LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample = J5568-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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\HPCHEMI\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 heiaht area % max. total
1 6.805 644 649 667 rBV2 251968 643823 21.92% 1.983%
2 6.952 667 674 685 rVB 216382 363290 12.37% 1.119%
3 7.146 700 707 725 rBV 278392 487415 16.60% 1.501%
4 7.605 779 785 796 rBV 249005 420924 14.33% 1.297%
5 8.328 902 908 929 rBV 324669 645677 21.99% 1.989%
6 8.757 975 981 994 rBV 268101 478750 16.30% 1.475%
7 9.475 1097 1103 1114 rBV 228585 416575 14.19% 1.283%
8 10.022 1190 1196 1218 rBV 298010 689012 23.46% 2.122%
9 10.369 1248 1255 1266 rBV 424033 724835 24.68% 2.233%
10 10.528 1276 1282 1306 rBvV 278797 610940 20.80% 1.882%

11 13.657 1808 1814 1819 rBV 750519 1064791 36.26% 3.280%
12 13.710 1819 1823 1836 rVB 179979 286838 9.77% 0.884%
13 13.934 1855 1861 1872 rBV 929376 1393820 47.46% 4_.293%
14 14.245 1907 1914 1925 rVB2 688273 1067828 36.36% 3.289%
15 14.522 1955 1961 1986 rBV2 131276 463023 15.77% 1.426%

16 15.245 2066 2084 2100 rBV 1198395 2075455 70.68% 6.393%
17 15.404 2106 2111 2122 rBV 282579 491074 16.72% 1.513%
18 16.416 2279 2283 2290 rBV 61492 93928 3.20% 0.289%
19 16.998 2376 2382 2391 rVB2 959998 1346092 45.84% 4.146%
20 17.098 2393 2399 2410 rVB 1328715 1958723 66.70% 6.034%

21 17.433 2448 2456 2460 rBV6 13419 38742 1.32% 0.119%
22 17.786 2509 2516 2524 rBV2 54276 116993 3.98% 0.360%
23 17.916 2531 2538 2556 rBV 1574442 2419881 82.41% 7.454%
24 18.580 2647 2651 2661 rBv4 31275 58285 1.98% 0.180%
25 18.804 2682 2689 2701 rBV5 57129 202629 6.90% 0.624%

26 19.016 2722 2725 2727 rBV3 29520 40343 1.37% 0.124%
27 19.045 2727 2730 2732 rVV 79081 106510 3.63% 0.328%
28 19.080 2732 2736 2751 rVV3 198171 535935 18.25% 1.651%
29 19.192 2751 2755 2768 rVB2 145579 243397 8.29% 0.750%
30 19.404 2785 2791 2798 rBV2 1650127 2365987 80.57% 7.288%

31 20.051 2897 2901 2906 rBv4 43651 68362 2.33% 0.211%
32 20.174 2919 2922 2924 rBV4 24391 30068 1.02% 0.093%
33 20.451 2965 2969 2972 rBV 48250 56733 1.93% 0.175%
34 20.916 3045 3048 3051 rBV 43779 45137 1.54% 0.139%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample = J5568-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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 20.957 3051 3055 3068 rVV5 93650 274110 9.33% 0.844%

36 21.116 3080 3082 3087 rVB 37854 37498 1.28% 0.116%
37 21.210 3093 3098 3108 rVB 1355159 1815980 61.84% 5.594%
38 21.357 3119 3123 3126 rVB 83764 87902 2.99% 0.271%

39 21.780 3192 3195 3200 rVB 101597 114986 3.92% 0.354%
40 22.233 3268 3272 3277 rBY 144398 187647 6.39% 0.578%

41 22.357 3289 3293 3299 rVB 232327 299678 10.21% 0.923%
42 22.727 3351 3356 3362 rVB 163322 231172 7.87% 0.712%
43 23.274 3442 3449 3458 rVB 1671150 2936570 100.00% 9.046%
44 23.415 3466 3473 3486 rBVY 915125 1907029 64.94% 5.874%
45 23.892 3549 3554 3562 rVB 170731 320396 10.91% 0.987%

46 24.645 3670 3682 3702 rBV6 292686 1548606 52.74% 4_770%
47 24.998 3732 3742 3760 rBV6 124693 650648 22.16% 2.004%

Sum of corrected areas: 32464037
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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: BN003250.D

1500000
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500000 10.37
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Abundance TIC: BN003250.D
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1500000
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Time-> 1200 1250 1300 13.50 1400 1450 1500 1550 1600 16,50 17.00 17.50 18.00 1850 1900 19550 2000
Abundance TIC: BN003250.D

