LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 6.810 643 650 668 rBv2 301527 736662 22_46% 1.886%
2 6.952 668 674 685 rvB 263299 421956 12.86% 1.080%
3 7.152 701 708 722 rBVY 329359 568428 17.33% 1.455%
4 7.605 779 785 795 rBVY 328385 539348 16.44% 1.381%
5 8.328 902 908 923 rBY 393864 733994 22.37% 1.879%
6 8.757 975 981 993 rBVY 311056 548799 16.73% 1.405%
7 9.475 1097 1103 1115 rBV 269859 475123 14.48% 1.216%
8 10.022 1189 1196 1215 rBV 387913 791423 24.12% 2.026%
9 10.375 1247 1256 1267 rBV 547787 915707 27.91% 2.344%
10 10.528 1276 1282 1299 rBV 337120 690117 21.04% 1.767%

11 13.663 1809 1815 1819 rBV 803504 1143842 34.87% 2.928%
12 13.710 1819 1823 1831 rVB 169444 250248 7.63% 0.641%
13 13.940 1855 1862 1873 rBV 993998 1514223 46.16% 3.876%
14 14.245 1908 1914 1925 rVB2 843354 1318633 40.20% 3.375%
15 14.522 1955 1961 1981 rBV 148619 477710 14.56% 1.223%

16 15.186 2066 2074 2079 rBV2 26737 79838 2.43% 0.204%
17 15.245 2079 2084 2093 rVB 1270504 1906646 58.12% 4_.881%
18 15.410 2106 2112 2122 rBV 302438 524352 15.98% 1.342%
19 16.422 2280 2284 2295 rBV2 67794 104509 3.19% 0.268%
20 17.004 2376 2383 2390 rBV 1149860 1626409 49.58% 4.163%

21 17.104 2394 2400 2410 rBV 1418411 2067954 63.04% 5.293%
22 17.792 2510 2517 2526 rBV3 60127 133867 4.08% 0.343%
23 17.916 2532 2538 2559 rBV 1518123 2453157 74.78% 6.280%
24 18.580 2647 2651 2656 rBV3 32178 49953 1.52% 0.128%
25 19.051 2727 2731 2733 rVV2 77648 117643 3.59% 0.301%

26 19.080 2733 2736 2751 rVV3 236063 548928 16.73% 1.405%
27 19.198 2752 2756 2768 rVB 199235 318215 9.70% 0.815%
28 19.410 2786 2792 2798 rBV2 1674283 2443383 74.48% 6.255%

29 19.457 2798 2800 2806 rVB3 36055 39655 1.21% 0.102%
30 19.957 2881 2885 2891 rVB 74558 92927 2.83% 0.238%
31 20.051 2898 2901 2907 rBV6 35296 64963 1.98% 0.166%
32 20.322 2944 2947 2949 rBV3 41766 49920 1.52% 0.128%

33 20.457 2966 2970 2973 rBV2 124036 144074 4_.39% 0.369%
34 20.921 3045 3049 3059 rBv4 175880 370343 11.29%% 0.948%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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
35 21.121 3081 3083 3087 rVB 44658 45442 1.39% 0.116%

36 21.216 3093 3099 3109 rVB 1526220 2089001 63.68% 5.347%
37 21.357 3119 3123 3128 rBV 251414 281129 8.57% 0.720%
38 21.786 3192 3196 3200 rVB 363586 408466 12.45% 1.046%
39 22.239 3269 3273 3280 rVB 485670 601822 18.35% 1.541%
40 22.363 3290 3294 3300 rVB 132713 181463 5.53% 0.465%

41 22.733 3352 3357 3362 rVB 502785 697365 21.26% 1.785%
42 23.280 3443 3450 3465 rVB 1877219 3280572 100.00% 8.398%
43 23.421 3467 3474 3487 rVV2 1098244 2305849 70.29% 5.902%
44 23.904 3550 3556 3564 rVB 380131 706711 21.54% 1.809%
45 24.351 3626 3632 3656 rVB7 184933 654845 19.96% 1.676%

46 24.639 3671 3681 3702 rBV5 652250 2647355 80.70% 6.777%
47 24.980 3732 3739 3758 rVBS5 229491 903008 27.53% 2.311%

Sum of corrected areas: 39065977
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BN003226.D

8.33

|

8.76

|

9.

10.37

10.02 |1553

48

0

Time--> 3.00

350 400 450 500 550 6.00 650 700 750 8.00

8.50

9.00

9.50

10.00 10.50 11.00 11.50

Abundance
2000000

1500000

1000000

500000

0

TIC: BN003226.D

17.10
15.25
17.4

13.94
13.66 | 14.25

15.41

18.71

14.52

16.42

1519

17.92

17.

