LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\SOM-EPA-BN101918MA_M
Title : SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

3.887 149 153 166 rVB 40025 64346 2.18% 0.164%
6.669 619 626 635 rBv2 14586 32404 1.10% 0.083%
rBv2 310606 749853 25.37% 1.916%
6.952 668 674 687 rVB 282240 445086 15.06% 1.137%
7.152 702 708 723 rBV 337111 573054 19.39% 1.464%
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7.605 779 785 794 rBV 357915 582863 19.72% 1.489%
8.328 902 908 925 rBV 403009 748895 25.34% 1.914%
rBv 325010 564661 19.10% 1.443%
9.475 1097 1103 1116 rBV 285105 494343 16.73% 1.263%
10.022 1190 1196 1213 rBV 397636 806188 27.28% 2.060%
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11 10.375 1248 1256 1265 rBV 581362 981607 33.21% 2.508%
12 10.528 1276 1282 1303 rBV 285758 596207 20.17% 1.523%
13 13.145 1720 1727 1736 rBV 103211 170290 5.76% 0.435%
14 13.663 1808 1815 1819 rBV 848476 1199884 40.60% 3.066%
15 13.710 1819 1823 1831 rVB 174069 253762 8.59% 0.648%

16 13.939 1855 1862 1872 rBV 1029657 1578759 53.42% 4._.034%
17 14.245 1907 1914 1922 rBV2 896813 1402380 47.45% 3.583%
18 14.522 1955 1961 1985 rBV 155701 496753 16.81% 1.269%
19 14.851 2011 2017 2024 rBV 23172 37109 1.26% 0.095%
20 15.175 2067 2072 2078 rBV3 19766 53843 1.82% 0.138%

21 15.245 2078 2084 2095 rVB 1324134 1993798 67.46% 5.095%
22 15.404 2103 2111 2123 rBV2 351237 656156 22.20% 1.677%
23 16.422 2279 2284 2291 rBV2 76810 119320 4.04% 0.305%
24 17.004 2376 2383 2393 rBV 1228172 1714164 58.00% 4 _380%
25 17.104 2393 2400 2409 rVV 1404702 2105800 71.25% 5.381%

26 17.186 2410 2414 2420 rVB4 23346 33238 1.12% 0.085%
27 17.792 2510 2517 2526 rBV2 66675 154042 5.21% 0.394%
28 17.916 2531 2538 2559 rBV 1532849 2455832 83.09% 6.275%
29 18.580 2647 2651 2660 rBV5 34872 65675 2.22% 0.168%
30 19.051 2727 2731 2732 rVV 69133 89090 3.01% 0.228%

31 19.086 2732 2737 2751 rVV2 252646 617837 20.90% 1.579%
32 19.198 2752 2756 2768 rVB 166247 264025 8.93% 0.675%
33 19.410 2786 2792 2798 rBV 1775850 2546488 86.16% 6.507%
34 19.457 2798 2800 2806 rVB5 30758 34169 1.16% 0.087%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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
Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
SVOA CALIBRATION

35 19.957 2881 2885 2890 rVB 96547 111739 3.78% 0.286%

36 20.051 2898 2901 2906 rBV5 40314 60285 2.04% 0.154%
37 20.322 2944 2947 2955 rVB5 35014 63301 2.14% 0.162%
38 20.457 2966 2970 2973 rBV 150131 173221 5.86% 0.443%
39 20.921 3045 3049 3057 rBvV 213690 322804 10.92% 0.825%
40 21.210 3093 3098 3108 rVB 1574923 2187099 74.00% 5.589%

41 21.357 3120 3123 3128 rVB 256826 270872 9.16% 0.692%
42 21.786 3192 3196 3201 rVB 299059 332504 11.25% 0.850%
43 22.239 3269 3273 3281 rVB 375516 487847 16.51% 1.247%
44 22.363 3290 3294 3300 rVB 204782 271588 9.19% 0.694%
45 22.733 3352 3357 3362 rVB 304585 442326 14.97% 1.130%