2327
1500000 21.21
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1000000
500000 24.64
22.36
220B 2273 23.89 25.00
36 2L78 %5 '
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e T T e
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.92 35.95 ng/ul 2419880 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 91

Abundance Scan 2539 (17.922 min): BN003250.D (-2531) (-) m/z 73.00 100.00%

43 60 73
5000 129
213
1

4a 157171185 17160 17,80 18.00 18.20

01 m/z 60.00 87 .05%
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 TT T T LR B =TT

17.60 17.80 18.00 18.20
m/z 43.05 80.62%

213
143 157171 185 199
OFprrrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73

17. 60 17. 80 18.00 18.20

5000{ 29 256 m/z 57.05 71.88%
129
157171 185 213
0 At | HH‘ MH IH‘\ |“|‘||14‘|.3||||||||||‘||]:9|9|||‘||2|2|7|?4|.9|||‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid A e
60 73 17. 60 17. 80 18. 00 18 20

m/z 55.05 66 .83%

43
5000 129
29 171
7 115 214
| T ‘ 143157 | 185
| H\ HM I ‘ H ‘Hh \u n ‘ o 1 1
At T -

‘ | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 Heptadecyl heptafluorobutyrate Concentration Rank 8

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

18.80 3.01 ng/ul 202629 Phenanthrene-d10 17.00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87

2 11-Tricosene 322 C23H46 052078-56-5 87

3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 74

4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 74

5 Fumaric acid, 2-chloropropyl tri... 374 C20H35CI104 1000348-57-1 64
Abundance Scan 2688 (18.798 min): BN003250.D (-2682) (-) m/z 83.00 100.00%

56

5000

.

18.40 18.60 18.80 19.00 19.20
m/z 55.00 94 .17%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #227401: Heptadecy! heptafluorobutyrate
g7

83

4

5000 LA L B L L LB L L
18. 40 18 60 18. 80 19. 00 19 20
m/z 69.05 89.61%
238
ol2 139 189,45 210 265 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
43
R e
18.40 18.60 18.80 19.00 19.20
5000 83 m/z 97.10 85.88%
111
o 8 | L 140 168 196 224243 266 294 322
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester B A R am mE
57 83 18.40 18.60 18.80 19.00 19.20

m/z 57.00 82.12%

5000

127

154 182 210

238 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 40 18 60 18. 80 19. 00 19 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 9-Octadecenoic acid, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.08 7.96 ng/ul 535935 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 96
2 6-Octadecenoic acid 282 C18H3402 1000336-66-8 94
3 Oleic Acid 282 C18H3402 000112-80-1 93
4 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 93
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
Abundance Scan 2736 (19.080 min): BN003250.D (-2732) (-) m/z 55.00 100.00%

69
83

5000

-

151165180 202 222 264 5, 18.80 19.00 19.20 19.40
m/z 41.05 69.78%

125

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129352: 9-Octadecenoic acid, (E)-

-

18.I80 19.IOO 19.I20 19.I40
m/z 69.00 63.27%

5000

152166180

207222 246

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129340: 6-Octadecenoic acid
56 97
60 % L e
18.80 19.00 19.20 19.40
5000 m/z 43.05 60.58%
222
1521661801 9470g 282
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid R B B
55 18.80 19.00 19.20 19.40

o7 m/z 83.10 52 .68%

5000

111
264

125

151165180 207222235949

T I 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

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

19.19 2.68 ng/ul 243397 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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2755 (19.192 min): BN003250.D (-2751) (-) m/z 73.00 100.00%

73

5000

18.80 19.00 19.20 19.40 19.60
m/z 43.10 93.49%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73

43 §

18.I80 19.IOO 19!20 19.I4O 19.I60
m/z 60.00 88.60%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
RS RN i
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 57.10 79.45%
284
2? 143,171
O.HPLJM”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid B B o
43 57 73 18.80 19.00 19.20 19.40 19.60
m/z 41.10 71.93%
5000 129
185
1 43157171 241 284
0 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 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.96 3.02 ng/ul 274110 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Cvclopentadecane 210 C15H30 000295-48-7 91
3 Trifluoroacetic acid.n-tridecvl ... 296 C15H27F302 053800-02-5 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 3056 (20.963 min): BN003250.D (-3051) (-) m/z 55.00 100.00%
o7
5000 vaNvaaﬁﬂkawﬂ/\\MMNMMMMAJ\nM
125 —
3 149167185 210 265 20.60 20.80 21.00 21.20
o B S RN - NN .S m/z 69.05 99.61%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 NN AL SRR
20.60 20.80 21.00 21.20
29 m/z 97.05 98.00%
139
ol | 7y 167 196 238 266 294
m/z--> 50 100 1éo 260 2éo 360 3%0
Abundance #69584: Cyclopentadecane
55
8 20.60 20.80 21.00 21.20
5000 m/z 83.10 97 .76%
29 111
210
oL, .i L .}.J,J\.leg,. e
m/z--> 50 100 150 200 250 300 350
Abundance #140820: Trifluoroacetic acid,n-tridecyl ester R EE R
43| 6 20.60 20.80 21.00 21.20
97 m/z 57.10 89.72%
h \__J\J\A/\A*
125
154
NELTE W | } J ‘H R LA+ N ]|
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\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 11
R.T. EstConc Area Relative to ISTD R.T.

