LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 5.590 550 553 567 rBV 335207 324467 5.66% 1.411%
2 6.596 720 724 738 rVB 317080 317273 5.53% 1.380%
3 6.725 743 746 752 rVB 389412 339809 5.93% 1.478%
4 6.948 781 784 788 rBV 439044 377808 6.59% 1.643%
5 7.107 807 811 814 rBV 304692 264464 4.61% 1.150%
6 7.513 876 880 888 rBV 215561 198431 3.46% 0.863%
7 8.237 999 1003 1008 rBV 468473 449602 7.84% 1.956%
8 9.301 1181 1184 1188 rBV 376937 346369 6.04% 1.507%
9 9.372 1193 1196 1199 rVvVv 94914 84564 1.47% 0.368%
10 9.566 1225 1229 1235 rBV5 58725 73921 1.29% 0.322%

11 9.689 1245 1250 1256 rvv4 60843 104641 1.82% 0.455%
12 9.901 1283 1286 1288 rBV 151941 119255 2.08% 0.519%
13 9.989 1298 1301 1305 rVvVv 448066 412079 7.19% 1.792%
14 10.401 1367 1371 1373 rBV 203008 171071 2.98% 0.744%
15 10.542 1391 1395 1401 rVB 72466 95355 1.66% 0.415%

16 10.619 1404 1408 1411 rBV2 86527 101135 1.76% 0.440%
17 10.783 1433 1436 1440 rBV2 202461 191560 3.34% 0.833%
18 10.872 1448 1451 1461 rVB 217808 269937 4.71% 1.174%
19 11.319 1524 1527 1530 rBV 166555 149670 2.61% 0.651%
20 11.483 1552 1555 1557 rBV 462882 413747 7.21% 1.800%

21 11.507 1557 1559 1563 rVV 346137 308604 5.38% 1.342%
22 11.560 1566 1568 1571 rBV 90730 79400 1.38% 0.345%
23 11.748 1598 1600 1603 rBV 153349 114418 2.00% 0.498%
24 11.860 1615 1619 1622 rVB 2300906 2079198 36.26% 9.044%
25 11.983 1637 1640 1643 rBV 63172 70728 1.23% 0.308%

26 12.013 1643 1645 1649 rVB2 71412 72771 1.27% 0.317%
27 12.101 1657 1660 1662 rBV 102375 106124 1.85% 0.462%
28 12.154 1667 1669 1672 rBV 122375 114236 1.99% 0.497%
29 12.560 1731 1738 1740 rBV 2953924 5734822 100.00% 24.946%
30 12.583 1740 1742 1747 rVV2 2964886 3266863 56.97% 14.210%

31 12.648 1750 1753 1757 rVB 1352134 1263519 22.03% 5.496%
32 12.707 1759 1763 1767 rBV 460097 421385 7.35% 1.833%
33 12.889 1791 1794 1797 rBV3 65554 64168 1.12% 0.279%
34 12.919 1797 1799 1800 rVvVv 149554 114604 2.00% 0.499%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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

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

Method :
Title :

35 12.942 1800 1803 1808 rVB 386283 401736 7.01% 1.747%

36 13.072 1821 1825 1827 rBV 413698 360349 6.28% 1.567%

37 13.172 1840 1842 1846 rVB3 62961 58012 1.01% 0.252%
38 13.248 1851 1855 1857 rBV5 79633 131813 2.30% 0.573%
39 13.295 1862 1863 1867 rVB2 86432 79556 1.39% 0.346%
40 13.330 1867 1869 1872 rVB 78565 61233 1.07% 0.266%

41 13.372 1873 1876 1879 rBV 227838 203160 3.54% 0.884%
42 13.489 1893 1896 1900 rVB3 107605 120090 2.09% 0.522%

43 13.619 1915 1918 1920 rBV 70245 60870 1.06% 0.265%
44 13.813 1947 1951 1954 rVB2 90140 119054 2.08% 0.518%
45 13.889 1959 1964 1966 rBV2 60736 82330 1.44% 0.358%
46 13.948 1971 1974 1979 rVv4 77491 82485 1.44% 0.359%

