LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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
1 5.040 499 502 514 rBV 52015 67146 1.86% 0.196%
2 5.469 571 575 598 rBV 929022 1238693 34.38% 3.625%
3 6.493 745 749 766 rBV 591457 1380222 38.31% 4._.039%
4 6.610 766 769 776 rVV 1428768 1479436 41.07% 4.329%
5 6.675 776 780 793 rVB 665224 715374 19.86% 2.093%
6 6.828 803 806 814 rVB 557250 484086 13.44% 1.417%
7 6.987 829 833 848 rVB 1433189 1155428 32.07% 3.381%
8 7.393 898 902 915 rBV 889065 872816 24.23% 2.554%
9 7.875 977 984 990 rBV 43279 58669 1.63% 0.172%
10 8.110 1021 1024 1038 rVB 645737 711784 19.76% 2.083%
11 8.487 1083 1088 1108 rBV 162240 329320 9.14% 0.964%
12 8.828 1143 1146 1150 rBV 43880 39243 1.09% 0.115%
13 8.928 1157 1163 1166 rBvV2 38666 57473 1.60% 0.168%
14 9.187 1203 1207 1210 rBvV 2359472 1983128 55.05% 5.803%
15 9.298 1222 1226 1229 rVB2 41790 51796 1.44% 0.152%
16 9.581 1271 1274 1278 rVB 76715 66350 1.84% 0.194%
17 9.869 1317 1323 1327 rBv2 948181 838318 23.27% 2.453%
18 9.904 1327 1329 1335 rVB2 62249 57806 1.60% 0.169%
19 10.075 1355 1358 1362 rBvV 169805 165099 4 _.58% 0.483%
20 10.575 1440 1443 1449 rVB 50143 54341 1.51% 0.159%
21 10.663 1454 1458 1464 rBV 1354492 1355740 37.63% 3.967%
22 10.792 1477 1480 1485 rVB3 41275 61628 1.71% 0.180%
23 11.092 1528 1531 1534 rBV3 25844 37265 1.03% 0.109%

24 11.175 1541 1545 1550 rBV 1113004 1175946 32.64% 3.441%
25 11.257 1554 1559 1562 rVB 126267 129689 3.60% 0.379%

26 11.298 1562 1566 1569 rBV 591007 455833 12.65% 1.334%
27 11.363 1573 1577 1579 rBV 1024584 1033553 28.69% 3.024%
28 11.386 1579 1581 1585 rVV 2546245 2199635 61.06% 6.436%
29 11.422 1585 1587 1592 rVB 67272 68267 1.89% 0.200%
30 11.592 1610 1616 1619 rBV 3725403 3602620 100.00% 10.542%

31 11.639 1621 1624 1631 rVB5 65116 110344 3.06% 0.323%
32 11.704 1631 1635 1639 rBV2 103885 105502 2.93% 0.309%
33 11.828 1653 1656 1659 rBV 160898 124759 3.46% 0.365%
34 11.886 1659 1666 1672 rBV3 1123659 1522971 42.27% 4._.456%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 11.975 1678 1681 1683 rBV 63453 68882 1.91% 0.202%
36 11.998 1683 1685 1690 rVB 109991 98138 2.72% 0.287%
37 12.045 1690 1693 1696 rBV 80146 73099 2.03% 0.214%

38 12.157 1709 1712 1715 rBV2 127932 139270 3.87% 0.408%
39 12.198 1715 1719 1728 rVB2 570998 643196 17.85% 1.882%
40 12.392 1749 1752 1754 rBVY 76220 70463 1.96% 0.206%

41 12.433 1757 1759 1763 rVB 127899 105650 2.93% 0.309%
42 12.475 1763 1766 1769 rBV5 41353 43545 1.21% 0.127%
43 12.510 1769 1772 1776 rBV2 162454 157205 4._36% 0.460%
44 12.580 1780 1784 1792 rBV 970851 1231799 34.19% 3.604%
45 12.669 1795 1799 1804 rVV 655155 703608 19.53% 2.059%

46 12.722 1804 1808 1817 rVV8 82057 225705 6.27% 0.660%
47 12.810 1817 1823 1828 rVV3 452836 495335 13.75% 1.449%
48 12.945 1841 1846 1851 rBV 2683538 2472154 68.62% 7.234%
49 13.110 1872 1874 1877 rVB3 47222 43039 1.19% 0.126%
50 13.157 1879 1882 1885 rVB 146053 132348 3.67% 0.387%

