LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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 2.134 3 8 17 rVB 162949 231620 7.90% 0.741%
2 5.104 511 513 522 rBV 70810 97037 3.31% 0.310%
3 5.498 576 580 599 rBVY 2747825 2931440 100.00% 9.377%
4 6.145 687 690 693 rVB 74812 62223 2.12% 0.199%
5 6.510 748 752 771 rBV 2624665 2845242 97 .06% 9.101%
6 6.645 771 775 787 rVB 2965536 2756492 94.03% 8.817%
7 6.875 810 814 821 rBV 1114671 925925 31.59% 2.962%
8 7.028 836 840 844 rBVY 2178407 2034681 69.41% 6.508%
9 7.439 906 910 928 rBVY 1900152 1880897 64.16% 6.017%
10 8.157 1028 1032 1052 rVB 1241420 1267701 43.24% 4 _.055%

11 9.233 1211 1215 1224 rBV 2545182 2685657 91.62% 8.591%
12 9.298 1224 1226 1229 rVB 42807 40671 1.39% 0.130%
13 9.628 1276 1282 1289 rBV 136870 179907 6.14% 0.575%
14 9.833 1313 1317 1321 rBV 120381 107401 3.66% 0.344%
15 9.916 1327 1331 1340 rBV 1361780 1280893 43.70% 4._.097%

16 10.328 1399 1401 1404 rVB 167495 128961 4._.40% 0.413%
17 10.363 1404 1407 1414 rVB5 24243 31828 1.09% 0.102%
18 10.551 1434 1439 1441 rBV 49985 54581 1.86% 0.175%
19 10.710 1462 1466 1475 rBV 1377881 1473318 50.26% 4.713%
20 10.804 1479 1482 1488 rVB 129583 134870 4.60% 0.431%

21 10.957 1504 1508 1512 rVB 39912 38981 1.33% 0.125%
22 11.251 1555 1558 1561 rBV 63217 54783 1.87% 0.175%
23 11.410 1581 1585 1587 rBV 1136634 1071189 36.54% 3.426%
24 11.433 1587 1589 1593 rVV 303148 279845 9.55% 0.895%

25 11.486 1596 1598 1602 rVB 42001 43472 1.48% 0.139%
26 11.922 1668 1672 1681 rBV2 332430 454479 15.50% 1.454%
27 12.027 1686 1690 1692 rBV 52518 54840 1.87% 0.175%
28 12.245 1724 1727 1731 rVB3 43496 44524 1.52% 0.142%
29 12.469 1761 1765 1767 rBV3 24311 33813 1.15% 0.108%

30 12.627 1788 1792 1800 rBV 586750 562024 19.17% 1.798%

31 12.716 1803 1807 1814 rBV 448978 527633 18.00% 1.688%
32 12.857 1828 1831 1838 rVB 482429 447334 15.26% 1.431%
33 12.992 1849 1854 1857 rBV 1985616 1782624 60.81% 5.702%
34 13.074 1864 1868 1872 rVB2 30909 46055 1.57% 0.147%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.186 1879 1887 1893 rBV2 81871 135314 4.62% 0.433%

36 13.251 1895 1898 1901 rVvVv 55606 50697 1.73% 0.162%
37 13.292 1901 1905 1912 rVB3 37433 63126 2.15% 0.202%
38 13.427 1923 1928 1930 rBvV4 55843 67486 2.30% 0.216%
39 13.668 1966 1969 1972 rBV2 30772 33056 1.13% 0.106%
40 13.774 1984 1987 1990 rBV4 29744 36988 1.26% 0.118%
41 13.810 1990 1993 1995 rVV 57843 47843 1.63% 0.153%

42 13.874 1999 2004 2009 rBV3 113991 167155 5.70% 0.535%
43 14.063 2030 2036 2038 rBV2 768859 986296 33.65% 3.155%
44 14.086 2038 2040 2048 rVB 262128 258523 8.82% 0.827%
45 14.168 2051 2054 2057 rVB 39730 32996 1.13% 0.106%

