LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022119\

Data File : BF112655.D

Aca On : 21 Feb 2019 16:23 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22Ie : K1344-07 10X T

ALS Vial : 12 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-BF012519.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

5.475 573 576 593 rBV 46485 105244 2.93% 0.675%
6.498 747 750 759 rBvV2 51407 117734 3.28% 0.755%
rBv 112336 159727 4._.45% 1.025%
6.822 801 805 818 rBV 495121 495258 13.80% 3.178%
6.981 828 832 840 rBV 122048 133018 3.71% 0.854%
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7.398 899 903 913 rBV2 48254 110156 3.07% 0.707%

6

7 8.081 1016 1019 1020 rBV 54190 41656 1.16% 0.267%
8 8.104 1020 1023 1029 rVB 681511 607168 16.92% 3.896%
9 8.687 1119 1122 1126 rBV 88238 78643 2.19% 0.505%
10 8.922 1160 1162 1167 rBV3 40319 44780 1.25% 0.287%

11 9.175 1202 1205 1210 rBV 243840 232541 6.48% 1.492%
12 9.251 1214 1218 1222 rBV 132727 114754 3.20% 0.736%
13 9.575 1268 1273 1275 rBV4 57108 74576 2.08% 0.479%
14 9.781 1301 1308 1312 rBV 149035 131098 3.65% 0.841%
15 9.857 1317 1321 1328 rVB2 781569 730959 20.37% 4._.690%

16 10.104 1359 1363 1367 rBV5 34391 42865 1.19% 0.275%
17 10.281 1387 1393 1396 rBV 145506 145565 4._.06% 0.934%
18 10.498 1424 1430 1432 rBV 57463 77287 2.15% 0.496%

19 10.663 1454 1458 1466 rBV 85862 123431 3.44% 0.792%
20 10.751 1470 1473 1482 rVV 145045 174141 4._.85% 1.117%

21 11.198 1546 1549 1552 rBV 129414 100498 2.80% 0.645%
22 11.351 1571 1575 1578 rBV 636559 655379 18.27% 4_.205%

23 11.622 1618 1621 1624 rBV 106330 85648 2.39% 0.550%
24 11.722 1635 1638 1642 rBV 1239774 1081743 30.15% 6.941%
25 11.869 1658 1663 1664 rBV3 39078 49827 1.39% 0.320%
26 12.027 1687 1690 1696 rVB 86390 88304 2.46% 0.567%

27 12.410 1751 1755 1757 rBV 3035086 3032647 84.53% 19.459%
28 12.433 1757 1759 1765 rVB 3923574 3587856 100.00% 23.022%
29 12.516 1770 1773 1778 rVB 529871 432360 12.05% 2.774%
30 12.569 1778 1782 1787 rBV 124821 211218 5.89% 1.355%

31 12.751 1809 1813 1816 rVB 98063 88079 2.45% 0.565%
32 12.786 1816 1819 1827 rVB2 68920 120120 3.35% 0.771%
33 12.927 1839 1843 1846 rBV 211820 187059 5.21% 1.200%
34 13.074 1865 1868 1870 rBV 76484 71176 1.98% 0.457%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 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-BF012519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.145 1878 1880 1881 rBV 55280 44230 1.23% 0.284%
36 13.239 1892 1896 1899 rBV 84831 85151 2.37% 0.546%
37 13.486 1935 1938 1942 rBV 45581 49114 1.37% 0.315%
38 13.904 2006 2009 2012 rBVZ2 57407 52678 1.47% 0.338%
39 13.998 2021 2025 2032 rBV 604722 627405 17.49% 4.026%
40 14.127 2044 2047 2050 rBV 64380 58580 1.63% 0.376%

41 14.433 2096 2099 2103 rBVY 125921 123916 3.45% 0.795%
42 14.733 2147 2150 2154 rVB 126199 122744 3.42% 0.788%

43 14.851 2167 2170 2174 rVB 59024 72234 2.01% 0.463%
44 15.063 2203 2206 2210 rVB 125096 140530 3.92% 0.902%
45 15.433 2267 2269 2272 rVB 83654 84131 2.34% 0.540%