19.41

19680
910% 1

1858 ©

20.4¢

46 1289803

Time-->

12.00 1250 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
2000000

1500000

1000000

500000

0

TIC: BN003226.D
23128

21.22

p3.42

2224 2273
21.79

P1.36

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 30.17 ng/ul 2453160 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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2539 (17.922 min): BN003226.D (-2532) (-) m/z 73.00 100.00%
4 60 73
5000 129
97 213 e S
L5 | 14g 107171185 o9 227241256 - 17.60 17.80 18.00 18.20
0 m/z 60.00 87.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 SR A UM U DU
17. 60 17. 80 18. 00 18.20
m/ 43.05 78 .80Y%
1Ji 143157171185, 13 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60 73
17.60 17.80 18.00 18.20
5000{ 29 256 m/z 57.10 71.92%
129
97 213
. M5 143157171185, oo 227541
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid T T R
43 6o 73 17. 60 17. 80 18. 00 18 20
m/z 55.05 64 .43%
50001 29
129
256
o L, ‘ 143157171185199%13 227
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 9-Octadecenoic acid, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.08 6.75 ng/ul 548928 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 99
2 Oleic Acid 282 C18H3402 000112-80-1 99
3 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 99
4 6-Octadecenoic acid 282 C18H3402 1000336-66-8 99
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 98
Abundance Scan 2736 (19.080 min): BN003226.D (-2733) (-) m/z 55.05 100.00%

5000

-

18.80 19.00 19.20 19.40
m/z 41.00 70.65%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)-

5
69

83

-

97

18.I80 19.IOO 19.I20 19.I40
m/z 69.05 58.59%

5000

123 264
138152166180 207222936

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
o7 e
18.80 19.00 19.20 19.40
5000 m/z 83.00 52.12%
123, 0 264
152166180 20722293 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129348: 6-Octadecenoic acid, (2)- T
18.80 19.00 19.20 19.40
m/z 43.05 49 _25%

-

5000

264

3

14
137151166180194508222 246

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\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 11
R.T. EstConc Area Relative to ISTD R.T.

19.20 3.05 ng/ul 318215 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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94

Abundance Scan 2756 (19.198 min): BN003226.D (-2752) (-) m/z 73.00 100.00%

43 57 7

5000

18.80 19.00 19.20 19.40 19.60

0 m/z 57.00 92 .53%
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 86.97%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
T T
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 43.00 86.41%
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 A EEEEE B
43 18.80 19.00 19.20 19.40 19.60

m/z 55.00 68.73%

5000

2
12 ‘\ ‘\‘ 1l ‘\‘

O rrr R AR mmm

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 : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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.
20.92 3.55 ng/ul 370343 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3049 (20.921 min): BN003226.D (-3045) (-) m/z 57.10 100.00%
U USRS SN SR
113 20.60 20.80 21.00 21.20
141
ol 169 197 239 267 327 355 mn/z 71.05 63.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 AR AR AR
20.60 20.80 21.00 21.20
13 m/z 43.10 59.39%
oL ““““\‘\ i 41 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
20.60 20.80 21.00 21.20
5000 85 m/z 85.10 49.61%
. 29 M3 141 169 197 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane P T T T
57 20.60 20.80 21.00 21.20
m/z 41.10 24 _17%
113
o 20| ||| ﬂ | 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 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 : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 12
R.T. EstConc Area Relative to ISTD R.T.

21.36 2.69 ng/ul 281129 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 92
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3124 (21.363 min): BN003226.D (-3119) (-) m/z 57.05 100.00%

7

5000

.

