LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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
1 6.805 643 649 665 rBv2 347067 838777 22.89%% 1.974%
2 6.952 668 674 686 rvB 322441 509242 13.90% 1.199%
3 7.146 701 707 721 rBV 393403 660447 18.02% 1.555%
4 7.605 779 785 795 rBvY 337761 559349 15.26% 1.317%
5 8.328 901 908 925 rBV 438312 850330 23.20% 2.002%
6 8.757 975 981 1001 rBVY 369538 656113 17.90% 1.544%
7 9.475 1096 1103 1118 rBV 312367 563485 15.38% 1.326%
8 10.022 1190 1196 1221 rBV 414283 914197 24.95% 2.152%
9 10.375 1249 1256 1266 rBV 544365 936657 25.56% 2.205%
10 10.528 1276 1282 1308 rBVY 315045 707404 19.30% 1.665%

11 13.663 1808 1815 1819 rBV 905641 1357300 37.04% 3.195%
12 13.710 1819 1823 1833 rVB 213558 320094 8.73% 0.753%
13 13.934 1855 1861 1874 rBV 1185842 1749074 47.73% 4.117%
14 14.245 1908 1914 1925 rBV2 878754 1344006 36.67% 3.164%
15 14.510 1954 1959 1980 rBV2 172424 514850 14.05% 1.212%

16 14.851 2011 2017 2028 rVB 25666 39943 1.09% 0.094%
17 15.192 2068 2075 2078 rBV2 26995 61585 1.68% 0.145%
18 15.245 2078 2084 2099 rVB 1516175 2266599 61.85% 5.335%
19 15.404 2105 2111 2123 rBV 344858 615327 16.79% 1.448%
20 16.422 2280 2284 2301 rVB2 64779 100756 2.75% 0.237%

21 16.998 2376 2382 2390 rBV2 1154361 1653729 45.13% 3.893%
22 17.098 2393 2399 2409 rBV2 1564465 2400369 65.50% 5.650%
23 17.792 2509 2517 2531 rBV2 50589 123937 3.38% 0.292%
24 17.916 2531 2538 2569 rBV 1649771 2694926 73.54% 6.344%
25 18.580 2647 2651 2661 rBV3 28532 53655 1.46% 0.126%

26 19.051 2727 2731 2732 rVV2 67552 89828 2.45% 0.211%
27 19.080 2732 2736 2751 rVV3 214337 587093 16.02% 1.382%
28 19.198 2751 2756 2769 rVvVv 154504 298829 8.15% 0.703%
29 19.404 2785 2791 2798 rBV 2015718 2853913 77.88% 6.718%
30 19.957 2881 2885 2891 rBV 57645 68395 1.87% 0.161%

31 20.051 2897 2901 2906 rBv4 32732 50315 1.37% 0.118%
32 20.451 2965 2969 2973 rBV 98280 115971 3.16% 0.273%
33 20.921 3045 3049 3052 rBvV 121208 139467 3.81% 0.328%
34 20.957 3052 3055 3068 rVV6 65448 191466 5.22% 0.451%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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 21.210 3093 3098 3107 rVB 1564411 2163153 59.03% 5.092%

36 21.357 3120 3123 3128 rVB 197805 201207 5.49% 0.474%
37 21.786 3192 3196 3200 rVB 225481 271032 7.40% 0.638%
38 22.239 3268 3273 3281 rVB 315260 418623 11.42% 0.985%
39 22.357 3290 3293 3299 rVB 83116 111785 3.05% 0.263%
40 22.727 3351 3356 3361 rVB 323174 444286 12.12% 1.046%

41 23.274 3442 3449 3464 rVB 2002938 3664728 100.00% 8.626%
42 23.415 3466 3473 3492 rBV 1153032 2600128 70.95% 6.120%
43 23.898 3549 3555 3565 rVB 277102 525803 14.35% 1.238%
44 24.351 3626 3632 3655 rBV8 162342 652592 17.81% 1.536%
45 24.639 3670 3681 3705 rBV6 708681 3046440 83.13% 7.171%

46 24.980 3731 3739 3767 rBVS5 242131 1210640 33.03% 2.850%
47 25.445 3811 3818 3822 rBV2 113096 285240 7.78% 0.671%