46 15.474 2272 2276 2286 rVB 342663 465899 12.99% 2.989%
47 15.863 2338 2342 2346 rVB 85476 125410 3.50% 0.805%

Sum of corrected areas: 15584537
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112655.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 5

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

6.61 6.45 ng 159727 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 769 (6.610 min): BF112655.D (-766) (-) m/z 132.00 100.00%
132
5000 K\
68
40 55 % 620 640 6.60 6.80 7.00
01 m/z 68.10 35.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67 T T TR T T T T T T T
a1 97 6.0 6.40 6.60 6.80 7.00
53 2 17 m/z 134.00 31.39%
01 R LU SN BN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132
620 640 6.60 680 7.00
5000 m/z 66.10 26.51%
91 105
0 39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 20 Jo 65 éo 160 150 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 14 .90%
5000
104
ol 14 27 39 51 77 g9 | 15 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.0 640 6.60 6.80 7.00

8270-BF012519.M Fri Feb 22 13:38:42 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 Tetradecane Concentration Rank 16

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

9.25 3.14 ng 114754 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tridecane 184 C13H28 000629-50-5 91
3 Nonadecane 268 C19H40 000629-92-5 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Dodecane 170 C12H26 000112-40-3 80

Abundance Scan 1218 (9.251 min): BF112655.D (-1214) (-) m/z 57.10 100.00%
57
43

71
5000

?

Aokt

99 9.00 9.20 9.40 9.60

112 127141155169 198

0 m/z 43.05 80.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59881: Tetradecane
57
43
1 L/\'\4;\,\/'\/\4\/\/\,v
5000 LI B L L L L L L L
9.00 9.20 9.40 9.60
29 m/z 71.10 66.58%
. |J i 9 113127141155169 198
RRERNREE:

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

Abundance #48833: Tridecane
43 57
71 9.00 9.20 9.40 9.60
0
5000 a5 m/z 41.10 53.27%

99 113127141 155 169 8

mz-> 2 40 60 80 100 13 140 160 1éo 200 220 240 260 JbvﬂwﬁJ\AﬁAMJJ(\NAMNJMJMAW¢V
Abundance #117637: Nonadecane B e
57 9.00 9.20 9.40 9.60

43 71 m/z 85.05 43.90%

5000

99

113127141 155169 183 197
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 11
R.T. EstConc Area Relative to ISTD R.T.
10.28 3.98 ng 145565 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1393 (10.281 min): BF112655.D (-1387) (-) m/z 57.10 100.00%
g7
- T Lw\,J
e e R R =
113 1 e 155 10.00 10.20 10.40 10.60
oMb pd d g 08 . m/z 43.10 81.71%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane LW\MJ
57
5000 LR SRR SO RS R
85 10,00 10,20 10.40 10.60
m/z 71.05 71.14%
0 ﬁg | | 4118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350
Abundance #83023: Hexadecane
57
10,00 10.20 10,40 10.60
5000 g5 m/z 85.10 45.51%
29
m/z--> 55 100 150 200 250 300 350
Abundance #71394: Pentadecane Al anEt e e
57 10.00 10.20 10.40 10.60
m/z 41.10 43.19%
5000 85
29
m/z--> 50 100 150 200 250 300 350 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.75 5.31 ng 174141 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1473 (10.751 min): BF112655.D (-1470) (-) m/z 57.10 100.00%
57
e i MM
I|"l'|'lllllllll|II
3 113 155 10.40 10.60 10.80 11.00
0 ...,....',..J oo ol 182 | T/Z 43.10  82.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57
85
5000 AU UL IR
10,40 10.60 10.80 11.00
29 m/z 71.10 72.07%
m/z--> 20 40 60 85 1601201501%01802002202402602803003503&0
Abundance #141426: Heneicosane
57
o 10.40 10.60 10.80 11.00
5000 m/z 85.05 51.14%
29 113
0 L 14 169 197 225 253 296
m/z--> 2'0 4'0 60 8|0 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane e B an e Rt
57 10.40 10.60 10.80 11.00
m/z 41.05 40.43%
5000 85
29 113
0 |y 0,141 169 197 225 253 281 309 338
m/z--> 2'0 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.72 33.01 ng 1081740 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1638 (11.722 min): BF112655.D (-1635) (-) m/z 74.05 100.00%
74
87
5000 43
| 5} o™ 221 10 110 1130 1700
115 171185199 : : : :
Ol gy (2D | 157171186199 213 .'...2-,~....,.2.7~9., m/z 86.95 73.70%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 S B UL RN B
43 11140 11.60 11.80 12.00
143 m/z 43.05 36.83%
o ol }?1115129 | 157171185199713227541 270
s 3 o 6 B 18 150 140 150 18 390 2% 20 28
Abundance #119423. Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 41.05 30.50%