47 14.048 1987 1991 1994 rBV2 194319 189571 3.31% 0.825%
48 14.142 2002 2007 2010 rBV2 720710 856446 14.93% 3.725%
49 14.166 2010 2011 2018 rVB 197660 180644 3.15% 0.786%
50 14.583 2078 2082 2085 rBV3 63897 93657 1.63% 0.407%

51 14.683 2097 2099 2104 rVB2 95856 96315 1.68% 0.419%
52 15.042 2156 2160 2170 rVB 218949 321440 5.61% 1.398%
53 15.230 2188 2192 2194 rBV 136297 183972 3.21% 0.800%
54 15.554 2244 2247 2252 rVB 87125 106461 1.86% 0.463%
55 15.618 2254 2258 2262 rBV 127005 163905 2.86% 0.713%

56 15.683 2265 2269 2273 rVB 318649 420259 7.33% 1.828%

Sum of corrected areas: 22989356
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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\BF063018\
BF107009.D

30 Jun 2018 12:49

Ju/sJ

J3248-07 5X

6 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 unknown6.72 Concentration Rank 5

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

6.72 17.99 ng 339809 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 745 (6.719 min): BF107009.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 | 01 6.40 6.60 680 7.00
e NSNS T PSS S M | m/z 68.00 45.91%
m/z--> 10 20 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 LS S UL SR
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 29.65%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 680 7.00
5000 67.0 m/z 66.00 28.03%
41.0 97.0
53.0
79.0 117.0
mewmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T .I,K. R iimmaans
132.0 6.40 6.60 6.80 7.00

m/z 69.00 17.86%

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\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 3 Tetradecane Concentration Rank 19

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

9.37 4.10 ng 84564 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Dodecane 170 C12H26 000112-40-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1196 (9.372 min): BF107009.D (-1193) (-) m/z 57.05 100.00%
5%.0

5000

9.00 9.20 9.40 9.60 9.80
m/z 43.00 68.16%

1131 141.1 159.1174.1

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane

T W/\JL/JLJWM

5000 85.0 A e R,
900 9.20 9.40 9.60 9.80

m/z 71.10 61.35%

A J 113 0 141.0 169.0 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
T T T T T T
9.00 9.20 9.40 9.60 9.80
5000 m/z 85.05 36.57%
41.0 85.0
26.0 112.0127,0142.0 170.0
L I I o o o LN I i o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0 9.00 9.20 9.40 9.60 9.80
m/z 41.00 32.23%
5000
41l 85.0
20.0,| “\ [ - “ , 1130 14101560  184.0
e e e e e e e e e B e SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 unknown9.57 Concentration Rank 20

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

9.57 3.59 ng 73921 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 35
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 25
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 25
4 2-Phenvl-1.3-cvclohexadiene 156 C12H12 015619-34-8 25
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 20

Abundance Scan 1230 (9.572 min): BF107009.D (-1225) (-) m/z 156.10 100.00%
156.1
141.1

5000

9.20 9.40 9.60 9.80
m/z 141.10 67 .86%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28470: Naphthalene, 2,7-dimethyl-
156.0
5000 141.0
9.20 9.40 9.60 9.80
8.0 m/z 74.00 56.86%
150 ~ 390 mo7p 1@Mﬁ0w A M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
1410 1960
9.20 9.40 9.60 9.80
5000 m/z 155.10 47.72%

630 77.0 115.0158 ¢
102.0

15.0 39.0
ﬁmwwmmmrmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28495: Naphthalene, 1,3-dimethyl-
156.0 9.20 9.40 9.60 9.80
0
1410 m/z 55.00  46.55%
5000
115.0128.0
76.0
B eyl 20220 |l | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 Nonadecane Concentration Rank 14

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

9.69 5.08 ng 104641 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 70
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 58
3 Tetracosane 338 C24H50 000646-31-1 58
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 58
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 58