46 14.451 2097 2102 2106 rBV3 50230 81987 2.80% 0.262%
47 14.968 2186 2190 2194 rBV2 156714 170186 5.81% 0.544%
48 15.127 2212 2217 2220 rBVY 241327 393050 13.41% 1.257%
49 15.151 2220 2221 2225 rVV2 159930 169239 5.77% 0.541%
50 15.192 2225 2228 2233 rVV3 98423 151446 5.17% 0.484%

51 15.239 2233 2236 2240 rVB 53193 64648 2.21% 0.207%
52 15.439 2266 2270 2276 rVB 149941 184313 6.29% 0.590%
53 15.504 2276 2281 2285 rBV 210594 281425 9.60% 0.900%
54 15.568 2287 2292 2296 rBV 550628 698076 23.81% 2.233%
55 15.757 2321 2324 2329 rVB4 45958 60499 2.06% 0.194%

56 15.992 2360 2364 2369 rVB 80936 118549 4._.04% 0.379%
57 17.104 2546 2553 2560 rBV2 127563 277090 9.45% 0.886%
58 17.568 2627 2632 2640 rVB 66969 139272 4._.75% 0.445%

Sum of corrected areas: 31262201
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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:\HPCHEM1I\BNA F\Data\BF030218\

BF103361.D
2 Mar 2018 12:51
SJ/Ju
J1402-07
8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.13 5.00 ng 231620 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 7 (2.128 min): BF103361.D (-3) (-) m/z 73.00 100.00%
7B
5000 43
55 g7
m | 95 123 2.20 2.30 2.40 2.50
R R AL A KRR IR AL KA R A LA LA AR RARAN LR LA m/z 43.00 39.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl- ~/\\“~VHV*&A~¥~N&V¥*~AA-¥~AA’
73
5000 U R R U R
43 O 2.20 2.30 2.40 2.50
- 87 m/z 55.00 30.63%
"|'“'|"jm“"jjth'l“'“lq?"ﬂ'"|'“'|"';9%"|"“|""v"'|“"|'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
U AR AR RN AR
2.20 2.30 2.40 2.50
5000 43 m/z 87.00 23.69%
58
Wmmﬂﬁwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether A Ea
73 2.20 2.30 2.40 2.50
m/z 40.95 13.02%
45 59
15 2 7] 87 103 130 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 220 230 2.40 250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.10 2.10 ng 97037 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 23
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 512 (5.098 min): BF103361.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101
4.80 5.00 5.20 5.40
et 78 8 | h77 59.00  61.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 15.18%
15 31 101
25 7 37, 53“ 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 101.00 13.71%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4769: 1-Butanol, 3-methoxy- m e R m
50 4.80 5.00 5.20 5.40
m/z 56.00 7.36%
5000
31
S S A NS NS | S B U | &
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

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

6.65 59.54 ng 2756490 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103361.D (-771) (-) m/z 132.00 100.00%
5000 o8
N | R v ko ok 0By 7o
..“”.“”.“.“M.”u!.“.“..“,”“,“”,M“,”“,““ph“,“ m/z 68.00 36.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L L
6.40 6.60 6.80 7.00
78 m/z 134.00 33.56%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 65.95 25.12%
41 97
53 2 117
34 60 89 105 124
Wmﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I\
Abundance #14491: 5-Aminoindole s S T
132 6.40 6.60 6.80 7.00

m/z 69.00 14 .08%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

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:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.01 ng 128961 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 5-Ethvldecane 170 C12H26 017302-36-2 87
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 81
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 80
5 Heneicosane 296 C21H44 000629-94-7 78