51 13.274 1899 1902 1906 rBV3 67890 68308 1.90% 0.200%
52 13.504 1937 1941 1944 rBV2 134629 138036 3.83% 0.404%
53 13.827 1990 1996 2001 rBV3 280153 398873 11.07% 1.167%
54 13.904 2007 2009 2013 rBV3 58589 60357 1.68% 0.177%
55 13.963 2017 2019 2022 rVB 44547 36866 1.02% 0.108%

56 14.010 2023 2027 2031 rBV 921390 896624 24.89%% 2.624%
57 14.145 2047 2050 2054 rBV 118041 108027 3.00% 0.316%
58 14.233 2063 2065 2070 rBv4 51864 59227 1.64% 0.173%
59 14.451 2099 2102 2107 rBV 179056 197072 5.47% 0.577%
60 14.751 2150 2153 2158 rVB 178179 182172 5.06% 0.533%

61 15.086 2206 2210 2214 rVB 206438 229545 6.37% 0.672%
62 15.463 2270 2274 2275 rBV 160738 183518 5.09% 0.537%
63 15.492 2275 2279 2288 rVB 557238 780973 21.68% 2.285%
64 15.892 2342 2347 2352 rVB 140170 194740 5.41% 0.570%
65 16.386 2426 2431 2438 rBV 84828 146463 4_.07% 0.429%

Sum of corrected areas: 34174517
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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: BF112584.D

3500000
3000000
2500000
2000000
1500000 6.61 6.99

1000000 5.47 7.39

500000 A

S

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF112584.D

3500000
3000000 12.05
11.39
2500000 9.19
2000000

1500000 10.66

1000000 9.87
8.11

500000
7.87 8/'69 8.8%93 Lg;‘3o 358 .9&_0/'\?7 10.5[(10.79 11.

A
LI B

153182

Ol A e i e it e S e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112584.D

3500000

3000000

2500000

2000000

1500000

1000000

15.49
500000

13)%6 15.89
: 16.39
A

¥

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

5.04 2.77 ng 67146 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Propvlamine 59 C3HON 000107-10-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 502 (5.040 min): BF112584.D (-499) (-) m/z 43.05 100.00%
43
59
5000
101
4.80 5.00 520 5.40
83
o M N1 - SOV | NS - B m/z 59.10 60.63%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A UL L L A
59 480 500 520 5.40
m/z 101.10 24 _.79%
6. 38, | 83 o ‘%
S L S UL UL SR LI SIS FUR LI BURELIL
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59
" 480 500 520 5.40
5000 m/z 58.10 14 .84%
86
o 46 54| | 101
LA S S UL FUR LS FLRL LN FUL AL UL SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3159: 5-Hexen-2-one A B RAR
43 4.80 5.00 520 5.40
m/z 41.10 9.77%
5000
55
o 21 38| s0 | 65 71 77 83 %8
m/z--> 20 30 40 50 60 70 80 9 100 ' 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 2 unknown6.61 Concentration Rank 1

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

6.61 61.12 ng 1479440 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 769 (6.610 min): BF112584.D (-766) (-) m/z 132.00 100.00%
132
5000 68
96 SRS R SRR
40 gy -8 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 39.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 RS SRR R
6.0 6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 32.83%
60 7P 0 115
01 A DN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 25.59%
104
ol 14 27 39 Sl 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e B
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.84%
5000 98 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3

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

6.67 29.56 ng 715374 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 40

Abundance Scan 779 (6.669 min): BF112584.D (-776) (-) m/z 45.05 100.00%
45
5000
59
72 S U
g9 104 6.40 6.60 6.80 7.00
01 m/z 59.10 33.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.40 6.60 6.80 7.00
72 m/z 72.10 24 .26%
ol 19 W I 89 104 116 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #32644: Diethyl carbitol
45
6.40 6.60 6.80 7.00
5000 59 72 m/z 43.10 15.16%
31
G R R R SRS AR AR RAARA AR ARAAS RARAS AARSS AR BARRE BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- R ABAEE Ry e
45 6.40 6.60 6.80 7.00
m/z 73.10 14.98%
5000 59
31
73
0 'w"'w"'w"?ﬁ"'w'"w"'w"'w'§§'w"'392'l“"|“"|“"|“
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\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 Quinoline Concentration Rank 7

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

8.49 9.25 ng 329320 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 OQuinoline 129 C9H7N 000091-22-5 97
2 Isoquinoline 129 C9H7N 000119-65-3 95
3 2-Propenenitrile. 3-phenvl-. (E)- 129 C9H7N 001885-38-7 90
4 Benzeneacetonitrile. .alpha.-met... 129 C9H7N 000495-10-3 90
5 Pyridine-3,4-dicarbonitrile 129 C7H3N3 001633-44-9 72

