LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample - J5567-10

Misc :

ALS Vial : 18 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

3.887 148 153 165 rVB 62312 99972 1.40% 0.172%
6.804 643 649 668 rvv2 475281 1109110 15.48% 1.908%
rvB 408851 635062 8.86% 1.092%
7.145 701 707 719 rBV 492753 843531 11.77% 1.451%
7.604 779 785 794 rBV 337764 549784 7.67% 0.946%
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8.328 902 908 928 rBV 605439 1089892 15.21% 1.875%
8.757 974 981 996 rBV 470668 823734 11.50% 1.417%
rBv 405014 716237 10.00% 1.232%
10.022 1189 1196 1213 rBV 577338 1198933 16.73% 2.062%
10.375 1249 1256 1264 rBV 559546 926291 12.93% 1.593%
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11 10.528 1275 1282 1302 rBV 550613 1076667 15.03% 1.852%
12 13.663 1808 1815 1819 rBV 1180523 1647419 22.99% 2.833%
13 13.710 1819 1823 1831 rVB 254311 366056 5.11% 0.630%
14 13.939 1855 1862 1870 rBV 1421760 2176017 30.37% 3.743%
15 14.245 1908 1914 1922 rBV2 835827 1304911 18.21% 2.244%

16 14.510 1954 1959 1985 rBV 249168 723642 10.10% 1.245%
17 15.245 2068 2084 2103 rBV 1893164 2971292 41.47% 5.110%
18 15.404 2106 2111 2122 rVV 498962 795884 11.11% 1.369%
19 16.421 2279 2284 2297 rBV 239362 348970 4.87% 0.600%
20 17.004 2377 2383 2390 rBV 1111191 1591895 22.22% 2.738%

21 17.104 2393 2400 2409 rVB 1981030 2915188 40.69% 5.014%
22 17.186 2410 2414 2421 rBV2 59658 87880 1.23% 0.151%
23 17.792 2510 2517 2532 rBV 188662 456749 6.37% 0.786%
24 17.933 2532 2541 2573 rVV 3903083 7165130 100.00% 12.324%
25 18.580 2647 2651 2662 rBV 89754 170155 2.37% 0.293%

26 19.021 2722 2726 2728 rBV2 78555 103137 1.44% 0.177%
27 19.051 2728 2731 2733 rVV3 165416 232874 3.25% 0.401%
28 19.092 2733 2738 2752 rVV2 714183 1788177 24.96% 3.076%
29 19.204 2753 2757 2770 rVB 343396 595716 8.31% 1.025%
30 19.409 2786 2792 2798 rBV2 2353812 3348099 46.73% 5.759%

31 20.057 2898 2902 2908 rBV 153607 243987 3.41% 0.420%
32 20.456 2967 2970 2974 rVB 88733 98674 1.38% 0.170%
33 20.921 3046 3049 3052 rBvV 107065 132505 1.85% 0.228%
34 20.992 3058 3061 3068 rBV2 72624 121479 1.70% 0.209%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample - J5567-10

Misc :

ALS Vial : 18 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 21.215 3094 3099 3109 rVB 1513890 2035329 28.41% 3.501%

36 21.298 3110 3113 3120 rVV 65485 116181 1.62% 0.200%
37 21.362 3120 3124 3129 rVB 193747 215725 3.01% 0.371%
38 21.786 3193 3196 3202 rVB 268250 321696 4._.49% 0.553%
39 22.239 3269 3273 3279 rVB 356209 454674 6.35% 0.782%
40 22.362 3291 3294 3298 rVB 84479 103113 1.44% 0.177%

41 22.733 3352 3357 3362 rVB 393905 537269 7.50% 0.924%
42 23.280 3443 3450 3462 rVB 2110069 3807103 53.13% 6.548%
43 23.421 3467 3474 3490 rBV 1160175 2626341 36.65% 4.517%
44 23.903 3551 3556 3564 rVB 312085 555866 7.76% 0.956%
45 24.350 3625 3632 3651 rBV3 391239 1337517 18.67% 2.300%

46 24.645 3672 3682 3702 rBV3 1450188 4753858 66.35% 8.176%
47 24.980 3731 3739 3763 rBV3 528457 2031907 28.36% 3.495%
48 25.486 3815 3825 3831 rBV8 196163 789607 11.02% 1.358%

Sum of corrected areas: 58141235
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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: BN003222.D

