8 83
4 Methvl 5.12-octadecadienoate 294 C19H3402 1000336-43-1 83
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 78

Abundance Scan 1833 (12.869 min): BF110978.D (-1828) (-) m/z 67.00 100.00%

67.0

5000

12.60 12.80 13.00 13.20

o} m/z 81.00 66.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

_h

5000 LA L L L L L L L
12.60 12.80 13.00 13.20
2040 m/z 95.05 45 _55%
. 178.0 220.0 263.0 :
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)-
410 670
0 L N
12.60 12.80 13.00 13.20
5000 95.0 m/z 41.00 42 .05%
123.0 150.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77681: 1,E-8,Z-10-Hexadecatriene R e A BER RN N R R
67.0 12.60 12.80 13.00 13.20
m/z 55.05 40.71%
41.0
5000

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 9 unknownl13.20 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.20 2.07 ng 32519 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 43
2 11.14.17-Eicosatrienoic acid. me... 320 C21H3602 055682-88-7 43
3 9.12.15-Octadecatrienoic acid. (... 278 C18H3002 000463-40-1 43
4 Methyl 8.11.14.17-eicosatetraenoate 318 C21H3402 1000336-47-0 35
5 4-Nonyne 124 CO9H16 020184-91-2 27
Abundance Scan 1889 (13.198 min): BF110978.D (-1886) (-) m/z 67.00 100.00%
67.0
95.0
41.1
5000

12.80 13.00 13.20 13.40 13.60

0 | m/z 95.00 62.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138096: 9,12,15-Octadecatrienoic acid, methyl ester, (Z,Z,2)
79.0

12.I80 13.IOO 13!20 13.I40 13!60
m/z 79.05 62.36%

5000

o 163.0 191.0 236.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161573: 11,14,17-Eicosatrienoic acid, methyl ester

12.80 13.00 13.20 13.40 13.60
m/z 81.10 57.86%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126110: 9,12,15-Octadecatrienoic acid, (Z,Z,2)- N e o
12.80 13.00 13.20 13.40 13.60
m/z 80.00 57.45%

5000

163.0 191.0 222.0 2490 278.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 1-Octadecanesulphonyl chloride Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.93 3.36 ng 52834 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 83
2 Hexadecane 226 C16H34 000544-76-3 78
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 68
4 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 64
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 64
Abundance Scan 2013 (13.927 min): BF110978.D (-2011) (-) m/z 57.10 100.00%
57.1
5000
126.0 156.1 190.0 237.1 205.1 ;I.éGIOI I1538IOI I].I40IOI I].;12IOI -
Obrrrprrr e m/z 43.10 73 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
5000 AU R UL UL
: 13.60 13.80 14.00 14.20
m/z 71.05 56 .00%
29].0 111.0133.0 161.0
Obrr—prrpr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83027: Hexadecane
57.0
13.60 13.80 14.00 14.20
5000 85.0 m/z 55.00 47 .96%
29.0
o A 0, 1410 1690 197.0 2260
m/z--> 20 40 eb 80 100 150 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester R a R mamEE L
43.0 13.60 13.80 14.00 14.20
m/z 85.10 40.08%
71.0
5000
0 L ?>9 1550 1830 2240 2530
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.55 2.27 ng 35609 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Heneicosane 296 C21H44 000629-94-7 81
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 80
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 72
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2119 (14.551 min): BF110978.D (-2117) (-) m/z 57.05 100.00%
5%.0
5000 85.1
153.0  200.0 999 (255.0 295.1 326.1 14.20 14.40 14.60 14.80
Obrrrrrrrrfir m/z 43.10 64 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71393: Pentadecane
57.0
5000 U B B B S B
85.0 1420 1440 1460 14.80
29.0 m/z 71.10 52.87%
ol L4 b [113.0141.0 169.0 mm
m/z--> 2'0 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 34'10
Abundance #141426: Heneicosane
57.0
650 14.20 14.40 14.60 1480
5000 ‘ m/z 85.10 43 .55%
29.0 113.0
ol oy #Nm%mmnmmw mm
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 32'0 34'10
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- B B .
43.0 14.20 14.40 14.60 14.80
m/z 55.10 21.14%
71.0
5000
99.0
o | ‘ || 121015501830 22502530 2950 3370
m/z--> 2'0 4'0 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 14'20 14. 40 14 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Tricosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.87 3.40 ng 53425 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 83
2 Pentadecane 212 C15H32 000629-62-9 83
3 Tetracosane 338 C24H50 000646-31-1 64
4 Octacosane 394 C28H58 000630-02-4 64
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 64
Abundance Scan 2173 (14.868 min): BF110978.D (-2170) (-) m/z 57.10 100.00%
57.1
5000 85.0
1 L] M3le0 1901 502550 2012 3220 14.60 14.80 15.00 15.20
Ol bl bbb pier e 2a A b it gt || M7z 43.10 74 05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164578: Tricosane
57.0
5000 85.0 LRI B BUEL BRI B