Abundance Scan 1089 (8.492 min): BF112584.D (-1083) (-) m/z 129.00 100.00%
5000
102
39 51 43 76 8.20 8.40 860 8.80
o..,....,....-,....:':...i.'...,.-!'!-:,.E.*?.,....,'.'...,.1.1?.,...“...., m/z 102.00 27.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13072: Quinoline
129
5000 '4k|' RN RAASERARSERASS
8.20 8.40 860 8.80
o 102 m/z 128.10 18.96%
o 2r 3 & B g
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13076: Isoquinoline

129

8.20 8.40 8.60 8.80

5000 m/z 130.10 10.27%
102
51
76
26 30 || 8 g 8
BB JNSENESe MRS | MBSOV PSS 1/ FRNN-SNRMS || NESSMIMUB ||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13079: 2-Propenenitrile, 3-phenyl-, (E)- A s M e
129 8.20 8.40 8.60 8.80

m/z 76.00 9.74%

5000
102

51 78
27 39 H\ 6\3 1l 89 \“ 112

(O B B R R e RARERESmmmay

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 1,2-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.30 8.82 ng 455833 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. 2-... 266 C13H1406 000085-71-2 83
2 Isobutvl methvl phthalate 236 C13H1604 1000373-89-3 83
3 Phthalic acid. 2-cvclohexvlethvl... 290 C17H2204 1000309-03-4 83
4 Phthalic acid. 4-bromophenvl met... 334 C15H11Br04 1000315-66-6 83
5 Phthalic acid, methyl phenyl ester 256 C15H1204 1000315-59-8 78
Abundance Scan 1566 (11.298 min): BF112584.D (-1562) (-) m/z 163.00 100.00%
163
5000
77 221 11,00 11.20 1140 11.60
50 104,,9133
1 SRS N = NN . N W m/z 77.10 10.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115205: 1,2-Benzenedicarboxylic acid, 2-ethoxy-2-oxoethyl...
163
5000 T T A-- A U

11.00 11.20 11.40 11.60
m/z 164.10 9.51%

i
1529 50 ? 120135 | 177194 221235 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90418: Isobutyl methyl| phthalate
163
e R R
11.00 11.20 11.40 11.60
5000 m/z 76.10 9.50%
77 181
27 41 56 ' 104130135 \ 205221
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136206: Phthalic acid, 2-cyclohexylethyl methyl ester R A Tt
163 11.00 11.20 11.40 11.60
m/z 221.00 8.77%
5000
181
S5 104
R X0 17 N S W I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 29.47 ng 1522970 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1667 (11.892 min): BF112584.D (-1659) (-) m/z 192.10 100.00%
192
43
5000
11,60 11.80 12.00 12.20
0 m/z 73.00 94 .57%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 LRI B UL UL UL
umnmnmnm
m/z 43.05 77 .74%
TJJ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

43 R R EEEEEaEE e
11.60 11.80 12.00 12.20

5000 129 m/z 60.00 71.21%

143 157 214

0
m/z--> 20 40 60 8I0 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid T T
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 67.19%
5000 129
185 228
‘ T7 01115 | 14357171 ‘ 199
0 ‘ “- ‘”‘ﬂh‘--t--‘-“- -“-‘--|‘----|---- T --2?--3--‘--|----|- L o i B B B
m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.16 2.69 ng 139270 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 83
2 9.10-Bis(bromomethvDanthracene 362 C16H12Br2 034373-96-1 83
3 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 78
4 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 72
5 5,16[1",2"]:8,13[1"",2""]-Dibenz... 408 C32H24 005672-97-9 72
Abundance Scan 1713 (12.163 min): BF112584.D (-1709) (-) m/z 204.05 100.00%
204
5000 nr
237 11.80 12,00 12.20 12,40
o! e — m/z 116.95 50.91%
m/z--> 50 100 150 200 250 300 350
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204
108
5000
133 161 11.80 12.00 12.20 12.40
41 6 \ m/z 163.00 37.14%
. --“.--|'--.----.----.----.--
m/z--> 50 100 150 200 250 300 350
Abundance #191535: 9,10-Bis(bromomethyl)anthracene
204
11.80 12.00 12.20 12.40
5000 m/z 203.10 36.99%
101
ol27 51 78, | 126149 176 283 364
m/z--> 50 100 150 200 250 300 350
Abundance #64594: Naphthalene, 2-phenyl- e R
204 11.80 12.00 12.20 12.40
m/z 202.10 36.98%
5000
101
28 81 75, | 126 150 176 |
mz-> 50 100 150 200 250 300 350 11.80 12,00 12.20 12,40

