LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\

Data File : BF107629.D

Aca On 24 Jul 2018 19:52 Instrument :

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

3?22'6 : J4098-02 GL-TOPSOIL-02

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .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 5.207 484 488 508 rBV 531675 771430 15.97% 1.412%
2 5.607 552 556 592 rBY 3370387 4809565 99.54% 8.806%
3 6.607 721 726 745 rBVY 3240585 4667365 96.59% 8.546%
4 6.742 745 749 768 rVB 4207426 4831972 100.00% 8.847%
5 6.966 784 787 807 rVB 1249165 1471756 30.46% 2.695%
6 7.125 810 814 829 rBVY 3456408 3604884 74.60% 6.600%
7 7.531 879 883 906 rBVY 2469973 3025626 62.62% 5.540%
8 8.248 1001 1005 1026 rBV 1652451 1851709 38.32% 3.390%
9 9.325 1182 1188 1196 rBVY 4219144 4212053 87.17% 7.712%
10 9.666 1243 1246 1249 rVB2 38698 51699 1.07% 0.095%
11 9.713 1251 1254 1260 rBV 700081 608151 12.59% 1.113%
12 9.872 1278 1281 1285 rBV 46308 53613 1.11% 0.098%
13 10.007 1301 1304 1314 rBV2 1683437 1685539 34.88% 3.086%
14 10.119 1320 1323 1325 rBvV2 61097 50910 1.05% 0.093%
15 10.801 1435 1439 1448 rBV 2260435 2462280 50.96% 4 .508%
16 10.907 1452 1457 1460 rVB4 62731 92164 1.91% 0.169%
17 11.342 1529 1531 1534 rBvV 66622 67170 1.39% 0.123%

18 11.501 1555 1558 1561 rBV 1452430 1500270 31.05% 2.747%
19 11.530 1561 1563 1567 rvv2 333288 333531 6.90% 0.611%
20 11.583 1569 1572 1575 rBV 41997 51177 1.06% 0.094%

21 11.972 1636 1638 1641 rVB 90302 78966 1.63% 0.145%
22 12.013 1641 1645 1648 rBV 516655 541015 11.20% 0.991%
23 12.189 1673 1675 1681 rVB3 193522 199050 4.12% 0.364%
24 12.624 1747 1749 1751 rBV 99936 83667 1.73% 0.153%
25 12.719 1762 1765 1769 rBV 539426 576641 11.93% 1.056%

26 12.748 1769 1770 1773 rVB 142761 118990 2.46% 0.218%
27 12.954 1799 1805 1812 rBV 496830 585788 12.12% 1.073%
28 13.089 1824 1828 1835 rBV 3195097 3056142 63.25% 5.596%
29 13.519 1898 1901 1904 rVB3 277356 253665 5.25% 0.464%
30 13.966 1974 1977 1980 rBV2 561831 596172 12.34% 1.092%

31 14.154 2005 2009 2012 rBV2 1349032 1463756 30.29% 2.680%
32 14.595 2081 2084 2090 rVB2 862809 1030779 21.33% 1.887%
33 14.995 2149 2152 2157 rVB 322616 337744 6.99% 0.618%
34 15.271 2195 2199 2203 rVB 2383244 2837103 58.72% 5.195%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample = J4098-02

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.689 2267 2270 2276 rVB 599895 811972 16.80% 1.487%
36 16.142 2342 2347 2353 rVB 2023738 3092671 64.00% 5.663%
37 16.436 2394 2397 2409 rVB2 517269 1044885 21.62% 1.913%

38 18.371 2722 2726 2739 rVB2 406039 1035118 21.42% 1.895%
39 18.748 2786 2790 2796 rBv4 300208 669676 13.86% 1.226%

Sum of corrected areas: 54616664
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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\BF072418\

BF107629.D

24 Jul 2018 19:52

JussJ

J4098-02

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8

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

5.21 10.48 ng 771430 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 488 (5.207 min): BF107629.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 560
o...,....,....,....',':...,..~!'|.i...6?-,9....f‘.37:°..,...:,|....,. m/z 59.00  63.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 19.10%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 5.00 520 5.40 5.60
5000 m/z 57.95 16.31%
20.0 101.0
I P L. 730 830 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- TR T
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.79%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.74 Concentration Rank 2

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

6.74 65.66 ng 4831970 1,4-Dichlorobenzene-d4 6.97
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107629.D (-745) (-) m/z 132.00 100.00%
132.0 %
5000 68.0
96.0
40.0 54.0 J 6.40 6.60 6.80 7.00
0 |.':8,1-9...,'!.1.1“?-}..~.,....,....,.... m/z 68.00 39.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.97%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 65.95 26.62%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.67%
74.0
5000 98.0 116.0
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
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\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.01 7.21 ng 541015 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1645 (12.013 min): BF107629.D (-1641) (-) m/z 43.00 100.00%
430 | 73.0
5000 129.1
97.1 213.2 —
J 157.1 1851 25,0 256:2 1160 11.80 12.00 12.20 12.40
obrr i : m/z 59.95 97.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730