46 23.280 3443 3450 3458 rVB 1637729 2955619 100.00% 7.552%
47 23.421 3467 3474 3490 rBV 1125106 2357050 79.75% 6.023%
48 23.898 3550 3555 3563 rVB 256781 483046 16.34% 1.234%
49 24.345 3626 3631 3648 rVB9 141383 487476 16.49% 1.246%
50 24.639 3671 3681 3700 rBV5 600119 2320476 78.51% 5.929%

51 24.980 3732 3739 3759 rVB6 210597 830868 28.11% 2.123%
52 25.451 3813 3819 3824 rBV2 105594 294716 9.97% 0.753%

Sum of corrected areas: 39134758
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Data Path :

Data File : BN003224.D
Acq On :

Operator : MJ/SJ
Sample - J5567-15
Misc :

ALS Vvial :© 20

LSC Report - Integrated Chromatogram

20 Oct 2018 01:27

Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA_N\DATA\BN101918\

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN003224.D
1500000
1000000
10.37
500000 5 760 8.33 10.02
6.8lod 8.76 9.47 053
0 0 L e s 0 e L e e L
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN003224.D
19,41
17.92
1500000 1710
15.25
17.90
13.94
1000000
13.66 14.25
500000
15.40
18.71 14.52 Y520 19,96, g
13.15 ' : 19 46 080.3
. \ 14.8515017 16.42 19 17 18.58
B o L o o o B B e e e B e B L LA I e e o o o )
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN003224.D
21.21 2328
1500000
P3.42
1000000
24.64
500000
o o e o e e e e R B o . e . i e e S
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 25,50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.15 2.43 ng/ul 170290 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,7,9-Tetramethyl-5-decyn-4,7-_... 226 C14H2602 000126-86-3 91
2 m-l1sopropoxyaniline 151 C9H13NO 041406-00-2 59
3 Metacetamol 151 C8H9NO2 000621-42-1 59
4 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 47
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 45
Abundance Scan 1728 (13.151 min): BN003224.D (-1720) (-) m/z 43.00 100.00%
s 109
151
5000
57 69 85 UNADSRURRA BN U
6 123 169 12.80 13.00 13.20 13.40
0 ...,....'i|:-.~.".|ﬂ, Aol B0 B | 19w/ 109.10  79.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 NN NN B
12.80 13.00 13.20 13.40
57 69 g5 m/z 151.10 57 .49%
ot B e R | am
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
1280 13.00 13.20 13.40
5000 m/z 40.95 19.40%
151
80
o 15 27 41 53 65 92 122 136
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109 12.80 13.00 13.20 13.40
m/z 85.10 16.58%
5000 151
43
ol 15 27 “ 54 65 M 91 | 122135 |
m/z--> 20 40 60 8 100 120 140 160 180 200 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.92 28.65 ng/ul 2455830 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2539 (17.922 min): BN003224.D (-2531) (-) m/z 73.00 100.00%
60 73
43
5000 129 jL\_
97 213 S I U
LS ] 14a 107471185 g4 227,55 256 1760 17.80 18.00 18.20
0! m/z 60.00 88.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 SR AR UM UL DU
17. 60 17. 80 18. 00 18.20
97 m/z 43.05 80.10%
115 157 171 185 213 256
143
0 |....|......... \m \\ . ""‘|""' .‘..]:glguuu‘wz.z.?..zﬁ}... -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20
5000{ 29 256 m/z 57.10 72.22%
129
97 213
. 543157171185 | o 227 540
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid T
60 73 ﬂmﬂmmmmm
43 m/z 55.05 66.68%
5000 129
29
’ 1s oh 214
T ‘ 143157 ‘ 185
0|-‘l--‘i‘-‘--”l“|‘-“‘”‘ ‘Hh “llu‘.‘..l‘..l‘.‘luul..‘... ...“. AR BBRRE R RmmE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18. 00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Oleic Acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.09 7.21 ng/ul 617837 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 76
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 76
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 76
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 68
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 58