Sum of corrected areas: 42483085
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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
Abundance TIC: BN003217.D
2000000
1500000
1000000
10.37
500000 8.33 10.02
eﬁf]ighfs 7A?0 A& 8AT6 T ﬁkk I
Of=r e e 7 et e e e .A. et ] A&.. T
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN003217.D
2000000 1940
17.92
15.95 17.10
1500000
13.93 17.do
1000000 1366 | 1495
500000
15.40
18.71 14.51 19 8%0 20.4¢
0 14.8515)19 16.42 I 17. 18,58 1 19085
R e e e T B o e e e
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN003217.D
2000000 23121
21.21
1500000
P3.42
1000000
24.64
500000 )
2224 22.73 24.98
O T o e e S B e I A
Time--> 21.00 21.50 22.00 22.50 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 : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.92 32.59 ng/ul 2694930 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): BN003217.D (-2531) (-) m/z 73.00 100.00%
60 73
43
5000 129 A\
97 213 SN U —
15 14157171185 o 227, 256 17.60 17.80 18.00 18.20
0! m/z 60.00 86.37%
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 U A SR DU DL
17. 60 17. 80 18. 00 18.20
97 m/z 43.05 80.38%
115 157 171 185 213 256
143
0 |....|......... \m \\ . ""‘|""' I‘II]:QQIII‘IZIZI7II24E|.”I -
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 71.14%
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 T
60 73 17.60 17.80 18.00 18.20
43 m/z 55.05 66.71%
5000 129
29
’ 1s oh 214
T ‘ 143157 ‘ 185
0|-‘l--‘i‘-‘--”l“|‘-“‘”‘ ‘Hh “llu‘.‘..l‘..l‘.luul..‘... ...“. AR BBRRE R RmmREE 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 : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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

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 cis-Vaccenic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.08 7.10 ng/ul 587093 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 90
3 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 83
4 9-octadecanoic acid, 2,2,3,3,4,4... 464 C22H35F702 1000376-61-4 58
5 n-Heptadecanol-1 256 C17H360 001454-85-9 52
Abundance Scan 2736 (19.080 min): BN003217.D (-2732) (-) m/z 55.05 100.00%

5000

-

111

165180 202 222 264 18.80 19.00 19.20 19.40
m/z 41.05 72 .03%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid

-

5000 LA L L L L L LB
18.80 19.00 19.20 19.40
111 m/z 69.00 64.38%
ol 2 125 151165180  207222236250°0" 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
R R R
18.80 19.00 19.20 19.40
5000 M o m/z 83.05 56.41%
83 g7
111
oL 2 125139 165180  207222236250°%* 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T I I T

Abundance #129347: cis-13-Octadecenoic acid B
18.80 19.00 19.20 19.40

m/z 43.05 54 .55%

5000

111

3

125139 264

165180 207222236 282
R e N m e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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

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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.20 2.76 ng/ul 298829 Chrysene-di12 21.21
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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2756 (19.198 min): BN003217.D (-2751) (-) m/z 73.00 100.00%

57 78
5000 129

18.80 19.00 19.20 19.40 19.60

0 m/z 43.00 92.07%
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 | NI LI L L LB LB L
18.80 19.00 19.20 19.40 19.60
m/z 60.00 86.00%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
R
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 57.05 85.75%
97 284
115 171185 241
0 27 155 213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid B R o S
43 18.80 19.00 19.20 19.40 19.60

m/z 55.00 65.17%

5000

2
12 ‘\ ‘\‘ 1l ‘\‘

O rrr L I I e e

I T I T 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 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.79 2.51 ng/ul 271032 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3197 (21.792 min): BN003217.D (-3192) (-) m/z 57.00 100.00%
57
5000 85
a1 g9 21140 2160 2180 2200 2220
oL DAt 109101210 239 p67 205 @5 9170 64 49%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
21.40 21.60 21.80 22.00 22.20
m/z 43.10 58.49%
29 113
0 h LT 141 169 197 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
21.40 21.60 21.80 22.00 22.20
5000 85 m/z 85.10 49.06%
0 29 13 141 160 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 21.40 21.60 21.80 22.00 22.20
m/z 55.00 19.80%
5000 85
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> 50 100 1&1;0 200 250 300 350 ' 21140 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 : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.24 3.87 ng/ul 418623 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3273 (22.239 min): BN003217.D (-3268) (-) m/z 57.05 100.00%

5000

22.00 22.20 22.40 22.60

141 183 225

295

0 m/z 71.10 64.76%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000
22.00 22.20 22.40 22.60
99 m/z 43.05 56.16%
o2l e s 26
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T T T T T T T
22.00 22.20 22.40 22.60
5000 m/z 85.05 45.13%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493:; Hexacosane