Abundance Scan 1250 (9.689 min): BF107009.D (-1245) (-) m/z 57.00 100.00%
57.0

5000

9.40 9.60 9.80 10.00
m/z 71.10 86.15%

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

Abundance #117637: Nonadecane
57.0
85.0
5000 |||||||||||||||||||||
9.40 9.60 9.80 10.00
29.0 m/z 43.00 71.92%
DL 301410 169.0 197.0 268.0
””P”qunpuq“”.“.”“.“.”“.”.””.”.””.“.””.”q“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
T T T
9.40 9.60 9.80 10.00
5000 85.0 m/z 85.05 43 .39%
113.0
141.0  183.0 211.0 239.0 267.0 296.0
mmmwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane T T
57.0 9.40 9.60 9.80 10.00
m/z 41.05 31.72%
5000 85.0
29.0 113.0
| 777 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
P”qnupnqnupu.””.”.””.”.””.”.””.”.””.”.””.. I e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9.40 9.60 9.80 10. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.40 8.30 ng 171071 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 86
5 Tritetracontane 605 C43H88 007098-21-7 86
Abundance Scan 1371 (10.401 min): BF107009.D (-1367) (-) m/z 57.05 100.00%
5%.0
5000 85.1
113 155.1 10.00 10.20 10.40 10.60 10.80
et I, 1960 2263 074300 66.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57.0
5000 RS DR AR
85.0 10 00 10. 20 10 40 10. 60 10 80
29.0 m/z 71.05 60.90%
Iy use 1410 169.0 1970 225.0 2530 282.0
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
10,00 10,20 10.40 10.60 10.80
5000 85.0 m/z 85.10 41 .64%
28.0
113.0 155.0 183.0 310.0
mm@wmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane RS e e B S
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.00 32.41%
5000 85.0
29.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 00 10. 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.62 4.91 ng 101135 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 94
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 91
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
4 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 76
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
Abundance Scan 1408 (10.619 min): BF107009.D (-1404) (-) m/z 57.05 100.00%
57.0
5000
85.1
113.1 10.40 10.60 10.80 11.00

171.1
,,| e 2 e /2 71.10 50.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid

57.0
152.0

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

125.0

184.0 T T T T T T T T
10.40 10.60 10.80 11.00

m/z 43.00 38.95%

5000

Abundance
710 1120
T
10.40 10.60 10.80 11.00
5000 m/z 85.10 28.85%
139.0
191.0216.0 245.0 3120 342.0
Tmmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105904: Pentadecane, 2,6,10-trimethyl- e e e B e
57.0 10.40 10.60 10.80 11.00
m/z 41.00 18.16%
5000
85.0
29.0
“ | | 11301410 183021102390

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10. 80 11. OO

8270-BF061918_.M Mon Jul 02 13:54:23 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.87 13.05 ng 269937 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1451 (10.872 min): BF107009.D (-1448) (-) m/z 57.05 100.00%

57.0

5000

10.60 10.80 11.00 11.20
m/z 43.00 66.65%

113.1 1401 169.2

216.2 240.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0
85.0
5000
10. 60 10 80 11. OO 11. 20
2.0 m/z 71.05 63.90%

113.0

Lb H‘ |, 1410 16901970 2400
T T e T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0

10.60 10.80 11.00 11.20

5000 m/z 85.10 40.97%
85.0
29.0
113.0 141.0 169.0 197.0 226.0
W@Wﬁmmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R e A RE
57.0 1060 10.80 11.00 11 20
m/z 41.00 28.24%
85.0
5000
290‘ 113.0
o b 110,190 1970 2250 2530 2060 || MW i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1060 10.80 11.00 11 20

8270-BF061918_.M Mon Jul 02 13:54:24 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.32 7.23 ng 149670 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1527 (11.319 min): BF107009.D (-1524) (-) m/z 57.05 100.00%

57.0
5000 85.1

11.00 11.20 11.40 11.60

1131 1852 1971

SRS N ' Y ISP S —— m/z 43.10 63.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57.0
5000 LN L L L L LB L |
85.0 11.00 11.20 11.40 11.60
20.0 ’ m/z 71.10 60.19%
‘ “ L | “ 113.0 141.0 169.0 197.0 226.0
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
Abundance
57.0
R R e e S ARREERE
85.0 11.00 11.20 11.40 11.60
5000 ' m/z 85.10 41 .87%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