W ““ }011151291?3157171185199213227241 270

0 ,‘,,,,‘,, R R EEERERREEEESE RS RRRRY
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260

Abundance #84485: Tridecanoic acid, methyl ester R e e e e

4 11.40 11.60 11.80 12.00
m/z 55.10 29.42%

87
5000 43
7 143 185

|llll|llll|llll|llll|llll|llll|llll TTTT llll LELBLNLE BRI LR BB | _l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.41 92.55 ng 3032650 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 1755 (12.410 min): BF112655.D (-1751) (-) m/z 67.10 100.00%

o))

41
5000

109

12,00 12.20 12.40 12.60 12.80
m/z 81.10 83.53%

80 100 120 140 160 180 200 220 240 260 280 300
139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-

0 150164178192006220034 263 204

m/z--> 40
Abundance

ol
o #|©

7

81

12,00 12.20 12.40 12.60 12.80
m/z 55.10 63.66%

5000

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67
81 R ELY,§ S —

12,00 12.20 12.40 12.60 12.80
m/z 41.10 57.17%

5000

109 294
135150
. 5 164178199506220034 262
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- S ERmEE T
41 67 12. OO 12. 20 12. 40 12. 60 12. 80
81 m/z 95.10 56.05%
5000 95
109 294
123
o L L 10078 10700622003 263
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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-Octadecenoic acid, methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.43 109.49 ng 3587860 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99

Abundance Scan 1758 (12.427 min): BF112655.D (-1757) (-) m/z 55.10 100.00%

69

111 M\A

5000
- 264
138152 1804, 036 206 12.20 12.40 12.60 12.80
0 m/z 41.10 70.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-

12.20 12.40 12.60 12.80
m/z 69.10 64.48%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester

12.20 12.40 12.60 12.80
m/z 74.10 60.74%

5000

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- A B A R
12.20 12.40 12.60 12.80
m/z 43.10 55.62%

5000

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\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.52 13.19 ng 432360 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 86
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
Abundance Scan 1774 (12.522 min): BF112655.D (-1770) (-) m/z 74.05 100.00%
74
5000
43
9 12.20 12.40 12.60 12.80
o} m/z 87.05 89.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000 T ---- AU
143 - 298 12.20 12.40 12,60 12.80
199 m/z 43.05 35.28%
9
o BldSusy | o, | e g |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74
D20 a0 1260 1250
5000 m/z 55.10 32.21%
255
55 143 109 ‘ 208
0 ...,....,...‘l‘“.‘.h.’ ‘u\ ..Ll..:‘IT.].-S....|l....|.1.7.].-|....L....|2.2.7..|...l .2.7.().|....“|..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107597: Pentadecanoic acid, methyl ester e LR ERmEE T
74 12,20 12.40 12,60 12.80
m/z 41.10 28.36%
5000
143
oA H B us, s 185 2% 2%
m/z--> 25 45 éo 80 100 150 140 160 180 200 220 240 260 280 300 12,20 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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,ll-trans-octad... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.75 2.81 ng 88079 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 97
2 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 97
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 95
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 95
5 6,9-Octadecadienoic acid, methyl... 294 C19H3402 056599-55-4 94
Abundance Scan 1813 (12.751 min): BF112655.D (-1809) (-) m/z 67.05 100.00%

5000
R R R R
185150 178105 220 sy 23 12.40 12.60 12.80 13.00
o} m/z 81.05 79.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67
81