57 22.00 22.20 22.40 22.60

m/z 55.00 23.73%
5000
99
N 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 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 : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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

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 8
R.T. EstConc Area Relative to ISTD R.T.
22.73 3.42 ng/ul 444286 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane 310 C22H46 000629-97-0 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3356 (22.727 min): BN003217.D (-3351) (-) m/z 57.05 100.00%
57
5000 85 \ }
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
| |113 141 169 197 225 253 282 309 341 22:40 22.60 22,80 23.00
ol L a7y 169 197 225 253 282 309 341 m/z 71.05 65.51%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 RAPARRAUNARAUARUAREE
2240 22.60 22.80 23.00
m/z 43.05 56.85%
0 ZPJ |} | H m341?1 169 197 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
o 22.40 22,60 22.80 23.00
5000 m/z 85.05 49_.32%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57 22.40 22.60 22.80 23.00
m/z 55.00 20.93%
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 : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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

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 6
R.T. EstConc Area Relative to ISTD R.T.

23.90 4.04 ng/ul 525803 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3555 (23.898 min): BN003217.D (-3549) (-) m/z 57.10 100.00%

57
5000 85

141 169 197 23.60 23.80 24.00 24.20
oL LAk || | Apar 197,225 298 295 325 356 401 m/z 71.10 67.34%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
85

5000
23 60 23.80 24.00 24.20
m/z 43.10 53.11%

29 113
o ““‘HW‘ H i 41‘169 197 225 253 295 323 367
e : e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

23.60 23. 80 24 00 24.20

5000 85 m/z 85.05 47 .74%
29 268
— T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane AR RS e e

57 23.60 23.80 24.00 24.20
m/z 55.10 21.75%

85
5000
29 J113 141
|

169 197 225 253 296

0..“.‘.‘,‘.]..1. L S I o

m/z--> 50 100 150 200 250 300 350 400 23 60 23. 80 24 00 24. 20

SOM-EPA-BN101918MA_.M Mon Oct 22 11:50:30 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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

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 Cholesta-5,22-dien-3-0l, (3... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .35 5.02 ng/ul 652592 Perylene-di12 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 27-Norergosta-5,22-dien-3-o0l, (3... 384 C27H440 058072-43-8 30
3 Indol-2-one, 3-[2-(2,5-dimethoxy... 341 C19H19NO5 1000309-96-4 25
4 Vitamin E 430 C29H5002 000059-02-9 20
5 Vitamin E 430 C29H5002 000059-02-9 18
Abundance Scan 3632 (24.351 min): BN003217.D (-3626) (-) m/z 55.00 100.00%
» 165
5000
300 430
304 351 54 24.00 24.20 24.40 24.60
o} m/z 165.00 82.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204801: Cholesta-5,22-dien-3-ol, (3.beta.)-
55
81 111
255
5000 AU SUNIIUN SR DU
300 384 24.00 24.20 24.40 24.60
m/z 69.00 76 .53%
g =]
o Ay Tl
m/z--> 50 100 150 200 250 300 350 400
Abundance
68 T T 384 AP SUNIUN SR B
145 24.00 24.20 24.40 24.60
5000 m/z 81.00 63.14%
213 300
173
42 351
L L A L L L UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #177569: Indol-2-one, 3-[2-(2,5-dimethoxyphenyl)-2-oxoethy ... R BAAEE R
165 24.00 24.20 24.40 24.60
m/z 255.15 52.90%
133
77
5000 51 104
296
ol | il iyl d8s 234 264 | 34
m/z--> 50 100 150 200 250 300 350 400 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 : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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

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 Cholesterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .64 23.43 ng/ul 3046440 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 99
3 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 96
4 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 83
5 Cholesterol 386 C27H460 000057-88-5 55
Abundance Scan 3681 (24.639 min): BN003217.D (-3670) (-) m/z 43.10 100.00%
43
107
145 075 -'~Jr\V¥-J/q\\KKNNNJ/\\v\
5000
" 24140 24.60 24.80 25.00
ob—g m/z 57.00 71.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205847: Cholesterol
43
105 386
8
5000 UL DA BRI BRI B
24.40 24.60 24.80 25.00
m/z 55.05 70.93%
oL “. b I“" HJ
m/z--> 50
Abundance
43
" 24140 24.60 24.80 25.00
5000 m/z 107 .05 63.14%
81 105
145 213
125 | 117313 232255275 301 556 353 386
L
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9... AR A REE REEE s R S
43 24.40 24.60 24.80 25.00
386 m/z 105.00 62.76%
B ,,/\,/L\
0 RN ISR B B SR
m/z--> 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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