Abundance Scan 2738 (19.092 min): BN003224.D (-2732) (-) m/z 55.05 100.00%

5000

-

135151165180 202 222 264 5 18.80 19.00 19.20 19.40
m/z 41.10 81.68%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid

5

97

3

18.I80 19.IOO 19.I20 19.I40
m/z 69.05 63.74%

5000

111
264

125

151165180 207222954

0!
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
e e
18.80 19.00 19.20 19.40
5000 4 e m/z 57.10 62.80%
83 g7
11
27 125139 165180  207222236250°%* 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid I EAmEmEEE RS
18.80 19.00 19.20 19.40
m/z 43.10 59.51%

5000

111

151165180 207222236250264 282

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40

125
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.20 2.41 ng/ul 264025 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89
Abundance Scan 2756 (19.198 min): BN003224.D (-2752) (-) m/z 73.00 100.00%
43 7B
5000 ‘/\//\Jk\‘“
18/80 19.00 19,20 19.40 19.60
0 m/z 60.00 90.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 5§
129
5000 28 284 RIS SRR BN B
18.80 19.00 19.20 19.40 19.60
m/z 43.10 89.37%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 3
R SRS BN B
57 18.80 19.00 19.20 19.40 19.60
5000 m/z 57.05 78.35%
129
27 97 185 284
241
oL 12 M5y 1 213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid A EEEEE B
4B 57 7 18.80 19.00 19.20 19.40 19.60
m/z 55.05 70.46%
0.....‘...“2‘.. N —
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 18%0 1doo 1950 1920 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.92 2.95 ng/ul 322804 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Docosane 310 C22H46 000629-97-0 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3049 (20.921 min): BN003224.D (-3045) (-) m/z 57.05 100.00%
57
5000 85
113 20.60 20.80 21.00 21.20
141 169
0...\, LA 19107 239265 s hyz 71.10  63.92%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AU AR BN
20.60 20.80 21.00 21.20
113 m/z 43.05 59.77%
o 29 | h | H 141169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance
57
20.60 20.80 21.00 21.20
5000 85 m/z 85.05 49_.08%
. 29 113 141 169 197 225 253 281 310
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- e L EE BT e e
57 20.60 20.80 21.00 21.20
m/z 41.05 23.84%
5000 85
o3 J LA M1%3J1%1 169 197 %9 267 204 323 352
m/z--> 50 100 150 200 250 300 350 ' 20.60 20.80 21.00 21.20 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.36 2.48 ng/ul 270872 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 95
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
Abundance Scan 3124 (21.363 min): BN003224.D (-3120) (-) m/z 57.05 100.00%
57
85
5000
113 21.00 21,20 2140 21.60
141 169
I B I8 SO SO L= - TE.N L ey 2= £ B T R P T
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 R DA AU R U
85 21/00 21.20 21.40 21.60
29 m/z 43.10 57.87%
ol Ly M8 141 160 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
65 21.00 21,20 2140 21.60
5000 m/z 85.10 54 _42%
29
. 113 141 160 197 240
mz-> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane T T T e T
57 21.00 21.20 21.40 21.60
m/z 55.00 21.01%
85
5000
29 113
ol L)y J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 21/00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.79 3.04 ng/ul 332504 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Docosane 310 C22H46 000629-97-0 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3197 (21.792 min): BN003224.D (-3192) (-) m/z 57.05 100.00%
g7
5000 8
113 21.40 21.60 21.80 22.00 22.20
141 169
ol B LT 0 t07 25 252 295 37 4290 o e 7 0w
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 AR VAR SO I
21140 21,60 21.80 22.00 22.20
m/z 43.05 59.72%
. sz J I Mlj3‘ 141169 197 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
21.40 21,60 21.80 22.00 22.20
5000 85 m/z 85.05 51.09%
. 29 113 141 169 197 225 253 281 310
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane AR REEE T
57 21.40 21.60 21.80 22.00 22.20
m/z 55.00 23.23%
5000
85
o 290 | | | ;113 141 160 107 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 400 21/40 21,60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.24 4.46 ng/ul 487847 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3273 (22.239 min): BN003224.D (-3269) (-) m/z 57.05 100.00%

