LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF102318.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 2.316 31 39 48 rBV 419122 562369 18.87% 2.131%
2 5.204 527 530 540 rBV 73716 107516 3.61% 0.408%
3 5.581 500 594 598 rBVY 2326503 2409413 80.86% 9.132%
4 6.581 758 764 779 rBVY 2256173 2771809 93.03% 10.506%
5 6.728 784 789 792 rBVY 2719156 2635637 88.46% 9.989%
6 6.951 824 827 832 rBV 663819 554688 18.62% 2.102%
7 7.110 849 854 857 rBVY 2268780 1994915 66.95% 7.561%
8 7.522 918 924 943 rBY 1459555 1721376 57.77% 6.524%
9 8.239 1041 1046 1065 rVB 643044 758093 25.44% 2.873%
10 9.239 1210 1216 1222 rBV 33370 39804 1.34% 0.151%
11 9.310 1222 1228 1231 rBvV 3288470 2979626 100.00% 11.293%
12 9.375 1237 1239 1242 rVB2 33898 32105 1.08% 0.122%
13 9.622 1277 1281 1284 rBV 90480 85533 2.87% 0.324%
14 9.698 1289 1294 1300 rBV 338583 386684 12.98% 1.466%
15 9.851 1314 1320 1322 rBV3 21329 31717 1.06% 0.120%
16 9.898 1322 1328 1331 rvv4 37733 58275 1.96% 0.221%
17 9.992 1338 1344 1348 rBV 868339 874820 29.36% 3.316%
18 10.027 1348 1350 1357 rVB 45453 52338 1.76% 0.198%
19 10.545 1436 1438 1445 rVB 34125 31964 1.07% 0.121%
20 10.622 1447 1451 1454 rBV 42953 47991 1.61% 0.182%
21 10.792 1475 1480 1492 rBVY 1859161 1911831 64.16% 7.246%
22 10.886 1492 1496 1500 rVvVv 68742 84759 2.84% 0.321%
23 11.486 1594 1598 1601 rBV 917620 854969 28.69% 3.240%
24 11.510 1601 1602 1606 rVvVv 166982 115946 3.89% 0.439%
25 11.563 1610 1611 1616 rVB 48763 51763 1.74% 0.196%
26 11.992 1681 1684 1686 rBV3 57626 60046 2.02% 0.228%
27 12.104 1700 1703 1706 rBV 48189 48229 1.62% 0.183%
28 12.633 1790 1793 1796 rBV 44500 44143 1.48% 0.167%
29 12.704 1801 1805 1808 rBV 313852 273750 9.19% 1.038%
30 12.933 1838 1844 1850 rVB 234526 267912 8.99% 1.015%
31 13.068 1862 1867 1870 rBV 2623058 2487525 83.48% 9.428%
32 13.263 1893 1900 1906 rVvv2 41102 81248 2.73% 0.308%
33 13.327 1908 1911 1914 rBV 37535 32215 1.08% 0.122%
34 13.380 1914 1920 1925 rVB5 17146 42877 1.44% 0.163%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 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-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.492 1936 1939 1943 rBV 121451 119131 4._00% 0.452%

36 13.945 2013 2016 2025 rBV3 141593 201333 6.76% 0.763%
37 14.133 2043 2048 2051 rBV 598709 603661 20.26% 2.288%

38 14.562 2117 2121 2123 rBV2 42382 44450 1.49% 0.168%
39 14.880 2172 2175 2179 rVB 39304 36797 1.23% 0.139%
40 15.204 2226 2230 2232 rBvV 35981 51065 1.71% 0.194%
41 15.227 2232 2234 2240 rVB 75257 88478 2.97% 0.335%
42 15.592 2292 2296 2298 rBV2 25120 34539 1.16% 0.131%
43 15.627 2298 2302 2303 rVvVv 49675 60955 2.05% 0.231%
44 15.656 2303 2307 2319 rVB2 306851 449421 15.08% 1.703%
45 16.080 2373 2379 2387 rVB 55228 85972 2.89% 0.326%
46 16.609 2464 2469 2478 rVB3 29422 50540 1.70% 0.192%
47 17.233 2569 2575 2583 rVB8 25487 63948 2.15% 0.242%
Sum of corrected areas: 26384176
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110471.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 3

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

2.32 20.28 ng 562369 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 40 (2.322 min): BF110471.D (-31) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 87.1
| 220 240 260 '
Obrrrrrrrr et e e e e e || M/ 43.05 40, 78%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AU
430 220 240 260
~ 550 87.0 m/z 55.10 29.19%
29.0
'”I””I””I”MI”'Jh'W”'W”'WJ”I””I””I””I””I””I””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AU
220 240 260
5000 410 550 m/z 87.10 26.29%
29.0 ‘
..w..”,.”.,.”Up”.jﬁﬁ.w.uhn.”.JJ..,”.:“.9%9.}}%9w.?3%9..
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- —
73.0 220 240 260
m/z 41.10 13.02%
5000
43.0
20 180 290 " 500 | g0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 6