8270-BF012519.M Mon Feb 18 11:28:57 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 9,10-Anthracenedione Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.20 12.45 ng 643196 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 97
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 70
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 70
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 60
Abundance Scan 1719 (12.198 min): BF112584.D (-1715) (-) m/z 208.10 100.00%
152 180 208
5000
76
% 63 126 63 11.80 12,00 12.20 12.40 12.60
90 102 1 : : : : :
o N~ us L i el 228 Th/77180.10 98.41%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76 LRI SURUSE BN
11.80 12.00 12.20 12.40 12.60
50 126 m/z 152.10 90.49%
0 2 T }P?"'I J"'I" A BN WL W
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #45755: 9H-Fluoren-9-one
180
11.80 12.00 12.20 12.40 12.60
5000 152 m/z 151.05 46 .50%
63 76
27 3050 7 | 879811 1% |
m/z--> 25 45 éo 85 160 150 150 1éo 180 260 250
Abundance #45697: Benzo[c]cinnoline
152 11.80 12.00 12.20 12.40 12.60
180 m/z 76.10 33.10%
5000
63 76
126
0 5\? | \‘ 87 9§\ 111 \‘ ‘
m/z--> ﬁo 45 éo 85 160 150 140 1éo 1éo 260 250 11.80 12.00 12.20 12.40 12.60

8270-BF012519.M Mon Feb 18 11:28:57 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 Cyclopenta(def)phenanthrenone Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.51 3.04 ng 157205 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 96
2 T1.1"-Biphenvl1-4.4"-dicarbonitrile 204 C14H8N2 001591-30-6 43

N-(4-Chloro-phenvl)-2-(3.4-dihvd... 330 C17H15CIN20S 1000296-34-3 38
4 3.4-Biphenvldicarbonitrile 204 C14H8N2 004128-63-6 38
5 [1,2,4]Triazolo[5,1-b]Jquinazolin... 204 C10H12N40 1000337-56-5 37
Abundance Scan 1772 (12.510 min): BF112584.D (-1769) (-) m/z 204.10 100.00%
204
5000
236 12.20 12.40 12.60 12.80
(o} m/z 85.00 48.14%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64588: Cyclopenta(def)phenanthrenone
204
5000 SR AL BN RN IR
176 12.20 12.40 12.60 12.80
88 m/z 176.10 40.72%
o 62 122 130
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64247: [1,1'-Biphenyl]-4,4'-dicarbonitrile
204
12.20 12.40 12.60 12.80
5000 m/z 41.10 19.86%
oL 50 > 102 127 150 1ﬂ7 ]
miz> 4 80 80 100 150 140 160 180 200 230 240 240 250 300 330 |
Abundance #168970: N-(4-Chloro-phenyl)-2-(3,4-dihydro-isoquinolin-1-... B e
204 12.20 12.40 12.60 12.80
m/z 55.10 19.27%
5000 176
130
77 103 \
oh34 51 b 148 ! 220 255271 297 329
LRRA AR RERR RN LA LR BN BRRAN BRAAS SRR BRRAE BRAAE SRR SRR SRR BN AR AL
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12,60 12.80

8270-BF012519.M Mon Feb 18 11:28:57 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.67 13.62 ng 703608 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 1799 (12.669 min): BF112584.D (-1795) (-) m/z 43.10 100.00%

43 7

5000

12.40 12.60 12.80 13.00
m/z 73.00 95.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid

5000
12.40 12.60 12.80 13.00

m/z 57.10 76 .53%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid
73
43 T
12.40 12.60 12.80 13.00
5000 m/z 55.10 75.62%
129
185 228
AN TN o]
T 8 2 < E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39469: n-Decanoic acid L B B L
60 12.40 12.60 12.80 13.00
m/z 60.00 75.09%
5000 41
129
87
12 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12. 80 13.00

8270-BF012519.M Mon Feb 18 11:28:58 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 12 9,10-Anthracenedione, 2-met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.72 5.03 ng 225705 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione. 2-methvl- 222 C15H1002 000084-54-8 90
2 9.10-Anthracenedione. l1l-methvl- 222 C15H1002 000954-07-4 43
3 2H-Indazol-3-amine. N-methvl-2-p... 223 C14H13N3 097990-17-5 35
4 Anhalinine 223 C12H17NO3 000642-30-8 30
5 4-[4-Cyanophenoxy]benzaldehyde 223 C14H9NO2 090178-71-5 30