g7
5000 85

141 183 225 22.00 22.20 22.40 22.60
ol LA .|| L Ay ABGCT 2> 266 295 928385 45 hqyz 71.10 66.25%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LIRS

22. 00 22 20 22. 40 22 60
m/z 43.05 58 .80%

29 113
0 \‘ Al “\ h h‘ u‘ \1?1\169 197 225 253 296
T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
L e
22.00 22.20 22.40 22.60
5000 85 m/z 85.05 49_.12%
29 113
o 141 169 197 225 253 281 309 338
T T T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane T T T T
57 22.00 22.20 22.40 22.60
m/z 55.00 25.78%
5000 85
29
LT 118 141 169 107 205 253 295 323 367
B N L e e e A A A R R
m/z--> 50 100 150 200 250 300 350 400 22. 00 22 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 Squalene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.36 2.30 ng/ul 271588 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 98
3 Squalene 410 C30H50 000111-02-4 94
4 Squalene 410 C30H50 000111-02-4 90
5 Squalene 410 C30H50 000111-02-4 66
Abundance Scan 3294 (22.363 min): BN003224.D (-3290) (-) m/z 69.10 100.00%
g9
5000 A
T 2200 7220 2240 280
ol I a gl 416 | 61 203 231255 285 341367 410 7 g] 05 53.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4! SRR UL IO SRR
22.00 22.20 22.40 22.60
95 m/z 41.05 23.50%
0 Ll “‘J 417 ﬂ ‘161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
22.00 22.20 22.40 22.60
5000 m/z 95.10 15.02%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene R AR EEEEE T
69 22.00 22.20 22.40 22.60
m/z 137.05 12.09%
5000
41
‘ % 121 149
o e u L I7[” 175 203 231 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.73 3.75 ng/ul 442326 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane, 1l1l-butyl- 366 C26H54 013475-76-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3356 (22.727 min): BN003224.D (-3352) (-) m/z 57.10 100.00%
57
5000 85 J
ISR NN SRR UGS
113 22.40 22.60 22.80 23.00
141 169
0 |, iy 97 225258 207 327 | m/z 71.10 63.43%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 RADARRUVBARINABRUVARES
2240 22.60 22.80 23.00
m/z 43.10 53.78%
29 113
0 \‘ Jl ‘\ “\ It h‘ u‘ I 1?1 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
22.40 22,60 22.80 23.00
5000 85 m/z 85.05 47.47%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane T T T T
57 22.40 22.60 22.80 23.00
m/z 55.00 22 .48%
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1% 200 250 300 350 ' 2240 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.90 4.10 ng/ul 483046 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heneicosane 296 C21H44 000629-94-7 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3555 (23.898 min): BN003224.D (-3550) (-) m/z 57.10 100.00%