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 Ergosta-5,22-dien-3-ol, (3.... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.98 9.31 ng/ul 1210640 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 94
2 Ergosta-5,22-dien-3-o0l, (3.beta.... 398 C28H460 017472-78-5 68
3 Ergosta-5,22-dien-3-o0l, (3.beta.... 398 C28H460 017472-78-5 64
4 Ergosta-5,7-dien-3-ol, (3.beta.)- 398 C28H460 000516-79-0 47
5 Ergost-5,8(14)-dien-3-ol 398 C28H460 177962-83-3 41
Abundance Scan 3739 (24.980 min): BN003217.D (-3731) (-) m/z 69.05 100.00%
5000 TK//\\\wwuxd/\\\vam*wa/w
24.60 24.80 25.00 25.20
o m/z 55.00 92 .30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211521: Ergosta-5,22-dien-3-ol, (3.beta.,22E)-
69
5000 295 LN A SUNILE
380 24.60 24.80 25.00 25.20
300 m/z 81.05 61.69%
‘ 337 3%9
oL : l“l“: IM‘\I HI\ — |‘| IHI\I I‘MIHI
m/z--> 300 350 400
Abundance
69
24.60 24.80 25.00 25.20
5000 m/z 91.00 52 .94%
41 % 133 150 255 398
300
. 185 213 274 337 365
mz-> 50 100 150 200 250 300 350 400
Abundance #211524: Ergosta-5,22-dien-3-ol, (3.beta.,22E,24S)- R B e e o M
69 380 24.60 24.80 25.00 25.20
m/z 105.00 52_.72%
5000
41 105125145 AM“/\\\MM%NJW\\NWAMAAMN—/
O.J,.ﬂt. N
m/z--> 50 100 150 200 250 300 350 400 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 : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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

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 11
R.T. EstConc Area Relative to ISTD R.T.
25.44 2.19 ng/ul 285240 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3817 (25.439 min): BN003217.D (-3811) (-) m/z 57.10 100.00%
57
T /\A\/\//\/\‘
5000
HRIR DA B BRI SR
113 141 169 211 25.20 25.40 25.60 25.80
ol Lhh l Ll 239 266 295 341 401 771,05 65.30%
m/z--> 0 50 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 L SR B UL B
25,20 25.40 25.60 25.80
29 m/z 43.05 57 .56%
o ‘\‘\ 1 h u 11f1‘1§9 197 225 253 338
m/z--> 0 éo 100 150 200 250 300 3éo 400
Abundance
57
o ' 25.20 25.40 25.60 25.80
5000 m/z 85.05 52.80%
29
o 113 141 169 197 268
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117649: Octadecane, 2-methyl- S R m e e
57 25.20 25.40 25.60 25.80
m/z 55.00 21.59%
-~ T /\‘*\’/\/\\‘N
225
oz L L 0400 107 | 229
m/z--> 0 50 100 150 200 250 300 350 400 25,20 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 : BN003217.D

Acq On : 19 Oct 2018 21:22

Operator : MJ/SJ

Sample - J5567-06

Misc :

ALS Vial : 13 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]
n-Hexadecanoic acid 17.92 32.6 ng/ul 2694930 4 17.00 1653730 20.0
cis-Vaccenic acid 19.08 7.1 ng/ul 587093 4 17.00 1653730 20.0
Octadecanoic acid 19.20 2.8 ng/ul 298829 5 21.21 2163150 20.0
(DEL) Alkane: Str... 21.79 2.5 ng/ul 271032 5 21.21 2163150 20.0
(DEL) Alkane: Str... 22.24 3.9 ng/ul 418623 5 21.21 2163150 20.0
(DEL) Alkane: Str... 22.73 3.4 ng/ul 444286 6 23.42 2600130 20.0
(DEL) Alkane: Str... 23.90 4.0 ng/ul 525803 6 23.42 2600130 20.0
Cholesta-5,22-die... 24.35 5.0 ng/ul 652592 6 23.42 2600130 20.0
Cholesterol 24 .64 23.4 ng/ul 3046440 6 23.42 2600130 20.0
Ergosta-5,22-dien... 24.98 9.3 ng/ul 1210640 6 23.42 2600130 20.0
(DEL) Alkane: Str... 25.44 2.2 ng/ul 285240 6 23.42 2600130 20.0
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