3500000
3000000
2500000
2000000
1500000

1000000

8.33 10.0210RY53
500000 6.8004.15 o ’\ 8.76 9.47

- L

O T L L

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN003222.D

17.93
3500000

3000000

2500000 19.41

2000000 15.24 17.10

1500000 13.94
13.66 17.do

1000000 14.25 19.09

1.19

A
L

5.40 9.20
500000 :
18.71 Amm 16.42 17.70 1858 18 20.06 20.4¢

L L e e e — N

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN003222.D

3500000
3000000
2500000 23.28
2000000

21.22 24.64
1500000

1000000

22.24 2273
500000 6 2179

SN

e

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 : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 Tetradecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.42 4.38 ng/ul 348970 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Dodecanoic acid 200 C12H2402 000143-07-7 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 2284 (16.421 min): BN003222.D (-2279) (-) m/z 73.00 100.00%

60 73
43
5000 129
185

85
97 115 LI L L L B

16. 20 16 40 16. 60 16. 80

0 m/z 60.00 85.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452:; Tetradecanoic acid
60 73
43
5000 129 LA B L L L L L B LB

185 16. 20 16 40 16. 60 16. 80
29 43.10  68.83%

97 115 | 143 __ 171 228 n/z
ob2s 1l HH\ 0 TR A o< S
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
43 60 73

mmmmmmmm
5000 29 129 228 m/z 41.05 61.63%

85 185
97 115
L1 143 157 171 199514
M1 R 10 OO YA e =
mz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #84453: Tetradecanoic acid T e e e A
60 73 16. 20 16 40 16. 60 16. 80

23 m/z 57.05 61.37%

o

5000 129
29 8 185 228
115
C 143 157 171 ‘ 199 913
R B B L R aa E L A AR
80

100 120 140 160 180 200 220

16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 cis-9-Hexadecenoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.79 5.74 ng/ul 456749 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 93
2 Palmitoleic acid 254 C16H3002 000373-49-9 91
3 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 87
4 7Z-11-Tetradecenoic acid 226 C14H2602 1000130-83-3 81
5 Myristoleic acid 226 C14H2602 000544-64-9 74

Abundance Scan 2517 (17.792 min): BN003222.D (-2510) (-) m/z 55.05 100.00%
5000 J\~H}\\_
Ty 236 17.40 17.60 17.80 18.00 18.20
137152165 179192 : : : : -
o 179 XY m/z 69.05 68.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105678: cis-9-Hexadecenoic acid
55
41 69
5000 83 UL UL SO U B
17. 40 17. 60 17. 80 18 00 18. 20
m/z 41.05 58.74%
24 236
oy il ,\H\ M\ H‘H \\ m \Hm il 72165179 194207 291 0 254
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 &9
83 17.40 17.60 17.80 18.00 18.20
5000 97 m/z 83.05 44 .69%
ab 111 236
o 184137 152165179192 207221 254
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250 250
Abundance #105682: Hexadecenoic acid, Z-11- e AR e
41 55 17.40 17.60 17.80 18.00 18.20
m/z 43.10 42 .15%
5000 69
0 \MMMMW%@@mmm 218 2% 254
m/z--> 2'0 4I 60 80 100 120 140 160 180 200 250 24'10 ' 17. 40 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 : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.93 90.02 ng/ul 7165130 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 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 2540 (17.927 min): BN003222.D (-2532) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 213 RN RS
L5 | 43157171185 o 227 0 28 17160 17.80 18.00 18.20
o 4l m/z 59.95 87.54%
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 U S BN SULRS
ﬂmﬂmmmmm
m/z 43.05 81.68%

213
‘ 143 157171185 199
O M—
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 57.05 71.44%
129
97 213
115
143157171185,99 | 227,

[o MM 1 1 K OV ATV St An S S Rl S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T

3 60 73 17. 60 17. 80 18 00 18. 20

m/z 55.05 66 .85%

5000 129
29
143 199 242
‘ ‘ ‘ 157171185
15 ‘ ‘ H Il ;

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\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 Heptadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.58 2.14 ng/ul 170155 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 96
2 Heptadecanoic acid 270 C17H3402 000506-12-7 94
3 Heptadecanoic acid 270 C17H3402 000506-12-7 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 2651 (18.580 min): BN003222.D (-2647) (-) m/z 73.00 100.00%