5000 256.0 LI e
‘ 11. 60 11. 80 12. OO 12 20 12. 40
Ll

213.0 m/z 73.00 97 .02%

157.0 185.0
Olrrr e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
73.0
11. 60 11. 80 12. 00 12 20 12. 40
5000 129.0 m/z 57.00 88.49%
Olsoﬂ Il LM
T ARRRRAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid B o
43.0 | 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 77.07%
5000
129.0 242.0
‘ o0 1710 %P0
0...,.1..“:‘.. 200 RN RARES maman
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17-Norkaur-15-ene, 13-methy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.19 2.65 ng 199050 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Norkaur-15-ene. 13-methvl-. (... 272 C20H32 003564-54-3 96
2 Benzenemethanol. 4-(1-methvlethvl)- 150 C10H140 000536-60-7 30
3 3a.6-Methano-3aH-indene. 2.3.4.5... 134 C10H14 098640-10-9 18
4 Ethanone. 1-(3-methoxvphenvl)- 150 C9H1002 000586-37-8 18
5 4-Hydroxy-3-methylacetophenone 150 C9H1002 000876-02-8 18

Abundance Scan 1675 (12.189 mm) BF107629.D (-1673) (-) m/z 134.10 100.00%

5000

11.80 12.00 12.20 12.40 12.60
m/z 135.10 97.95%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #101976: 17-Norkaur-15-ene, 13-methyl-, (8.beta.,13.beta.)-
.0

11,80 12.00 12.20 12.40 12.60
m/z 105.05 87.66%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22725: Benzenemethanol, 4-(1-methylethyl)-
135.0
S Ra e EEREE R
11.80 12.00 12.20 12.40 12.60
5000 20,0 105.0 m/z 93.05 77.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14431: 3a,6-Methano-3aH-indene, 2,3,4,5,6,7-hexahydro- R EREREEEE T
105.0 11.80 12.00 12.20 12.40 12.60
m/z 106.10 74.07%
5000 134.0
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 12
R.T. EstConc Area Relative to ISTD R.T.
13.52 3.47 ng 253665 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 89
2 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 328 C22H3202 015340-82-6 43
3 Pvrazolol3.4-blpvran-5-carbonitr... 378 C14H111N40 297162-29-9 10
4 3-Methvl-3-pentvl methviphosphon... 182 C7H16F02P 1000216-68-4 10
5 4-Methyl-1-pentyl methylphosphon... 182 C7H16FO02P 1000216-68-2 10
Abundance Scan 1901 (13.519 mm) BF107629.D (-1898) (-) m/z 99.00 100.00%
271.2

5000

%

13.20 13.40 13.60 13.80
m/z 175.10  97.79%

o 307.3 341.1 375.2

m/z--> 50 100 150 200 250 300 350
Abundance #110104: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271.0

175.0

s

13.20 13.40 13.60 13.80
m/z 271.20  92.38%

5000

41.0 69.0

115.0145. 229.0
04
m/z--> 50 100 150 200 250 300 350
Abundance #131986: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271.0
_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—r
13.20 13.40 13.60 13.80
5000 m/z 201.10 61.47%
175.0
43.0 328.0
83.0 115.0145.0 229.0 \
0....‘,‘.‘..'.,.L.“”,‘. “.”‘.‘,.‘.‘..‘ —
m/z--> 50 100 150 200 250 300 350
Abundance #150721: Pyrazolo[3,4- b]pyran 5-carbonitrile, 1,4-dihydro-.. A B B R amn
75.0 13.20 13.40 13.60 13.80
m/z 43.00 54_.27%
5000
42.0
76.0 128.0
0 u““ bl o Wy 207.0 249.0 284.0313.0 378.0
m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Hexacosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.97 8.15 ng 596172 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 93
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 93
3 2-Hexvl-1-octanol 214 C14H300 019780-79-1 86
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 86
5 Cyclooctacosane 392 C28H56 000297-24-5 83
Abundance Scan 1978 (13.971 min): BF107629.D (-1974) (-) m/z 57.00 100.00%
57.0
5000 /\J\J\/\M
7.1
J r L 229.1 13.60 13.80 14.00 14.20
41.1 : : : :
ol L g2 1792 | 2811 32333574 4290 754300 65.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #146452: 1-Hexacosene
510
5000 AU B SN B
Bmmmmmmm
364.0 m/z 71.10 53.76%
0 | I l 1. ,181({ 2230 2780 3220 |
m/z--> 55 150 200 50 360 3éo 460
Abundance #83805: 1-Decanol, 2-hexyl-
57.0
13.60 13.80 14.00 14.20
5000 m/z 55.00 42 .23%
7.0
m/z--> 55 100 1éo 260 2éo 360 3éo 460
Abundance #65763: 2-Hexyl-1-octanol B B
57.0 13.60 13.80 14.00 14.20
m/z 85.10 38.49%
5000
7.0
oLl L] Jﬁ LSO a0 e
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.59 14.08 ng 1030780 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Tritetracontane 605 C43H88 007098-21-7 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
Abundance Scan 2083 (14.589 min): BF107629.D (-2081) (-) m/z 57.00 100.00%
5%.0
13.1 14.20 14.40 14.60 14.80 15.00
b A AL A9 2581 8033912 o m/z 71.10 55.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #130016: Tricosane
57.0
5000 AR SRR BRI DU B
mmmmmmmmmm
13.0 324.0 m/z 43.00 52.89Y%
LA 00, 2670
miz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #142113: Heptadecane, 9-octyl-
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 39.89Y%
o AT 00 B0 a0 a0 AJNL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane A ERE T
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 19.93%
e Jbuj\\/vw
ol 113.0 169.0 2250 2810 337.0 3830 4630 5610 615.0
III""IIIII SRR DS B G SR SRR B LR R R TrTTrTTTTTTTT T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14. 20 14. 40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.99 8.32 ng 337744 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 98
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 93
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 56