S AR L L LS AR A R SRR AN SRR RN BRASS RN SRR O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59879: Tetradecane T T T T
57.0 11.00 11.20 11.40 11.60
m/z 41.00 28.08%

5000 85.0

29.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11. 20 11. 40 11.60

113 0 ]_4]_ 0 169 0 198 0

8270-BF061918_.M Mon Jul 02 13:54:25 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 100.51 ng 2079200 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 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1619 (11.860 min): BF107009.D (-1615) (-) m/z 74.05 100.00%
74.0
5000
43.0
[l o) o g™ 227.2 "11'60 1180 12,60 1220
185.2 270.3 : : : :
A T ':...l,'...l?,l.?f..,...1.‘,3?.1..,...?']0.5..1.,.l...','....,..-.., m/z 87.05 74.22%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 LRI S SN SO B
43.0 11,60 11.80 12.00 12.20
143.0 m/z 43.05 29.57%
“M\mmo ‘ 1710 199.0 227.0 270.0
miz> 20 40 60 80 100 120 140 180 180 200 20 240 280
Abundance
74.0
11,60 11.80 12.00 12.20
5000 m/z 55.05 25.38%
43.0
10101910130 1710 1990 242.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester =TT e
74.0 11.60 11.80 12.00 12.20
m/z 41.05 22.12%
5000 43.0
N ‘\ M\ M 19701170 14?'0 1850 2270 270.0

IL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF061918_.M Mon Jul 02 13:54:25 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.10 5.13 ng 106124 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 46
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 42
4 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 42
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
Abundance Scan 1660 (12.101 min): BF107009.D (-1657)

- m/z 190.10 100.00%

5000

11.80 12.00 12.20 12.40
m/z 189.10  97.81%

141.0

113.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 LI L L L L L L LB B |
94.0 11.80 12.00 12.20 12.40
’ m/z 192.10 56.72%
390 630 | 1100 1370 1630 ||
e i LA B o e L WA e m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
39.0 190.0
910 11.80 12.00 12.20 12.40
5000 65.0 115.0 133.0 161.0 m/z 191.10 44 . 79%
T T T T T e

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

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene

189.0 11.80 12.00 12.20 12.40

m/z 94.60 23.86%
5000
94.0
‘ 163.0 | A
T T T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF061918_.M Mon Jul 02 13:54:26 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.15 5.52 ng 114236 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 87
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 1668 (12.148 min): BF107009.D (-1667) (-) m/z 57.00 100.00%

57.0

5000

11.80 12.00 12.20 12.40
m/z 71.10 65.21%

127.1
1551 1910

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0

5000 ST
8.0 11,80 12.00 12.20 12.40

m/z 43.00 61.24%

| yy 11§014101690197022502530281030903380

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

29.0 ‘
I

57.0

11.80 12.00 12.20 12.40

5000 m/z 85.10 40.38%
85.0

29.0
113.0 141.0 169.0 197.0 225.0 253.0 282.0

A A R N A SR BN SN SRS SRS R AL RN LA SRR SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane T T T T
57.0 11.80 12.00 12.20 12.40
m/z 41.00 23.25%

5000

85.0
29.0

‘\\M‘wﬂwmmm%mmnm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.80 12.00 12.20 12.40

8270-BF061918_.M Mon Jul 02 13:54:27 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.56 277.21 ng 5734820 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. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98