357 73
5000

18.20 18.40 18.60 18.80

(o} m/z 43.05 91.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119368: Heptadecanoic acid
43 73
5 270
5000 [TTrr[rrrr[rrrryrrrr|m
- 18.20 18.40 18.60 18.80
0
171185 m/z 55.05 89.92%
0 143157 199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 R e AR R
18.20 18.40 18.60 18.80
5000/ 29 270 m/z 60.00 87.16%
129
97 115 227

143157171185 508 “ T 241555

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #119366: Heptadecanoic acid A B o

73 18.20 18.40 18.60 18.80
43 3 70 m/z 57.10 85.75k

5000
29
0 14

- IIIIIIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 9,12-Octadecadienoic acid (... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.05 2.93 ng/ul 232874 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,Z2)- 280 C18H3202 000060-33-3 94
2 Cyclodecene 138 C10H18 003618-12-0 90
3 9,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 90
4 9,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 87
5 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 52

Abundance Scan 2731 (19.051 min): BN003222.D (-2728) (-) m/z 67.00 100.00%

67 81
5000 41

18.80 19.00 19.20 19.40

138151145 182196

0 m/z 81.00 87 .22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
67 8
5000 LA B L B L L L L LB

18.80 19.00 19.20 19.40
m/z 212.10 72.03%

280
o 150164 182196210223 263
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67 81
a1 R
18.80 19.00 19.20 19.40
5000 95 m/z 55.00 59.68%
27 110 138

o 124

mﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127647: 9,12-Octadecadienoic acid (Z,2)- T T
18.80 19.00 19.20 19.40
81 m/z 68.00 58.30%

4

5000

109
123

%

280

137151 167182196 222235 256
R e nsmatiaes
mzz--> 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 : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 cis-Vaccenic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.09 22 .47 ng/ul 1788180 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 98
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 96
4 6-Octadecenoic acid 282 C18H3402 1000336-66-8 91
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 91
Abundance Scan 2738 (19.092 min): BN003222.D (-2733) (-) m/z 55.00 100.00%

5000

:

264 18.80 19.00 19.20 19.40
m/z 41.10 73.91%

o 151165180194  22253g

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 LB
18.80 19.00 19.20 19.40
111 m/z 69.10 63.70%
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
AR R
18.80 19.00 19.20 19.40
5000 M o m/z 43.10 54.73%
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
I T I T

Abundance #129353: 9-Octadecenoic acid, (E)- I
18.80 19.00 19.20 19.40

m/z 83.05 52.18%

5000

264

:

151165180

207222336
s
miz--> 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 : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.20 5.85 ng/ul 595716 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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2756 (19.198 min): BN003222.D (-2753) (-) m/z 73.00 100.00%
43 57
18.80 19.00 19.20 19.40 19.60
Obrrprrr b m/z 43.05 91.54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
5000 RIS AU BN B
18.80 19.00 19.20 19.40 19.60
284 m/z 60.00 87.08%
ZT ‘ 143,5,171
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 RSN AU BN B
129 18.80 19.00 19.20 19.40 19.60
5000 o8 284 m/z 57.05 85.23%
97 185 241
115
143,171 | 199
. 157 227 255,64
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid A EEEEE T
43 57 73 18.80 19.00 19.20 19.40 19.60
m/z 55.00 67.37%
5000 129

185 241 284

:

14357171

I T T 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

SOM-EPA-BN101918MA_.M Mon Oct 22 11:52:13 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 5,8,11,14,17-Eicosapentaeno... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.06 2.40 ng/ul 243987 Chrysene-di2 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5,8,11,14,17-Eicosapentaenoic ac... 316 C21H3202 002734-47-6 94
2 cis-5,8,11,14,17-Eicosapentaenoi... 302 C20H3002 010417-94-4 94
3 Methyl eicosa-5,8,11,14,17-penta... 316 C21H3202 001191-65-7 87
4 Cyclohexane, 1,2,4-triethenyl- 162 C12H18 002855-27-8 83
5 5,8,11,14,17-Eicosapentaenoic ac... 316 C21H3202 002734-47-6 81

Abundance Scan 2903 (20.062 min): BN003222.D (-2898) (-) m/z 79.00 100.00%

&8

5000
166 9o 216 19.80 20.00 20.20 20.40
0! m/z 91.00 88.26%
m/z--> 50 100 150 200 250 300 350
Abundance #158336: 5,8,11,14,17-Eicosapentaenoic acid, methyl ester, ...
7
5000 41 105 TT T[T T T T[T T rrrrrrr1