22.23 2.07 ng/ul 187647 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 3271 (22.227 min): BN003250.D (-3268) (-) m/z 57.05 100.00%

5000

22.00 22.20 22.40 22.60

0 m/z 71.10 69.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 LA L L L L L L LB
85 22. OO 22. 20 22. 40 22 60
29 m/z 43.05 55.70%
. ,|J | 118 141 169 197 205 253 282
— et e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
R e e S e N R
85 22.00 22.20 22.40 22.60
5000 m/z 85.10 48.49%
29
o1, } ‘ ﬂ113 141 169 197 225 253 338
e I I B e e LA A o e B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R R T i ea S Be
57 22.00 22.20 22.40 22.60
m/z 55.05 23.69%
85
5000
29 113
oL |1, J 141 169 197 225 253 296
e R ...., T T T R e s e N R
m/z--> 50 100 150 200 250 300 350 400 22. OO 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.36 3.14 ng/ul 299678 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Saualene 410 C30H50 000111-02-4 78
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64

Abundance Scan 3294 (22.363 min): BN003250.D (-3289) (-) m/z 69.05 100.00%

6o

| -
|

5000
41
5 17 27100 2220 220 2260
61 191 341 : . - -
ol by i J01101 231 260205 341367 475 | pUgT 05 54.60%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215930: Squalene

5000 LA L L L L L B

22.00 22.20 22.40 22.60
m/z 41.10 25.82%

61 191217 341367

273299

410

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215928: Supraene
69
e o R
22.00 22.20 22.40 22.60
5000 m/z 95.10 14.30%
41
95 137
o oy g f 163191217 245 273299 341367 410
Lo e e e AL B e B e B e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215929: Squalene R AR EEEEE T
69 22.00 22.20 22.40 22.60
m/z 68.00 11.82%
5000
41
o5 137
0 whbr | 161191217244 273299 341367 410
LA e B A LA B e o R e e  REERE
m/z--> 50 100 150 200 250 300 350 400 450 22. 00 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.73 2.42 ng/ul 231172 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heneicosane, l1ll-pentyl- 366 C26H54 014739-72-1 90
Abundance Scan 3356 (22.727 min): BN003250.D (-3351) (-) m/z 57.10 100.00%
57
113 449 183 22.40 22.60 22.80 23.00
ol 3t b A ) 1yt162188 213 239 205313 3m m/z 71.05 66.21%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 ISR N SRR UGS
85 22.40 22.60 22.80 23.00
29 m/z 43.10 51.41%
o by (118 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
22.40 22.60 22.80 23.00
5000 85 m/z 85.10 51.16%
o3 ‘w L 58 141 169 197 2 567 204 323 a2
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane B e
57 22.40 22.60 22.80 23.00
m/z 55.05 20.21%
- i W
29 113
oL ‘ I‘ Iy 77,141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 2240 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.89 3.36 ng/ul 320396 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3554 (23.892 min): BN003250.D (-3549) (-) m/z 57.05 100.00%

[6)]
~
(o]
()]

5000
141 169 197 239 23.60 23.80 24.00 24.20
ol .ll 11.*.: e, 29207 205 342 415 m/z 71.05 66.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
5000 LA L L L L LB