Abundance Scan 1738 (12.560 min): BF107009.D (-1731) (-) m/z 67.05 100.00%

67.0

5000, 410

1782 200 2633 2043 12.20 12.40 12.60 12.80
m/z 81.05 89.56%

123.1 150.1

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 R RRRRE RS L
12 20 12. 40 12 60 12. 80
m/z 55.05 62.80%
W, 1L 123.0 1490 145 262.0 294.0
R RRAREAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 A RBERE R e e
95.0 12.20 12.40 12.60 12.80
5000 m/z 95.05 59.78%
123.0
1500 1780 9530 2630 2940
Wﬁmﬁmﬁmm
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)- e
41.0 67.0 12 20 12. 40 12 60 12. 80

m/z 41.05 48.75%

5000 95.0
294.0
‘ h 12\f.0\\\ 15? 0 ) 178.0 220.0 263 0 ‘

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 Mon Jul 02 13:54:27 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.58 157.92 ng 3266860 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 68
2 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 64
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 62
4 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 60
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 50

Abundance Scan 1741 (12.577 min): BF107009.D (-1740) (-) m/z 55.10 100.00%

5000

12.20 12.40 12.60 12.80
m/z 69.10 91.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55.0

5000

I I
29.0 12.20 12.40 12.60 12.80

111.0 m/z 74.10 81.82%
137.0 180.0 222.0 264.0 96 ¢

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0 74.0
e e
12.20 12.40 12.60 12.80
5000 96.0 m/z 83.10 75.12%
264.0
123.0
180.0 222.0
WWTWT’WWWTWW
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)- T T
55.0 12.20 12.40 12.60 12.80

m/z 97.10 71.84%

5000

I T
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

8270-BF061918_.M Mon Jul 02 13:54:28 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.65 61.08 ng 1263520 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 92
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 92
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90

Abundance Scan 1753 (12.648 min): BF107009.D (-1750) (-) m/z 73.95 100.00%
74.0
5000
43.0
143.1 UL BRI SUREUSE SO B
97.1 199.2 255.2 208.3 12.40 12.60 12.80 13.00
o...,....,...|.|',..|'..,'.!..',l..'..,..'..,|....1.7.?.2....',....22.?.? bt | m/z 87.05  73.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12,40 12,60 12:80 13.00
143.0 -
43.0 oo 0 m/z 43.05  33.64%

97.0 ‘ ‘
so LN LT amo o |
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 55.00 26.93%
28.0
143.0 255.0 298.0
51.0 101.0 171.0 199.0 2970

mmﬁmmmmw

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95862: Methyl tetradecanoate T T T

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

m/z 41.00 21.83%

5000 ‘/Y\/‘
43.0
143.0
1000  242.0
150, | | | 1010 ] a0 |

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

8270-BF061918_.M Mon Jul 02 13:54:29 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 17 Heptadecanoic acid, methyl ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.37 4.74 ng 203160 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 90
3 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 70
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 70
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 60
Abundance Scan 1876 (13.372 min): BF107009.D (-1873) (-) m/z 74.00 100.00%
74.0
216.1
5000

43.0

13.00 13.20 13.40 13.60
m/z 87.00 71.43%

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 216.10 64 .50%
‘ ‘ ‘ 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
13.00 13.20 13.40 13.60
5000 m/z 215.10 39.39%
43.0
143.0 284.0
241.0
98.0 185.0 213.0
mmmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72721: Undecanoic acid, 10-methyl-, methyl ester
74.0 13.00 13.20 13.40 13.60
m/z 43.00 37.01%
5000
143.0 171.0
Lo |1 4o
| N L
R B L L Raad B L Eaa s L o Ragaaanasaue o) B B .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13 40 13.60