5000

i

23.60 23.80 24.00 24.20

141 169 197 225 252

367

296 327

o m/z 71.05 67 .34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85 ==
23 60 23. 80 24 00 24. 20
m/z 43.05 56.00%
29 113 141
I e T L o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R EREREREEEE
23.60 23.80 24.00 24.20
5000 85 m/z 85.05 49.26%
. 29 113 141 169 107 205 053 296
I e e e e e T B B o o o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- e E L B e B I
57 23.60 23.80 24.00 24.20
m/z 55.00 22 .78%
>0 T W
113
0 \ J\ L7141 160 107 23 267 204 323 352
m/z--> 50 100 150 200 250 300 350 400 23 60 23. 80 24 00 24. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 Cholesta-5,22-dien-3-0l, (3... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .34 4.14 ng/ul 487476 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesta-5,22-dien-3-0l, (3.beta.)- 384 C27H440 092218-20-7 55
2 Desmosterol 384 C27H440 000313-04-2 41
3 Vitamin E 430 C29H5002 000059-02-9 30
4 27-Norergosta-5,22-dien-3-o0l, (3... 384 C27H440 058072-43-8 25
5 Vitamin E 430 C29H5002 000059-02-9 25
Abundance Scan 3630 (24.339 min): BN003224.D (-3626) (-) m/z 55.00 100.00%
55
I J\—‘\M—/\\—/\‘\
5000
24,00 24.20 24.40 24.60
0 m/z 69.05 93.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204801: Cholesta-5,22-dien-3-ol, (3.beta.)-
55
g1 111
° 255
5000 133 1> LA B S
213 300 384 24.00 24.20 24.40 24.60
m/z 43.10 86.46%
Tl by 2
O.HJLW .Wuﬂﬂwwukdﬂﬂw....J.W.M,....,...
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41 | 69
2rt 24,00 24.20 24.40 24.60
5000 95 384 m/z 165.00 76.95%
119145 300
173 2B 351
o 245 324
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222348: Vitamin E A Ba L
165 24.00 24.20 24.40 24.60
m/z 159.05 73.03%
5000
57
[ 83 121 205 430
0"|"J'|"“"“|"""|""|“'"|""|""|""|"£'|"' LA B UG
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M

Quant Title : SVOA CALIBRATION

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

Concentration Rank 2

Peak Number 14 Cholesterol

R.T. EstConc Area Relative to ISTD R.T.
24 .64 19.69 ng/ul 2320480 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 99
3 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 98
4 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 98
5 Cholesterol 386 C27H460 000057-88-5 96
Abundance Scan 3681 (24.639 min): BN003224.D (-3671) (-) m/z 43.05 100.00%
48
107 145
5000
" 24140 24.60 24.80 25.00
0! m/z 57.10 82.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205847: Cholesterol
43
105 386
5000 RN ISR B BRI SR
24.40 24.60 24.80 25.00
m/z 55.00 70.04%
oL “. i I“" H;‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
386 e —
24.40 24.60 24.80 25.00
5000 95 275 m/z 107.10 62 .57%
69 19914 213 301 353
173
247 226
L A L L WL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #205837: 26-Nor-5-cholesten-3.beta.-ol-25-one A B B s EEMEE S
43 24.40 24.60 24.80 25.00
m/z 105.05 57.37%
5000
81 107 145 )13 386
275
o) I‘ I\ |I hl\ I\AI\.IJIH‘ ‘Iml\“\l ':H‘lu?\“?m: ‘l I‘w - 247\': |'{| |3?1| 3|2|6 I3|5L3I LI\ I‘\I . e R
m/z--> 50 100 150 200 250 300 350 400 24.40 24.60 24.80 25.00