Abundance Scan 1401 (10.328 min): BF103361.D (-1399) (-) m/z 57.00 100.00%

57

43
5000

10.00 10.20 10.40 10.60
m/z 43.00 69.73%

99 113 127 141 155 169
mz-> 20 40 60 80 100 120 140 160 180 200 220

Abundance #83025: Hexadecane
il LJNMJ\
71

5000 T T T T T T T T
10. 00 10. 20 10 40 10. 60

29‘ & m/z 71.00  55.26%
R

| L ¥ 13127141 155 169 183 197 226

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

Abundance
57
e e BAN BaaE L
43 10.00 10.20 10.40 10.60
5000 71 m/z 85.05 36.35%
8 98 140
112 170
A s B A i B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38330: Undecane, 2-methyl- LR R
43 10.00 10.20 10.40 10.60
57 m/z 41.00 31.60%
5000 71
85
'|”"|”"|”"|”"w"'w"'w"'""w"w"'w"" N B B
m/z--> 40 60 80 100 120 140 160 180 200 220 10. 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 8.49 ng 454479 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1672 (11.922 min): BF103361.D (-1668) (-) m/z 43.00 100.00%
43 60 7B
5000
129
7 AR AR AR IR
115 213
I wJJ 01 143157171 192 297 256 11.60 11.80 12.00 12.20
Frrpreeo e m/z 73.00 99.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78
43
5000
129 11.60 11.80 12.00 12.20
29 ‘ 115 1 214 m/z 60.00 95.63%
185
15“""""\””'\‘ ‘ T”fhlllllllllll T II‘II |||1|98|||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 go 73
11'60 11.80 12.00 12.20
5000 29 m/z 57.00 84.63%
129
256
0T 115 43157171185 199213 507
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T
3 60 78 11.60 11.80 12.00 12.20
m/z 55.00 79.54Y%
5000 129
29
199
143157171185 242
15 “.‘lU. TR T T
m/z--> 20 40 60 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:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.72 9.85 ng 527633 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Decanoic acid 172 C10H2002 000334-48-5 92
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90

Abundance Scan 1808 (12.721 min): BF103361.D (-1803) (-) m/z 72.95 100.00%

5000

12.40 12.60 12.80 13.00
m/z 43.00 96.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73

43 §
129

5

5000 28 284 LA L L L L L L LB
12. 40 12. 60 12. 80 13. 00
m/z 60.00 84 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
12.40 12.60 12.80 13.00
5000 129 m/z 57.00 78.26%
87
27 115 143157171185199 242
214
Wmmﬁmﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid i R a e e
73 12.40 12.60 12.80 13.00
m/z 55.00 71.63%
129
5000
43 5
87
M y | ::-\]‘-5 1‘\13 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Fluoranthene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.74 ng 135314 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 94
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 94
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 1888 (13.192 min): BF103361.D (-1879) (-) m/z 216.00 100.00%
216
5000
43 57 69 gg 94 107 121133 151 167 189 " 12.80 13.00 13.20 13.40 13.60
m/z 215.00 83.06%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74424: Fluoranthene, 2-methyl-
216
5000

12.80 13.00 13.20 13.40 13.60
g5 108 m/z 213.00  21.90%

5163 8l | || 122135 15016317650 202 ‘
,”..“..w..”,.”.,”..“..w..” T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
216
12.80 13.00 13.20 13.40 13.60
5000 m/z 217.00 20.44%
108
51 63 75 95 163 189
T s e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene
216 12.80 13.00 13.20 13.40 13.60
m/z 107.60 15.80%
5000
107
28 50 63 81 % ' 122 139151163176189 |
e == e e S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Cyclohexadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.87 3.39ng 167155  Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclohexadecane 224 C16H32 000295-65-8 86

959085-66-6 86
1000351-83-4 70
959218-78-1 70
1000351-83-8 70

2 Heptadecvl heptafluorobutvrate 452 C21H35F702
3 Tricosvl heptafluorobutvrate 536 C27H47F702
4 Pentafluoropropionic acid. hepta... 402 C20H35F502
5 Heneicosyl heptafluorobutyrate 508 C25H43F702

Abundance Scan 2003 (13.868 min): BF103361.D (-1999) (-) m/z 226.00 100.00%
226
5000 57
83
111
| 139 193 13.60 13.80 14.00 14.20
o mm i B o e LA e e m/z 57.00 48 .41%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #81246: Cyclohexadecane
55
5000 LA L L L L L LB
29 1ﬂ 13.60 13.80 14.00 14.20
m/z 55.00 40.87%
Wi \H ‘\ \ %?9 167196224
T T e LN e o o o o R
m/z--> 50 O 250 300 350 400 450 500
Abundance
57
a3 R N RARE SRR m e
13.60 13.80 14.00 14.20
5000 m/z 43.00 38.44%
111
29
L LA o e o o o BN i
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosy! heptafluorobutyrate i B
57 13.60 13.80 14.00 14.20
m/z 69.00 37.21%
97
5000
125
2 | l | 169105202250 204322 367 518
I B LA o e LA e o e e i R N RARE SRR m e
m/z--> 50 100 150 200 250 300 350 400 450 500 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.97 4.88 ng 170186 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 1.19-Eicosadiene 278 C20H38 014811-95-1 93
4 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 89
5 16-Heptadecenal 252 C17H320 1000144-57-9 83
Abundance Scan 2190 (14.968 min): BF103361.D (-2186) (-) m/z 57.00 100.00%
43 57 82