14.60 14.80 15.00 15.20
m/z 71.10 70.72%

113.0 324.0
. b | ] 141016901970 239.0267.0 5950
R LA A Lt o Ay R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71393: Pentadecane
57.0
B s
14.60 14.80 15.00 15.20
5000 m/z 85.05 48.69%
85.0
29.0
ol ‘ | | | A18014101600 2120
rrprtr bt e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane R EEEEE RS
57.0 14.60 14.80 15.00 15.20
m/z 55.10 25.14%
5000 85.0
29.0 113.0
0 ‘ | o4 T 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
L L L o L L e AIARASIRIEER L R IR s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.22 7.64 ng 79801 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Tetradecane 198 C14H30 000629-59-4 60
3 Tetracosane 338 C24H50 000646-31-1 53
4 Hentriacontane 437 C31H64 000630-04-6 53
5 Pentacosane 352 C25H52 000629-99-2 53
Abundance Scan 2233 (15.221 min): BF110978.D (-2229) (-) m/z 57.00 100.00%
57.0
252.1
5000
113.1 144.1169.1 198.0224.0 301.2 337.1 15.00 15.20 15.40 15.60
Obrrrprrrrfirei m/z 71.10 65.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83023: Hexadecane
57.0
%00 50 15000 1570 1540 1560
29.0 m/z 252.10 62.79%
ol | 113:0141.0169.0 197.0 226.0
m/z--> 25 45 60 85 160120140160180200220240260280300350350
Abundance #59880: Tetradecane
57.0
15.00 15.20 15.40 15.60
5000 85.0 m/z 43.10 52.17%
29.0
0 L ‘113 0141.0 1609, 0 198 0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 3(')0 350 34'10
Abundance #175557: Tetracosane RS EmmEs o L
57.0 15.00 15.20 15.40 15.60
m/z 85.10 48 .34%
5000 85.0
290 113.0
0 ‘ L s 14101690197022502530281030903380
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 15 Ioo 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.61 9.92 ng 103681 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 70
2 Nonadecane 268 C19H40 000629-92-5 55
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 49
4 Triacontane 422 C30H62 000638-68-6 49
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 49
Abundance Scan 2299 (15.610 min): BF110978.D (-2296) (-) m/z 57.10 100.00%
57.1
5000 850
252.1
1131 15.20 15.40 15.60 15.80 16.00
1411 184.1210.0 289.2 3291
N J],- RO i vl m/z 43.10 61.62%
m/z--> 0 50 100 150 200 250 300
Abundance #94345: Heptadecane
57.0
5000 85.0 15.20 15.40 15.60 15.80 16.00
29.0 m/z 71.10 56.67%
ol L L [P oe001960_ 2490
m/z--> 0 50 100 150 200 250 300
Abundance #117637: Nonadecane
57.0
o5 o 15.20 15.40 15.60 15.80 16.00
5000 ' m/z 85.05 51.04%
29.0
0 Il \‘ “ \J\ l\ \J11A3.0114f1'0169'0197'0 268.0
m/z--> 0 50 100 150 200 250 300
Abundance #48851: Dodecane, 2-methyl- A EEE TS
43.0 15.20 15.40 15.60 15.80 16.00
m/z 252 .05 34 .09%
5000 1.0
990 1410
ol20_ | ‘,\IHIJ, ) I
m/z--> 0 50 100 150 200 250 300 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112618\
Data File : BF110978.D

Aca On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.06 8.46 ng 88369 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 58
2 Octadecane 254 C18H38 000593-45-3 58
3 1-lodoundecane 282 C11H23lI 004282-44-4 52
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 52
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 50
Abundance Scan 2376 (16.062 min): BF110978.D (-2373) (-) m/z 57.10 100.00%
51.1
85.1
5000

3171 15.80 16.00 16.20 16.40

210.1 55 1263.1

0 m/z 71.10 61.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59880: Tetradecane
57.0
5000 85.0 L B B B B

15.80 16.00 16.20 16.40
29.0 m/z 43.10 59.66%

| ] ‘Ill3 0 141.0 169.0 198.0

ot e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105884: Octadecane
57.0
R R R R R
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 59.64%
29.0 113.0
0 \‘ Ll ‘\ ‘\ | I‘ A‘ 11410 1690 1970 2250 2540
e A e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128607: 1-lodoundecane B EERR Bam e L
57.0 15.80 16.00 16.20 16.40
m/z 55.10 29.86%
5000 85.0
290 155.0
o d b |113.0 | 183.0 211.0 282.0
e e e e e R R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112618\
Data File : BF110978.D

Acq On : 26 Nov 2018 21:56

Operator : JU/SJ

Sample : J5774-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF112618_.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... 2.22 3.8 ng 66081 1 6.94 348424 20.0
unknown6.71 6.71 35.0 ng 609679 1 6.94 348424 20.0
Hexadecanoic acid... 11.84 11.0 ng 210462 4 11.48 383610 20.0
9,12-Octadecadien... 12.53 56.2 ng 1077240 4 11.48 383610 20.0
13-Octadecenoic a... 12.55 34.3 ng 657562 4 11.48 383610 20.0
Methyl stearate 12.63 5.0 ng 96329 4 11.48 383610 20.0
9,12-Octadecadien... 12.87 2.3 ng 35976 5 14.13 314299 20.0
unknown13.20 13.20 2.1 ng 32519 5 14.13 314299 20.0
1-Octadecanesulph... 13.93 3.4 ng 52834 5 14.13 314299 20.0
Pentadecane 14.55 2.3 ng 35609 5 14.13 314299 20.0
Tricosane 14.87 3.4 ng 53425 5 14.13 314299 20.0
Hexadecane 15.22 7.6 ng 79801 6 15.67 209032 20.0
Heptadecane 15.61 9.9 ng 103681 6 15.67 209032 20.0
Tetradecane 16.06 8.5 ng 88369 6 15.67 209032 20.0
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