5000

I I I I
12.40 12.60 12.80 13.00
109 135150 294 m/z 95.05 55.05%

164178192906220234 262

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139735: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
6/7
41
81 12.40 12.60 12.80 13.00

5000 m/z 79.10 40.88%

294

124 150
o 16417810p906220p34  °9°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester A T T AT
6/7 8 12.40 12.60 12.80 13.00
1 m/z 82.00 39.59%
5000
124 150164 263 294
o 178192206220234249
A IIIIIIIIIIIIIIIIIII

I I I I
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\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.79 3.83 ng 120120 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetracosane 338 C24H50 000646-31-1 74
3 Octadecane 254 C18H38 000593-45-3 72
4 Tetradecane 198 C14H30 000629-59-4 64
5 Octacosane 394 C28H58 000630-02-4 64

Abundance Scan 1820 (12.792 min): BF112655.D (-1816) (-) m/z 202.10 100.00%

202

_?

5000
3 127 155174 12.40 12.60 12.80 13.00 13.20
0] m/z 57.10 68.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane
57
85 12.40 12.60 12.80 13.00 13.20
4 m/z 71.10 61.11%
oh2 |.| | (113 141 169 197 226
T e A e e e e T 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
57
T T T T T T T
12.40 12.60 12.80 13.00 13.20
5000 85 m/z 43.10 47 .80%
4
oh | \‘ | M3 141 169 197 225 253 281 309 338
e e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105884: Octadecane RN R RN L e
57 12.40 12.60 12.80 13.00 13.20

m/z 85.10 45_.27%

5000 85

L | ,\1}3J 141 169 197 225 254

e N —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.40 12.60 12.80 13.00 13.20

1?
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosanoic acid, methyl ester Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.24 2.71 ng 85151 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 96
2 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 93
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 89
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 76

Abundance Scan 1896 (13.239 min): BF112655.D (-1892) (-) m/z 74.00 100.00%
!
5000 43
13.00 13.20 13.40 13.60
o} m/z 87.00 82.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
74
43
5000
13.00 13.20 13.40 13.60
143 26 m/z 43.10 35.98%
o 15 171 199 227 55 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131316: Hexadecanoic acid, 14-methyl-, methy! ester
74
" 13.00 13.20 13.40 13.60
5000 m/z 55.10 32.67%
43
‘ 143 a1 284
0 2 { ‘J J‘ J\u JL\ A4 .? ‘ 167185 205223 | 257
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester b RRREE EEE A
74 13.00 13.20 13.40 13.60
m/z 41.10 31.29%
5000
43
143 oy 284
0...ﬁu”ﬂ.”Uﬂnhkhlﬁz.}ES.L.‘”..¥§?}?ﬁ..?}?..”\”??Z.....” S S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 1340 13.60

8270-BF012519.M Fri Feb 22 13:38:46 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Nonadecane, 9-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.43 3.95 ng 123916 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2098 (14.427 min): BF112655.D (-2096) (-) m/z 57.10 100.00%
g7
5000
113 141 204 242500084 304 358 14.20 14.40 14.60 14.80
0 159 203 m/z 43.10 69.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 LRI SR B UL U
14.20 14,40 14.60 14.80
140 m/z 71.10 65.63%
2 J | % 197 239 267
0"l"l""l'l"''|'ll'"l""l""l""l""|""|
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
" 1420 14.40 14.60 14.80
5000 85 m/z 85.10 52.03%
29 113
oL J |74 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 260 250 300 350 400 '
Abundance #223852: Hentriacontane R e B
57 14.20 14.40 14.60 14.80
m/z 41.10 30.00%
5000 85
113 141
o | || [7)7, 141 169 107 225 253 281 309 337 365 437
m/z--> 50 100 150 2(')0 250 300 350 400 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 17 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.91 ng 122744 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 94
3 Nonadecane 268 C19H40 000629-92-5 93
4 Octadecane 254 C18H38 000593-45-3 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2149 (14.727 min): BF112655.D (-2147) (-) m/z 57.10 100.00%
57
85
5000
169 203 224 244 268 319 357 14.40 14.60 14.80 15.00
ol L. v 301 m/z 43.10 71.04%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 L UL B B SULBRS
mmmmmmmm
- m/z 71.10 67.38%
oLl | 133‘|1f1 169 197 225 253 338
m/z--> 55 100 150 260 250 300 3%0
Abundance #175566: Tricosane, 2-methyl-
ile]
14.40 14.60 14.80 15.00
5000 71 m/z 85.10 52.28%
0 J w | 19 127 155 183 211 239 267 2% 323
m/z--> 55 100 1%0 200 2éo 300 350
Abundance #117637: Nonadecane R EEEEE B
57 14.40 14.60 14.80 15.00
m/z 41.10 31.64%
85
5000
29
0 \‘ 111 \J Jl JJ 1:\I\-3 ! 1‘.11 169 197 268
m/z--> 55 160 1%0 260 250 300 3%0 1440 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022119\
Data File : BF112655.D