8270-BF061918_.M Mon Jul 02 13:54:29 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 18 Methyl 20-methyl-heneicosan... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.05 4.43 ng 189571 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 99
2 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
3 Methvl stearate 298 C19H3802 000112-61-8 98
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 95
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 89
Abundance Scan 1991 (14.048 min): BF107009.D (-1987) (-) m/z 73.95 100.00%
74.0
5000 43.0
311.3 R e ..A,...
171.0199-2,,, ' : 13.80 14.00 14.20 14.40
0 : : m/z 87.05 83.81%
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methy| 20-methyl-heneicosanoate
74.0
5000 13.80 14.00 14.20 14.40
143.0 a0 0 “mzz 43.00 38.40%
H ‘ 101.0 ‘ 199.0 255.0 ‘
—_ .,‘LJ iy 1710 h,zgnq‘ L ?§3PI | S
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
' 13.80 14.00 14.20 14.40
0
5000 43.0 3540 m/z 55.00 30.58%
143.0
101.0 171.0199-0227.0255-0283.0311.0
m/z--> " 50 100 150 200 250 300 350
Abundance #143126: Methy! stearate R EmEEES L
74.0 13.80 14.00 14.20 14.40
m/z 57.05 28 .44%
5000
43.0
143.0 298.0
101.0 199.0 255.0 :
1|5.|0|||“|‘L JJ"u‘Ll‘u‘u‘u I’ ‘:!-7|1.‘|)‘|‘| |‘2|27|.0|‘ {u‘uuu“luuuulu T EEEEE B T
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107009.D

Aca On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample : J3248-07 5X

Misc :

ALS Vial : 6 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 19 1-Hexanamine, 2-ethyl-N,N-d... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.04 15.30 ng 321440 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanamine. 2-ethvl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
2 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
3 4-Chloro-5-I3-dimethvlaminopropv... 230 C9H15CIN40 1000256-12-4 72
4 Tetradonium Bromide 335 C17H38BrN 001119-97-7 64
5 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
Abundance Scan 2160 (15.042 min): BF107009.D (-2156) (-) m/z 58.05 100.00%
54.0
5000 /L\A
R e
157.1 14.80 15.00 15.20 15.40
Ol ot 4880 126175071860 2221 267.1 8222 3031 725705 6.76%
m/z--> 50 100 150 200 250 300 350
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl-
58.0
5000
14.80 15.00 15.20 15.40
m/z 55.00 6.46%
180 1000120070
m/z--> 50 100 150 200 250 300 350
Abundance
58.0
" 14:80 15.00 15.20 15.40
5000 m/z 59.00 5.21%
15.0 91.0 128.0157.0
m/z--> 50 100 150 200 250 300 350
Abundance #86443: 4-Chloro-5-[3-dimethylaminopropylamino]pyridaz-3[2...
54.0 14.80 15.00 15.20 15.40
m/z 157.10 5.18%
- /MLM
N 1100 1500 1990 5309
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF061918_.M Mon Jul 02 13:54:31 2018

Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF063018\
Data File : BF107009.D

Acq On : 30 Jun 2018 12:49

Operator : JU/SJ

Sample - J3248-07 5X

Misc :

ALS Vial : 6 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]
unknown6.72 6.72 18.0 ng 339809 1 6.95 377808 20.0
Tetradecane 9.37 4.1 ng 84564 3 9.99 412079 20.0
unknown9 .57 9.57 3.6 ng 73921 3 9.99 412079 20.0
Nonadecane 9.69 5.1 ng 104641 3 9.99 412079 20.0
Eicosane 10.40 8.3 ng 171071 3 9.99 412079 20.0
3-Methyl-4-(metho... 10.62 4.9 ng 101135 3 9.99 412079 20.0
Heptadecane 10.87 13.1 ng 269937 4 11.48 413747 20.0
Hexadecane 11.32 7.2 ng 149670 4 11.48 413747 20.0
Hexadecanoic acid... 11.86 100.5 ng 2079200 4 11.48 413747 20.0
4H-Cyclopenta[def... 12.10 5.1 ng 106124 4 11.48 413747 20.0
Tetracosane 12.15 5.5 ng 114236 4 11.48 413747 20.0
9,12-Octadecadien... 12.56 277.2 ng 5734820 4 11.48 413747 20.0
9-Octadecenoic ac... 12.58 157.9 ng 3266860 4 11.48 413747 20.0
Methyl stearate 12.65 61.1 ng 1263520 4 11.48 413747 20.0
Heptadecanoic aci... 13.37 4.7 ng 203160 5 14.14 856446 20.0
Methyl 20-methyl-... 14.05 4.4 ng 189571 5 14.14 856446 20.0
1-Hexanamine, 2-e... 15.04 15.3 ng 321440 6 15.68 420259 20.0
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