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

5.20 3.88 ng 107516 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 529 (5.198 min): BF110471.D (-527) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 83.0 10|1.0 4.80 5.00 520 5.40 5.60
SRS SESSE M 1 ESSSUMIUITIS | PEUMEMNERSMSEBNShHM H— m/z 59.00 54.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I I LS L I
480 5.00 520 5.40 5.60
59.0 m/z 101.00 16.54%
210 | 510 || 69.0 830910 1,01'0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 480 500 550 540 560
5000 m/z 58.10 13.54%
20.0 101.0
o1 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e
59.0 480 5.00 520 5.40 5.60
m/z 41.10 9.45%
5000 41.0
69.0 870
15.0 M il swolll | 98.0
miz--> 10 % 3 40 % 60 70 80 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1

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

6.73 95.03 ng 2635640 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 789 (6.728 min): BF110471.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IS SRS UL R
40.0 540 6.40 6.60 6.80 7.00
gL0 e m/z 68.10 39.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RIS SRR LA
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.28%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.79%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R EEa R EE e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.46%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R B A RS
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.69 ng 81248 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 95
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 94
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 87
Abundance Scan 1900 (13.263 min): BF110471.D (-1893) (-) m/z 216.10 100.00%
21p.1
5000
107.9
43.0 83.0 151.0 189.0 13.00 13.20 13.40 13.60
e 1250 m/z 215.10  77.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl-
216.0
5000
13.00 13.20 13.40 13.60
95.0 m/z 213.10 20.70%
140 39.0 63.0 | 122.0139.0 163.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216.0
13.00 13.20 13.40 13.60
5000 m/z 217.10 16.60%

107.0
39.0 630 810 , 1390 1630 189.0 |

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

Abundance #74424: Fluoranthene, 2-methyl-
216.0 13.00 13.20 13.40 13.60
m/z 107 .90 15.99%
5000
108.0
430 630 8LO | | 1390 1630 1890
T A e o e o o e e e B S A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.49 3.95 ng 119131 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 55
2 Crinan-1-ol. 2.3-didehvdro-.(1.a... 271 C16H17NO3 1000111-31-3 27
3 OQuinuclidin-3-one. 2-(4-dimethvl... 271 C16H21N30 1000266-14-6 25
4 Naphthalene. 1.2.3.4-tetrahvdro-... 216 C16H24 002084-69-7 15
5 7-Chloro-5-phenyl-1,3-dihydro-be... 271 C14H10CIN30 002855-58-5 14

Abundance Scan 1939 (13.492 min): BF110471.D (-1936) (-) m/z 175.10 100.00%
175.1
271.2
201.1
5000
69.0
41.0 133.0 L
105.0 l l l 229.1 13.20 13.40 13.60 13.80
OSSP/ m/z 271.20 76.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271.0
175.0
5000 TTr T [rrrr[rrrrrrrrrrrr
13.20 13.40 13.60 13.80
0 69.0 m/z 201.10 59.35%
41.0 91.0 1150 145.0 229.0
18.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120116: Crinan-1-ol, 2,3-didehydro-,(1.alpha.-
271.0
AR A R e
13.20 13.40 13.60 13.80
5000 m/z 189.10 33.24%
41.0
214.0 243.0
102.0 187.0
77.0 128.0 160.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120165: Quinuclidin-3-one, 2-(4-dimethylaminobenzylidene)...
271.0 13.20 13.40 13.60 13.80
m/z 69.05 25.59%
5000
159.0
41.0 226.0
770 1030 o0 198.0
AR EEREE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.94 6.67 ng 201333 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 90
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 90
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
Abundance Scan 2015 (13.939 min): BF110471.D (-2013) (-) m/z 57.10 100.00%
57.1
226.1
5000
1490 1801 13160 12580 1460 1420
m/z 43.05 85.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
54.0
97.0
5000 AR RGN IR
13.60 13.80 14.00 14.20
L m/z 55.00 65.13%
230 || “31?‘,?-.1.8.19,?"]“.".....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #225763: Eicosyl pentafluoropropionate
57.0
97.0 AU S SRR
13.60 13.80 14.00 14.20
5000 m/z 83.10 62 .86%
Lid 1’ I mﬁ'? 1820 2240 280.0 3250 426.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecyl ester R e AR
57.0 13.60 13.80 14.00 14.20
97.0 m/z 226.10 55.99%
5000
250f 4l ) | £370 1800 2380 2950 }\
m/z--> 50 100 1&1,0 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.08 3.83 ng 85972 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2379 (16.080 min): BF110471.D (-2373) (-) m/z 57.00 100.00%
57.0
5000
o9t ' 15.80 16.00 16,20 16.40
141.1 209.0 : : :
---.---“""--".'-1-770.----.----.----.----.--- m/z 43.05  62.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