23. 60 23. 80 24. OO 24 20
m/z 43.10 55.12%

141 169 197 225

267 295

04
mz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
7
e
23.60 23.80 24.00 24.20
5000 o m/z 85.05 49.16%
29
oL Ll 113 141 169 197 225 253 281 309 337 365 394
P A S Y s R R R S
mz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B AmEaE ST e
57 23.60 23.80 24.00 24.20
m/z 55.00 23.03%
- T WW
13 94
oL.29 L L[ 4L 169 197 225 253 281 309 337 365 393 422
e A R T R =
mz--> 50 100 150 200 250 300 350 400 23160 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .64 16.24 ng/ul 1548610 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1.5-DimethvlhexvI1)-10.13-dim... 386 C27H460 1000210-38-4 99
2 Cholesterol 386 C27H460 000057-88-5 99
3 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 99
4 Cholesterol 386 C27H460 000057-88-5 96
5 Cholest-5-en-3-0l, (3.alpha.)- 386 C27H460 000474-77-1 90
Abundance Scan 3681 (24.639 min): BN003250.D (-3670) (-) m/z 43.10 100.00%
43
g1 195 145 275 vWﬂA//«V\w\hjf\\\\Mwmwg/ﬁ\\,v
5000
301 353 386
" 2440 24.60 24,80 25.00
(o} m/z 105.00 77.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9...
43
386
5000 LR LIS B U B
24,40 24.60 24.80 25.00
m/z 107.00 72.79%
0 — 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #205847: Cholesterol
43
105 386 " 2440 24.60 24,80 25.00
5000 m/z 145.05 71.47%
0 r I‘I L |
m/z--> 50 100 150 200 250 300 350 400
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one B B e
43 24.40 24.60 24.80 25.00
m/z 81.00 70.15%
5000
81 105 013 286
275
0::: “\\J\AH H‘HML “ I\\IH IInI\2I4J.\II{I 3013|2|6|3|53|L|||||||| T T T T —T
m/z--> 50 150 200 250 300 350 400 24,40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003250.D

Aca On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 Ergosta-5,22-dien-3-o0l, (3.... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.00 6.82 ng/ul 650648 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eraosta-5.22-dien-3-ol. (3.beta.... 398 C28H460 000474-67-9 96
2 Eraosta-5.22-dien-3-ol. (3.beta.... 398 C28H460 017472-78-5 91
3 Eraosta-5.22-dien-3-ol. (3.beta.... 398 C28H460 017472-78-5 87
4 8(14).22-Eraostadienol 398 C28H460 051502-42-2 70
5 Spiro[isobenzofuran-1(3H),9"-[9H... 300 C20H1203 000596-24-7 50
Abundance Scan 3742 (24.998 min): BN003250.D (-3732) (-) m/z 69.10 100.00%
69
255
5000
2460 24.80 25.00 25.20 25.40
o m/z 55.00 99 .56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211521: Ergosta-5,22-dien-3-ol, (3.beta.,22E)-
69
5000 LRI A BRI SN
41 24.60 24.80 25.00 25.20 25.40
m/z 255.15 58.21%
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #211523: Ergosta-5,22-dien-3-ol, (3.beta.,22E,24S)-
69
24.60 24.80 25.00 25.20 25.40
5000 m/z 81.00 54 _80%
41 % 133 150 255 398
300
. J IJ 185 213 o4 337 365
m/z--> 50 100 150 200 250 300 350 400
Abundance #211524: Ergosta—5,22—dien—3—ol, (3beta,22E,24S)— RSN BN L BN N
69 380 24.60 24.80 25.00 25.20 25.40
m/z 43.10 49 _56%
5000
41 105125145
O.J,.dt M
m/z--> 50 100 150 200 250 300 350 400 24.60 24.80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN102218\
Data File : BN003250.D

Acq On : 22 Oct 2018 21:33

Operator : MJ/SJ

Sample - J5568-01

Misc :

ALS Vial : 9 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 36.0 ng/ul 2419880 4 17.00 1346090 20.0
Heptadecyl heptaf... 18.80 3.0 ng/ul 202629 4 17.00 1346090 20.0
9-Octadecenoic ac... 19.08 8.0 ng/ul 535935 4 17.00 1346090 20.0
Octadecanoic acid 19.19 2.7 ng/ul 243397 5 21.21 1815980 20.0
1-Heneicosanol 20.96 3.0 ng/ul 274110 5 21.21 1815980 20.0
(DEL) Alkane: Str... 22.23 2.1 ng/ul 187647 5 21.21 1815980 20.0
Squalene 22.36 3.1 ng/ul 299678 6 23.42 1907030 20.0
(DEL) Alkane: Str... 22.73 2.4 ng/ul 231172 6 23.42 1907030 20.0
(DEL) Alkane: Str... 23.89 3.4 ng/ul 320396 6 23.42 1907030 20.0
17-(1,5-Dimethylh... 24.64 16.2 ng/ul 1548610 6 23.42 1907030 20.0
Ergosta-5,22-dien... 25.00 6.8 ng/ul 650648 6 23.42 1907030 20.0
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