SOM-EPA-BN101918MA_.M Mon Oct 22 11:53:02 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 Ergosta-5,22-dien-3-o0l, (3.... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.98 7.05 ng/ul 830868 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ergosta-5,22-dien-3-ol, (3.beta.... 398 C28H460 000474-67-9 96
2 Ergosta-5,22-dien-3-o0l, (3.beta.... 398 C28H460 017472-78-5 96
3 Ergost-5,8(14)-dien-3-o0l 398 C28H460 177962-83-3 49
4 Cholesta-5,22-dien-3-0ol, (3.beta.)- 384 C27H440 092218-20-7 47
5 Ergosta-14,22-dien-3-ol, (3.beta... 398 C28H460 055514-97-1 43
Abundance Scan 3739 (24.980 min): BN003224.D (-3732) (-) m/z 69.10 100.00%
5000 M\\m./‘
24.60 24.80 25.00 25.20
0 m/z 55.00 97 .34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211521: Ergosta-5,22-dien-3-ol, (3.beta.,22E)-
69
5000 295 MU IUARRE B
41 105 145 380 24,60 24.80 25.00 25.20
12 213 300 m/z 81.00 56.19%
‘ | ‘ 173 ‘ " 337 3%9
oL \I I‘\IHW\I I\‘l%ﬁ\l Hl\ — |‘| IH | ‘M Il
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
24.60 24.80 25.00 25.20
5000 m/z 159.10 51.52%
41 % 133 150 255 398
300
o 185 213232 281 337 365
m/z--> 50 100 150 200 250 300 350 400
Abundance #211506: Ergost-5,8(14)-dien-3-ol R o R L
55 24.60 24.80 25.00 25.20
81 m/z 91.00 47 .85%
107
5000 271
147
‘ 398
173 213
OIIIIII\I.I\IL:HH#IMJ M ‘I‘ ‘\ \h H ‘I 327|35|5||l|\|| AR s mamat
m/z--> 50 100 150 200 350 400 24,60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.45 2.50 ng/ul 294716 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 94
2 Heneicosane 296 C21H44 000629-94-7 93
3 Heptadecane 240 C17H36 000629-78-7 93
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 93
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 3819 (25.451 min): BN003224.D (-3813) (-) m/z 57.10 100.00%
57
85
5000
3 1m 169 207909 971 314 25.20 25.40 25.60 25.80
ol A bbb 15380, 11229 2L Slhaar 401429 B 6T g
m/z--> 50 100 150 200 250 300 350 400
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000 85 LS SRR BRI BULILIL B
2520 25,40 25.60 25.80
182 m/z 85.10 57.24%
oLl L P 211 238 266
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
57
o " 25.20 25.40 25.60 25.80
5000 m/z 43.10 55.66%
29 113
. 141 169 197 225 253 296 /\‘»JwMNWKNAMJA\””“xMMMALWNJW
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane LI L L B B
57 25.20 25.40 25.60 25.80
m/z 55.05 27.01%
29
. | 1] J113 141 169 106 240
m/z--> 50 100 1&'30 200 250 300 350 400 2520 25.40 25.60 25.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003224.D

Acq On : 20 Oct 2018 01:27

Operator : MJ/SJ

Sample - J5567-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
SVOA 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]
2,4,7,9-Tetrameth... 13.15 2.4 ng/ul 170290 3 14.25 1402380 20.0
n-Hexadecanoic acid 17.92 28.6 ng/ul 2455830 4 17.00 1714160 20.0
Oleic Acid 19.09 7.2 ng/ul 617837 4 17.00 1714160 20.0
Octadecanoic acid 19.20 2.4 ng/ul 264025 5 21.22 2187100 20.0
(DEL) Alkane: Str... 20.92 3.0 ng/ul 322804 5 21.22 2187100 20.0
(DEL) Alkane: Str... 21.36 2.5 ng/ul 270872 5 21.22 2187100 20.0
(DEL) Alkane: Str... 21.79 3.0 ng/ul 332504 5 21.22 2187100 20.0
(DEL) Alkane: Str... 22.24 4.5 ng/ul 487847 5 21.22 2187100 20.0
Squalene 22.36 2.3 ng/ul 271588 6 23.42 2357050 20.0
(DEL) Alkane: Str... 22.73 3.8 ng/ul 442326 6 23.42 2357050 20.0
(DEL) Alkane: Str... 23.90 4.1 ng/ul 483046 6 23.42 2357050 20.0
Cholesta-5,22-die... 24.34 4.1 ng/ul 487476 6 23.42 2357050 20.0
Cholesterol 24 .64 19.7 ng/ul 2320480 6 23.42 2357050 20.0
Ergosta-5,22-dien... 24.98 7.0 ng/ul 830868 6 23.42 2357050 20.0
(DEL) Alkane: Str... 25.45 2.5 ng/ul 294716 6 23.42 2357050 20.0
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