Abundance Scan 2151 (14.989 min): BF107629.D (-2149) (-) 69.10 100.00%

69.1
5000

‘ 121.1 14. 60 14. 80 15. 00 15. 20 15. 40
62.1 203.1 .1276.1 325.4 371.3 .
o bl |4 13622 209123812761 3254 3713 4131 4642 58110  58.08%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158503: Squalene
69.0

5000 R o B
14. 60 14. 80 15. OO 15. 20 15. 40

m/z 41.00 31.71%

137.0
o 29.0 , f Ly |, 19102310 273.0 341.0 410.0
e e S e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0

14. 60 14.80 15. 00 15. 20 15.40

5000 m/z 95.10 13.66%
121.
01290 |y 1y 14610 203.0  273.0 3410  410.0
,,,,,,,,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A ERE T
69.0 14.60 14.80 15.00 15.20 15.40

m/z 121.05 11.08%

- W\NMAMM

137.0
\i g | , 193.0

m/z--> 50 100 150 200 250 300 350 400 450 14. 60 14. 80 15. 00 15. 20 15.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.14 76.18 ng 3092670 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2347 (16.142 min): BF107629.D (-2342) (-) m/z 57.00 100.00%
571.0
5000 A
/\
991 o1 15:80 16.00 16.20 16.40
ol LA |y 1) 1832 2252 267.0 3103 3792 42713 | T 71 10 58.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82611: Hexadecane, 3-methyl-
57.0
5000 AR RN BAARE B
15,80 16.00 16.20 16.40
m/z 43.00 50.19%
oL ALy [B0 gm0 om0
m/z--> 50 100 1%0 260 250 300 350 400 450
Abundance #155178: Octacosane
57.0
15:80 16.00 16.20 16.40
5000 m/z 85.10 44 _25%
99.0
oL I [y, 141.0 183.0 2250 281.0 337.0 394.0
m/z--> 50 100 1%0 200 250 300 350 400 450
Abundance #142112: Pentacosane Lt e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.49%
5000
99.0
oL | | 1410 1830 2250 267.0 309.0 352.0
m/z--> 50 160 150 260 250 300 350 400 450 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Vitamin E Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.44 25.74 ng 1044890 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 95
2 Vitamin E 430 C29H5002 010191-41-0 93
3 Furol3.4-clpvridine-3.4(1H.5H)-d... 165 C8H7NO3 007472-18-6 58
4 Piperazine. 1-(3.4-dimethoxvbenz... 430 C26H26N204 333756-87-9 50
5 Isoxaben 332 C18H24N204 082558-50-7 47
Abundance Scan 2398 (16.442 min): BF107629.D (-2394) (-) m/z 165.10 100.00%
165.1
5000 j\\\
430.4
43. 205.1 "' 16,20 16.40 16.60 16.80
121.1
ol 20 252 L 124512811 3379 3814 | | n/7 430.40  35.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161941: Vitamin E
165.0
5000 LRI UL UL UL R
43.0 430.0 16. 20 16. 40 16. 60 16. 80
85.0 m/z 164.10 31.86%
J 121.0 205.0
ol Zin 1728902750 3410 387.0 |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161944: Vitamin E
165.0 430.0
"' 16.20 16.40 16.60 16.80
5000 m/z 43.00 12.38%
43.0
ol L1 pL0 121.0 | 2000 302.0 344.0
m/z--> 55 160 1éo 260 250 360 3éo 460 4%0
Abundance #32716: Furo[3,4-c]pyridine-3,4(1H,5H)-dione, 6-methyl- R R I REEEEE S R
165.0 16.20 16.40 16.60 16.80
m/z 166.10 11.70%
5000
120 108.0
o—rripd L e o SN
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 4&1,0 16. 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Methoxy-6,7,8,9-tetrahydr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.37 25.50 ng 1035120 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 68
2 6.7.8.9-Tetrahvdrodibenzolb.dl1fu... 260 C15H1604 1000196-34-3 64
3 2H-1-Benzopvran-2-one. 7-acetvl-... 260 C14H1205 129812-32-4 47
4 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 46
5 Digitoxigenin-4-en 372 C23H3204 001778-88-7 46
Abundance Scan 2726 (18.371 min): BF107629.D (-2722) (-) m/z 218.20 100.00%
21B.2
5000
69.0
1001 175 18.00 18.20 18.40 18.60
' 257.2290.1 : : :
ol AL b | 20220008232 8721 4264 1 n757503.20  82.88%
miz--> 50 100 150 200 250 300 350 400
Abundance #68005: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218.0
5000 AUV AR SRR N
18.00 18.20 18.40 18.60
0.0 17s. m/z 69.05 26.96%
0270.. bl ll Allonllguol420 |
miz--> 50 100 150 200 250 300 350 400 '
Abundance #94416: 6,7,8,9-Tetrahydrodibenzo[b,d]furan, 2-acetoxy-3-m...
218.0
18.00 18.20 18.40 18.60
5000 m/z 55.00 22.80%
260.0
L S0 mmomso RO |
mz> %0 100 1% 200 2% 300 5% 4t
Abundance #94284: 2H-1-Benzopyran-2-one, 7-acetyl-8-(acetyloxy)-4-me... B B .
208.0 18.00 18.20 18.40 18.60
m/z 189.15 20.70%
43.0
5000
91.0
miz--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107629.D