21.00 21.20 21.40 21.60

113
141 169191211 240 269 295 325 355

0 4011 Tmsz 71.10  66.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA L L L L N L L
21.00 21.20 21.40 21.60
m/z 43.05 56.29%
29 113
oL L LT 141 160 197 225 253 296
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
A e L
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 51.22%
29
. 13 141 169 107 205 253 295 323 367
e e B e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-  EEE R SRR R
57 21.00 21.20 21.40 21.60
m/z 55.05 21.84%
- 1 M
113
0 L Ly 1T, 14 183 211 239 267 296
T T T e T R e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 9
R.T. EstConc Area Relative to ISTD R.T.
21.79 3.91 ng/ul 408466 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3197 (21.792 min): BN003226.D (-3192) (-) m/z 57.05 100.00%
57
5000 85 \
VUL L 172002 169 107 sosparass aos s0s a5 ape | 210 7160 2180 2200 2250
ob it b i 1y R 2eD2aTes 2D 32 S e m/z 71.05  69.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
21.40 21.60 21.80 22.00 22.20
m/z 43.10 59.39%
29 113
0 \‘ Jl h “\ It h‘ u‘ I 1ﬁ1\16‘9 197 225 253 296
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 49.68%
o 13 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane N B e e
57 21.40 21.60 21.80 22.00 22.20
m/z 55.05 22.11%
29
oL ] | 112 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 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 : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 7
R.T. EstConc Area Relative to ISTD R.T.
22.24 5.76 ng/ul 601822 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3273 (22.239 min): BN003226.D (-3269) (-) m/z 57.10 100.00%
57
5000 85 “
} 113 " 22/00 22:20 22.40 22.60
141 169 : : : :
ol LA LA 109 211 253281 309 356 415 L7400 66.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 RN AN
22. 00 22 20 22. 40 22 60
m/z 43.05 57 .82%
0 29 Iy h\ Wi ‘1‘39 107 225 283 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
" 22/00 22:20 22.40 22.60
5000 85 m/z 85.05 50.57%
. 29 113 141 169 107 225 253 295 323 367
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #209566: Octacosane i B L B B B R B
57 22.00 22.20 22.40 22.60
m/z 55.00 23.01%
- T AAWM
29
old ‘ || | (113 141 169 197 225 253 281 309 337 365 394
m/z--> % 1& ﬁo M 250 %o @ 4& nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 6
R.T. EstConc Area Relative to ISTD R.T.
22.73 6.05 ng/ul 697365 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3356 (22.727 min): BN003226.D (-3352) (-) m/z 57.10 100.00%
57
5000 85
| j |113 141 183 225 253 281 309 343 401 429 22.40 2260 22.80 2300 _
Ol b a7, 00, 225 253 281 300 343 401429 | Thyz 71.10 65.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 NN
nmnmnmmm
m/z 43.10 58.52%
. i h |1 113‘ 41169 197 225 253 295 323 367
m/z--> 55 100 150 260 2éo 360 3%0 460
Abundance
57
2240 22.60 22.80 23.00
5000 a5 m/z 85.10 48 .95%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #141426: Heneicosane s  ARREEEE R a
57 22.40 22.60 22.80 23.00
m/z 55.05 22.49Y%
85
29 113
oL |1, J 141 169 197 225 253 296
m/z--> % 1m ﬁo ﬁ 250 ﬁo ﬁ)4& nmnmnmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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.
23.90 6.13 ng/ul 706711 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3555 (23.898 min): BN003226.D (-3550) (-) m/z 57.10 100.00%
57
5000 85 {
| 1113 141 183 211 253 297323 357 401 429 2360 2380 24.00 2420
Ol b d b a7, SN BL 253 297323 357 AOL 429 | nzz 71.10 67.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AU BN U
23.60 23.80 24.00 24.20
m/z 43.10 56.26%
29 113
0 \‘ Jl h “\ It h‘ u‘ w\lﬁlwlgg 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 49.81%
. 29 13 141 169 197 205 253 295 303 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane R ARBREER e
57 23.60 23.80 24.00 24.20
m/z 55.10 23.70%
o T MJ\/\M/\
29
oL ] | 112 141 169 197 225 253 281 309 337 365 394
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 : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 Cholesta-5,22-dien-3-0l, (3... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .35 5.68 ng/ul 654845 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 94
2 2,4(1H,8H)-Pteridinedione, 8-(2-... 208 C8H8N403 013300-40-8 55
3 4-(2-Fluorenylazo)-m-cresol 300 C20H16N20 097993-15-2 46
4 Vitamin E 430 C29H5002 000059-02-9 45
5 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 45
Abundance Scan 3632 (24.351 min): BN003226.D (-3626) (-) m/z 165.05 100.00%
- A‘__’L\/\
24.00 24.20 24.40 24.60
o’ m/z 55.00 72 .25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204801: Cholesta-5,22-dien-3-ol, (3.beta.)-
55
g1 111
150 255
5000 133 U SUNIIUN SR DU
213 300 384 24.00 24.20 24.40 24.60
m/z 69.00 66.51%
Tbvatdoy
oLl bbb g dyy U
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
24.00 24.20 24.40 24.60
5000 m/z 43.05 57 .54%
44 69 190
L L L UL B L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #144968: 4-(2-Fluorenylazo)-m-cresol AR RS
165 24.00 24.20 24.40 24.60
107 m/z 81.00 41._49%
5000 300
77 135
17 39 ] ‘ “ Ll 193 228 271 |
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 : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .64 22.96 ng/ul 2647360 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 99
2 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 99
3 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 99
4 Cholesterol 386 C27H460 000057-88-5 98
5 Cholesterol 386 C27H460 000057-88-5 95
Abundance Scan 3681 (24.639 min): BN003226.D (-3671) (-) m/z 43.10 100.00%
43
g1 105
5000 145 213 215 v*,aJA\~\M,J/\\\VVMAWJN\WV_
301
353 386
24,40 24.60 24.80 25.00
ot m/z 57.05 91.36%
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 BRI U S
69 24,40 24.60 24.80 25.00
m/z 55.00 69.89%
ol— IH" ! ‘.
m/z--> 50
Abundance
43
2440 24.60 24,80 25.00
5000 m/z 105.00 58.92%
81 105
145 213 386
. 105 | (173 247 275 301 4,6 353
m/z--> 50 100 150 200 250 300 350 400
Abundance #205837: 26-Nor-5-cholesten-3.beta.-ol-25-one R B e e
43 24.40 24.60 24.80 25.00
m/z 107.05 58.67%
5000
81 107 )13 386
275
0”‘ \I‘\HH;H\.‘LMH \M\J[H\ “‘.‘,.l.‘.‘?" oL 3?1:?2?"3'5:?\'\”'”” ol et e
m/z--> 50 100 150 200 250 300 350 400 24,40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 12 Ergosta-5,22-dien-3-ol, (3.... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24.98 7.83 ng/ul 903008 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ergosta-5,22-dien-3-ol, (3.beta.... 398 C28H460 017472-78-5 95
2 Ergosta-4,22-dien-3.beta.-ol 398 C28H460 062332-14-3 91
3 8(14),22-Ergostadienol 398 C28H460 051502-42-2 86
4 Ergost-5,8(14)-dien-3-ol 398 C28H460 177962-83-3 78
5 Cholesta-5,22-dien-3-0ol, (3.beta.)- 384 C27H440 092218-20-7 76