15.80 16.00 16.20 16.40
m/z 71.10 60.84%

5000

141.0 183.0 225.0

281.0

337.0 394.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
T T T
15.80 16.00 16.20 16.40
5000 m/z 85.05 45 .03%
99.0
260 | | | | ) 10 1830 2250 267.0 3000 352.0
L B e B L A e B B B s o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22.41%
5000
99.0
26.0) | |l . ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
B B ....,....,.... T T T R EEREEE SRS R
m/z--> 50 100 150 200 250 300 350 400 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.61 2.25 ng 50540 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 86
3 Heptadecane 240 C17H36 000629-78-7 80
4 Nonahexacontanoic acid 999 C69H13802 040710-32-5 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 78
Abundance Scan 2469 (16.609 min): BF110471.D (-2464) (-) m/z 57.05 100.00%
57.0
85.0
5000 J\m}\—w
UL om0 o s | 1920 1540 160 180 1700
SN - ,....,'....,..'.'.','.'...,'.'..'.,....,...'. S ——, L - m/z 71.05 65.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0

5000 R R mE
16 20 16. 40 16 60 1680 17. OO

m/z 43.10 60 .84%

29.0 113.0
Lo L[ 42440,1690 1070 2250 2530 2060
B L B o L e EANARESRS LSSy R EEEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105894: Heptadecane, 2-methyl-
43.0
R o EEE RS R
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.05 54.82%
71.0

| h A J 990 127.0 155.0 183.0 2110 2390

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.00 24 _.67%
85.0
5000
29.0
L “ b ”11‘:‘30‘1410 16901970 2400

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 20 16. 40 16 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110471.D

Aca On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample : J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Ethyl 5-pentyl-2-thioxo-1,3... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.23 2.85 ng 63948 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl 5-pentvl-2-thioxo-1.3-dith... 276 C11H1602S3 120356-16-3 50
2 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 47
3 Benzolahilpervlene 276 C22H12 000191-24-2 43
4 2-{I(4-ChlorophenvD)iminolmethvl... 276 C13H9CIN203 303215-49-8 35
5 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 35
Abundance Scan 2575 (17.233 min): BF110471.D (-2569) (-) m/z 276.10 100.00%
57.1
5000
" 17.00 17.20 17.40 17.60
m/z 57.10 95.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123749: Ethyl 5-pentyl-2-thioxo-1,3-dithiole-4-carboxylate
276.0
129.0
5000 LI SUMRIL S BRI I
29.0 17.00 17.20 17.40 17.60
71.0 1560 1910 m/z 71.05 63.14%
||||||||ﬁo.|gl I|||I||III|‘IIII II|I |l|| IllllllllllllllII Illll IIIIII |2|5|3|0||| |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124617: Indeno[1,2,3-cd]pyrene
276.0
" 17.00 17.20 17.40 17.60
5000 m/z 43.05 50.02%
138.0
280 uto, | 2240 2480 ‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124615: Benzo[ghi]perylene R B e e
276.0 17.00 17.20 17.40 17.60
m/z 85.10 38.68%
5000
138.0
57.0 91.01130, \‘ 222.0 252.0 ‘h
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110518\
Data File : BF110471.D

Acq On : 5 Nov 2018 18:03

Operator : JU/SJ

Sample - J5812-25

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.32 20.3 ng 562369 1 6.95 554688 20.0
2-Pentanone, 4-hy... 5.20 3.9 ng 107516 1 6.95 554688 20.0
unknown6.73 6.73 95.0 ng 2635640 1 6.95 554688 20.0
Pyrene, 1l-methyl- 13.26 2.7 ng 81248 5 14.13 603661 20.0
2-Phenanthrenol, ... 13.49 4.0 ng 119131 5 14.13 603661 20.0
Cyclohexadecane 13.94 6.7 ng 201333 5 14.13 603661 20.0
Octacosane 16.08 3.8 ng 85972 6 15.66 449421 20.0
Heneicosane 16.61 2.3 ng 50540 6 15.66 449421 20.0
Ethyl 5-pentyl-2-... 17.23 2.9 ng 63948 6 15.66 449421 20.0
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