Aca On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 18 Hexanal, 2-methyl-

Concentration Rank 17

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

14.85 3.10 ng 72234 Perylene-di12 15.47

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal. 2-methvl- 114 C7H140 000925-54-2 72
2 4-Benzovl-1-(3-dimethvlamino-pro... 364 C22H24N203 1000274-46-4 64
3 2-Trifluoromethvlbenzoic acid. 2... 261 C12H14F3NO2 1000331-16-2 64

1000331-22-6 64

4 Acetoxvacetic acid. 2-dimethvlam... 189 C8H15N04
5 Benzamide, 3,4-dichloro-N-(3-dim... 274 C12H16CI2N20 333347-10-7 64

Abundance Scan 2170 (14.851 min): BF112655.D (-2167) (-) m/z 58.10 100.00%
58
5000
84 112 157 186 220239 268 204 322 364 14.60 14.80 15.00 15.20
Y O N B e B B B m/z 55.10  9.94%
m/z--> 50 100 150 200 250 300 350
Abundance #7462: Hexanal, 2-methyl-
58
5000 LA L L L L L LB
14.60 14.80 15.00 15.20
29 m/z 72.05 9.01%
I
m/z--> 50 100 150 200 250 300 350
Abundance #193226: 4-Benzoyl-1-(3-dimethylamino-propyl)-3-hydroxy-5-...
58
14.60 14.80 15.00 15.20
5000 84 m/z 57.10 6.55%
105 364
oL 4 Ll | 130 150178 208 235 264 293 319 345 |
— e 7t 7——7—b
m/z--> 50 100 150 200 250 300 350
Abundance #111262: 2-Trifluoromethylbenzoic acid, 2-dimethylaminoeth... I a  BREEEEES B
58 14.60 14.80 15.00 15.20
m/z 84.05 5.82%
5000
145 173
oL 30 76 95 1257 | 217 261
—— T T I a  BREEEEES B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022119\
Data File : BF112655.D

Acq On : 21 Feb 2019 16:23

Operator : JU/SJ

Sample : K1344-07 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
unknown6.61 6.61 6.5 ng 159727 1 6.82 495258 20.0
Tetradecane 9.25 3.1 ng 114754 3 9.86 730959 20.0
Heptacosane 10.28 4.0 ng 145565 3 9.86 730959 20.0
Heptadecane 10.75 5.3 ng 174141 4 11.35 655379 20.0
Hexadecanoic acid... 11.72 33.0 ng 1081740 4 11.35 655379 20.0
9,12-Octadecadien... 12.41 92.5 ng 3032650 4 11.35 655379 20.0
9-Octadecenoic ac... 12.43 109.5 ng 3587860 4 11.35 655379 20.0
Methyl stearate 12.52 13.2 ng 432360 4 11.35 655379 20.0
Methyl 9-cis,11-t... 12.75 2.8 ng 88079 5 14.00 627405 20.0
Hexadecane 12.79 3.8 ng 120120 5 14.00 627405 20.0
Eicosanoic acid, ... 13.24 2.7 ng 85151 5 14.00 627405 20.0
Nonadecane, 9-met... 14.43 4.0 ng 123916 5 14.00 627405 20.0
Tetracosane 14.73 3.9 ng 122744 5 14.00 627405 20.0
Hexanal, 2-methyl- 14.85 3.1 ng 72234 6 15.47 465899 20.0
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