Aca On 24 Jul 2018 19:52

Operator : JU/SJ

Sample : J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.75 16.50 ng 669676 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 90
2 1-Naphthalenecarboxvlic acid. de... 316 C21H3202 001235-39-8 50
3 1.5-Cvcloundecadiene. 9-(l-methyv... 190 C14H22 062338-55-0 41
4 1.3-Cyclopentadiene. 2.3.4.5-tet... 190 C14H22 1000161-28-7 35
5 7.alpha.-Ethyl-8_beta.-hydroxy-2... 208 C14H240 1000077-92-4 30
Abundance Scan 2790 (18.748 min): BF107629.D (-2786) (-) m/z 121.10 100.00%
1

5000

18.40 18.60 18.80

0 m/z 95.10 97 .28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67072: 5-Bromo-4-0xo0-4,5,6, 7-tetrahydrobenzofurazan

109.0
45.0
218.0
5000 VR LIS LS
160.0 18.40 18.60 18.80
m/z 135.10 78.32%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126231: 1-Naphthalenecarboxylic acid, decahydro-1,4a-dime...

121.0 316.0

18.40 18.60 18.80
m/z 81.10 76.53%

5000

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #49320: 1,5-Cycloundecadiene, 9-(1-methylethylidene)- T
41.0 93.0 18.40 18.60 18.80
m/z 93.10 74.92%
5000
175.0
34.T
ol H...Hl.,.l..l,....,....,....,....,....,.. S
m/z--> 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072418\
Data File : BF107629.D

Acq On 24 Jul 2018 19:52

Operator : JU/SJ

Sample - J4098-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.21 10.5 ng 771430 1 6.97 1471760 20.0
unknown6 .74 6.74 65.7 ng 4831970 1 6.97 1471760 20.0
n-Hexadecanoic acid 12.01 7.2 ng 541015 4 11.50 1500270 20.0
17-Norkaur-15-ene... 12.19 2.6 ng 199050 4 11.50 1500270 20.0
2-Phenanthrenol, ... 13.52 3.5 ng 253665 5 14.15 1463760 20.0
1-Hexacosene 13.97 8.2 ng 596172 5 14.15 1463760 20.0
Tricosane 14.59 14.1 ng 1030780 5 14.15 1463760 20.0
Squalene 14.99 8.3 ng 337744 6 15.69 811972 20.0
Hexadecane, 3-met... 16.14 76.2 ng 3092670 6 15.69 811972 20.0
Vitamin E 16.44 25.7 ng 1044890 6 15.69 811972 20.0
3-Methoxy-6,7,8,9... 18.37 25.5 ng 1035120 6 15.69 811972 20.0
5-Bromo-4-oxo0-4,5... 18.75 16.5 ng 669676 6 15.69 811972 20.0
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