Abundance Scan 3739 (24.980 min): BN003226.D (-3732) (-) m/z 69.05 100.00%

5000

24.60 24.80 25.00 25.20

0 m/z 55.05 99.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211523: Ergosta-5,22-dien-3-ol, (3.beta.,22E,24S)-
69
5000 [TTrr[rrrr[rrrryrrrr|m
41 9% 133 159 295 398 24.60 24.80 25.00 25.20
213 300 m/z 81.00 66.00%
| “ 185 337 365
ol il
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
255 398 [TTrr[rrrr[rrrryrrrr|m
05 24.60 24.80 25.00 25.20
5000 147 m/z 43.05 57.13%
125
43
173 201 2% 300 328
365
O— T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #211505: 8(14),22-Ergostadienol A B o !
69 24.60 24.80 25.00 25.20
43 107 m/z 145_.05 54 _79%
m/z--> 50 100 150 200 250 300 350 400 24.60 24.80 25.00 25.20

SOM-EPA-BN101918MA_.M Mon Oct 22 11:53:45 2018 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003226.D

Acq On : 20 Oct 2018 02:38

Operator : MJ/SJ

Sample - J5567-12

Misc :

ALS Vial : 22 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 30.2 ng/ul 2453160 4 17.00 1626410 20.0
9-Octadecenoic ac... 19.08 6.8 ng/ul 548928 4 17.00 1626410 20.0
Octadecanoic acid 19.20 3.0 ng/ul 318215 5 21.22 2089000 20.0
(DEL) Alkane: Str... 20.92 3.5 ng/ul 370343 5 21.22 2089000 20.0
(DEL) Alkane: Str... 21.36 2.7 ng/ul 281129 5 21.22 2089000 20.0
(DEL) Alkane: Str... 21.79 3.9 ng/ul 408466 5 21.22 2089000 20.0
(DEL) Alkane: Str... 22.24 5.8 ng/ul 601822 5 21.22 2089000 20.0
(DEL) Alkane: Str... 22.73 6.0 ng/ul 697365 6 23.42 2305850 20.0
(DEL) Alkane: Str... 23.90 6.1 ng/ul 706711 6 23.42 2305850 20.0
Cholesta-5,22-die... 24.35 5.7 ng/ul 654845 6 23.42 2305850 20.0
17-(1,5-Dimethylh... 24.64 23.0 ng/ul 2647360 6 23.42 2305850 20.0
Ergosta-5,22-dien... 24.98 7.8 ng/ul 903008 6 23.42 2305850 20.0
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