Abundance Scan 1808 (12.722 min): BF112584.D (-1804) (-) m/z 165.05 100.00%

5 2

5000

236 12.40 12.60 12.80 13.00

63 ;5 91 105 119

39
0 m/z 222.05 94 _.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79313: 9,10-Anthracenedione, 2-methyl-
165 222
5000
12.40 12.60 12.80 13.00
m/z 223.20 87 .39%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79314: 9,10-Anthracenedione, 1-methyl-
165 222
12.40 12.60 12.80 13.00
5000 m/z 163.00 64.12%
194
50 63 139
o 2R D e e o | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80179: 2H-Indazol-3-amine, N-methyl-2-pheny!- R TR T T T
223 12.40 12.60 12.80 13.00
m/z 194.10 48 . 77%
5000 91
51 7 119 207
65 ‘ 104 146 ‘
39 132
0 ,....,..h.,@..ﬁ,.HP. oy H..@.,.M.. %???89.%95.u..;ﬂ... .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00

8270-BF012519.M Mon Feb 18 11:28:58 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 Octadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.16 2.95 ng 132348 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 90
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 83
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 1883 (13.163 min): BF112584.D (-1879) (-) m/z 57.10 100.00%
57
85
5000
4
13 12:80 13.00 13.20 1340
155 237 324
0 ,,\ ol L)t aeazoepozarass s R e 3T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885: Octadecane
57
5000 85 LR UL UG B B
4 12. 80 13. oo 13. 20 13.40
m/z 71.10 66.66%
. .L L 169 197 25 254
m/z--> 25 45 60 éo 160 120 140 160 180 200 220 240 260 280 300 350
Abundance #83023: Hexadecane
57
12:80 13.00 13.20 1340
5000 g5 m/z 85.10 54 _.73%
4
ol18 ] ‘ L i 41}3 141 169 107 2%
m/z--> 25 45 éo éo 160 120 140 160 180 200 220 240 260 280 300 350
Abundance #105903: Hexadecane, 7,9-dimethyl- R EE R E s
57 12.80 13.00 13.20 13.40
m/z 41.10 32.54%
5000 85
4

126 155
“I‘\ 110 | | 171 197 239255

IIIIIIIIIII IIIIJIIIIIIIIIIII.IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII T TTTT TTr T TTTT IIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. 00 13. 20 13.40

o

8270-BF012519.M Mon Feb 18 11:28:59 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 2-methyloctacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.50 3.08 ng 138036 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 1940 (13.498 min): BF112584.D (-1937) (-) m/z 57.10 100.00%
g7
5000 85

13.20 13.40 13.60 13.80

141 166 195 230250 281
0 ...,.J m/z 43.10 76.01%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
5000 LI N N N B I

13!20 13.I40 13!60 13.I8O
m/z 71.10  69.42%

141 169 197 225

267 295

0!
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
N RARES R EEe
13.20 13.40 13.60 13.80
5000 85 m/z 85.10 48.98%
29
LT ] | M2 141 169 107 225 253 295 323 367
L e e B e e e LA B e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R R B
57 13.20 13.40 13.60 13.80
m/z 41.10 33.59%
5000 85
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
e T e e A B A e B e NI L N RAREEmEEs
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF012519.M Mon Feb 18 11:28:59 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 Oxalic acid, isobutyl tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.83 8.90 ng 398873 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 90
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 90
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
4 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 64
Abundance Scan 1996 (13.827 min): BF112584.D (-1990) (-) m/z 57.10 100.00%
57

5000 4

13.60 13.80 14.00 14.20
m/z 43.10 83.43%

. 139155 182 203 225 258 g1 313

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

Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57
5000 LA L L L L LB
4 13.60 13.80 14.00 14.20
85 m/z 71.10 62.98%
o2 Uloe 145 168 106 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
R AEEmEEES L
13.60 13.80 14.00 14.20
5000 a1 m/z 55.10 54_.17%
83
0 2% Wl \” Il ‘u 1:}1126 148 196 224 269
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95994: 1-Decanol, 2-hexyl- R AEEmEEES L
57 13.60 13.80 14.00 14.20
m/z 41.10 46 .64%
5000