5000

14.60 14.80 15.00 15.20
m/z 43.00 90.34%

124
137151166181 201 224239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117606: Octadecanal
43 57 2

5000

14,60 14.80 15.00 15.20
m/z 81.95 87.89%

29
250

124
137152166180194 208222

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

43 82

96 e S S oM i
57 14.60 14.80 15.00 15.20

5000{ 29 m/z 55.00 62.29%

109
24138
152166180194208222236250 268
Tmmwﬁwmmwwwm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene L BT o e

55 14.60 14.80 15.00 15.20
41 m/z 83.00 51.96%

5000 9%

109

2\ \‘ \‘

123 138152165 180 194208222 236250263 278
S| N
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

T T T T
14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.44 5.28 ng 184313 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 98
2 Benzolelpvrene 252 C20H12 000192-97-2 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 96
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2270 (15.439 min): BF103361.D (-2266) (-) m/z 252.00 100.00%
252
5000
125

- 224 15.20 15.40 15.60 15.80
43 58 74 92 139153 174 199 > 550 05 3L 17%

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

Abundance #104214: Perylene }\\A MJ\
252

5000 LIRS
15.20 15.40 15.60 15.80
125 m/z 253.05 22.13%
150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 18.95%
126
112 224
41 63 77 91 150 174 200 238
wwwwmﬁwwmwﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene A B B St
252 15.20 15.40 15.60 15.80
m/z 125.90 14 .95%
5000
126
39 63 87 M2 | 150 174 200 224238 H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103361.D

Aca On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample = J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.99 3.40 ng 118549 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 2364 (15.992 min): BF103361.D (-2360) (-) m/z 57.00 100.00%

5000 85

&8

141 176199 225049 284 15.60 15.80 16.00 16.20 16.40
...,..l*li..w....,....,....,....,....,...., m/z 71.00 59.30%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
57
5000 85 TT T T [T T T T[T T T T[T TT T 7T
080 15 60 15. 80 16. OO 16 20 16. 40
m/z 43.00 44 _29%
29 113
‘ H o A | d141 1?9\1?7 225 253
| I 1 \ | 1 \ | X |
e o L e A
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R o
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.05 44 .18%
85
113
29 141 169 197 225 253 280 309 351 379 407 436
e HE Bt e L b e e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane A B R e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 18.81%
5000 85
29
| || (M2 141 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. OO 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030218\
Data File : BF103361.D

Acq On : 2 Mar 2018 12:51

Operator : SJ/JU

Sample - J1402-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.13 5.0 ng 231620 1 6.87 925925 20.0
2-Pentanone, 4-hy... 5.10 2.1 ng 97037 1 6.87 925925 20.0
unknown6 .65 6.65 59.5 ng 2756490 1 6.87 925925 20.0
Hexadecane 10.33 2.0 ng 128961 3 9.92 1280890 20.0
Tridecanoic acid 11.92 8.5 ng 454479 4 11.41 1071190 20.0
Octadecanoic acid 12.72 9.8 ng 527633 4 11.41 1071190 20.0
Fluoranthene, 2-m... 13.19 2.7 ng 135314 5 14.06 986296 20.0
Cyclohexadecane 13.87 3.4 ng 167155 5 14.06 986296 20.0
Octadecanal 14.97 4.9 ng 170186 6 15.57 698076 20.0
Perylene 15.44 5.3 ng 184313 6 15.57 698076 20.0
Eicosane 15.99 3.4 ng 118549 6 15.57 698076 20.0
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