154169 196

224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14 20

8270-BF012519.M Mon Feb 18 11:29:00 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .45 4.40 ng 197072 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tricosane 324 C23H48 000638-67-5 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2102 (14.451 min): BF112584.D (-2099) (-) m/z 57.10 100.00%
g7
85
5000
113 VA0 1440 14'60 1480
141 169 14.20 14.40 14.60 14.80
ol A A 10 107228 283 282 34 355 L TG 74, 660
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 L BRI B BRI B

14.20 14.40 14.60 14.80
‘ m/z 43.10 74.04%

29 141
AP Lt s s 22
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57
T
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 60.36%
113 324
141 169
ol A LI IPNT B RT g |
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R mEEEs
57 14.20 14.40 14.60 14.80
m/z 55.10 30.96%
5000 85
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
e B e o e A S T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF012519.M Mon Feb 18 11:29:00 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 Eicosane, 7-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.75 4_.06 ng 182172 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 90
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2153 (14.751 min): BF112584.D (-2150) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.40 14.60 14.80 15.00
ol A .'1. S0 195 222 247 269 295 885,07 43,10 76.48Y%
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57
5000 85 N BN S B S B

14.40 14.60 14.80 15.00
m/z 71.10 73.87%

o3 }I I

13
[T, 141 165182 211 252 281 308 337
— e s
m/z--> 50 100 150 200 250 300 350
Abundance #141432: Pentadecane, 8-hexyl-
57
R
85 14.40 14.60 14.80 15.00
5000 m/z 85.05 57 .28%
29 U3 L, 196
ANEE N R T
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- B B
517 14.40 14.60 14.80 15.00
m/z 41.10 26.04%
5000 85
113
i ‘\ I [ M
ob—l e b = N
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112584.D

Aca On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample : K1487-01

Misc :

ALS Vial : 8 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 19 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.89 4.99 ng 194740 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 2347 (15.892 min): BF112584.D (-2342) (-) m/z 57.10 100.00%
57
5000
1 550 1580 16100 1620
41 183 225 . . . )
o....,.=.J|,..i.l.,....,....,2.6.5..?9?..3,5.5...,....,....,....,....,... m/z 71.10 85.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 LRI UL BRI UL B

15.60 15.80 16.00 16.20
m/z 43.10 72.09%

99
0 | 141 183 225 267 300 367
T e e e e e e  RRAREREE S ERs SRR s s E e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5[7
R N REEE S R
15.60 15.80 16.00 16.20
5000 m/z 85.10 56.35%

99
26 ] | | 141 183 225 267 309 365

OrrHy Y e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane AN EmEEE R
57 15.60 15.80 16.00 16.20
m/z 41.10 25.73%
5000
97
0 JJ141 183 225 267 309 351 393423 463 505 561591
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021519\
Data File : BF112584.D

Acq On : 15 Feb 2019 17:47

Operator : JU/SJ

Sample - K1487-01

Misc :

ALS Vial : 8 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]
2-Pentanone, 4-hy... 5.04 2.8 ng 67146 1 6.83 484086 20.0
unknown6.61 6.61 61.1 ng 1479440 1 6.83 484086 20.0
Ethanol, 2-(2-eth... 6.67 29.6 ng 715374 1 6.83 484086 20.0
Quinoline 8.49 9.3 ng 329320 2 8.11 711784 20.0
1,2-Benzenedicarb... 11.30 8.8 ng 455833 4 11.36 1033550 20.0
n-Hexadecanoic acid 11.89 29.5 ng 1522970 4 11.36 1033550 20.0
1,2,4,8-Tetrameth... 12.16 2.7 ng 139270 4 11.36 1033550 20.0
9,10-Anthracenedione 12.20 12.4 ng 643196 4 11.36 1033550 20.0
Cyclopenta(def)ph... 12.51 3.0 ng 157205 4 11.36 1033550 20.0
Octadecanoic acid 12.67 13.6 ng 703608 4 11.36 1033550 20.0
9,10-Anthracenedi... 12.72 5.0 ng 225705 5 14.01 896624 20.0
Octadecane 13.16 3.0 ng 132348 5 14.01 896624 20.0
2-methyloctacosane 13.50 3.1 ng 138036 5 14.01 896624 20.0
Oxalic acid, isob... 13.83 8.9 ng 398873 5 14.01 896624 20.0
Eicosane 14.45 4.4 ng 197072 5 14.01 896624 20.0
Eicosane, 7-hexyl- 14.75 4.1 ng 182172 5 14.01 896624 20.0
Hexacosane 15.89 5.0 ng 194740 6 15.49 780973 20.0
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