19.80 20.00 20.20 20.40
131 m/z 67.00 60.85%

159 180 201
ol w\‘\h\ H\\ \HM ‘I‘ |22|0 247| ; |28I7 N
m/z--> 50 100 150 200 250 300 350
Abundance
79
B EERR Bam e L
a1 19.80 20.00 20.20 20.40
5000 105 m/z 93.05 51.32%
ko 133
166
0 15 187206 233250 273292
oLt T T e e L e e
m/z--> 50 100 150 200 250 300 350
Abundance #158320: Methy! eicosa-5,8,11,14,17-pentaenoate B ERRR Bam s
79 19.80 20.00 20.20 20.40
m/z 41.00 50.01%
5000
i 10 MW\WJL“
131 161
180 201
ol b iR 2 o
m/z--> 50 100 150 200 250 300 350 19. 80 20 00 20. 20 20. 40

SOM-EPA-BN101918MA_.M Mon Oct 22 11:52:14 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.36 2.12 ng/ul 215725 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 87
Abundance Scan 3124 (21.362 min): BN003222.D (-3120) (-) m/z 57.05 100.00%
57
5000
141 169 21.00 21.20 21.40 21.60
ol .I, .y .l l ATy A7 228253 283 327 M5 a7 71.10  65.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
5000 R DA AU B U B
85 21/00 21.20 21.40 21.60
29 m/z 43.10 60.84%
0 \‘ I ‘\ “ H \\‘ 13 141 169 196 24\.0
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
57
21.00 21.20 2140 21.60
5000 85 m/z 85.10 52.61%
113 141
0 170
m/z--> 50 100 150 200 250 300 350 400
Abundance #59890: Tridecane, 3-methyl- T T T T
57 21.00 21.20 21.40 21.60
m/z 55.00 23.75%
5000
29
85
0 W L1 J \1]\-3 140 1?9 198
m/z--> 50 100 150 200 250 300 350 400 21/00 21.20 21.40 21.60

SOM-EPA-BN101918MA_.M Mon Oct 22 11:52:15 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 14
R.T. EstConc Area Relative to ISTD R.T.
21.79 3.16 ng/ul 321696 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 87
Abundance Scan 3197 (21.792 min): BN003222.D (-3193) (-) m/z 57.10 100.00%
g7
5000 85
13 21/40 21.60 21.80 22.00 22.20
141 183
ol Al .|| Loyt 20208 239 266 297 325 386 429 | ns7 71.05  68.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 B AN
21. 40 21. 60 21. 80 22. oo 22. 20
29 m/z 43.10 56.24%
0 \‘ “\ ‘ H H u‘ \3‘\1‘\11\169 197 225 268
m/z--> 55 100 1éo 260 250 360 3éo 460
Abundance
57
o 21/40 21,60 21.80 22.00 22.20
5000 m/z 85.10 51.59%
0 29 113 141 169 197 225 253 338
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #194493: Hexacosane [Trrr [ rrrr [ rrrr[rrrr[rr
57 21.40 21.60 21.80 22.00 22.20
m/z 55.00 24 .33%
5000 85
29‘ J 113 199
oL LA T4t 160 107 225 253 205 323 367 —
m/z--> 50 100 150 200 250 300 350 400 21. 40 21. 60 21. 80 22. oo 22. 20

SOM-EPA-BN101918MA_.M Mon Oct 22 11:52:16 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.24 4.47 ng/ul 454674 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 3273 (22.239 min): BN003222.D (-3269) (-) m/z 57.05 100.00%
57
5000 85 \
U AU SRR BN B
113 22.00 22.20 22.40 22.60
141 169
oLt b .J.l', oty 70190211 239 268 295 327 356 401 m/z 71.05 68.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 N B B BN B
22. oo 22 20 22. 40 22 60
m/z 43.10 58.78%
. 29 L Hlﬁ3‘ 141 160 197 225 253 295 303 367
m/z--> éo 100 1éo 260 2%0 360 3éo 460
Abundance
57
" 22.00 22.20 22.40 22.60
5000 P m/z 85.10 47 .98%
29
o 113 141 169 197 225 253 281 309 338
m/z--> éo 160 1éo 260 2%0 300 3éo 460
Abundance #141426: Heneicosane T T R T T
57 22.00 22.20 22.40 22.60
m/z 55.00 22.95%
85
- W
29 113
ol L)y J | 141 169 197 225 253 296
m/z--> % 1m ﬁo @ 250 %o ﬁ 4& nmnmnmnm

SOM-EPA-BN101918MA_.M Mon Oct 22 11:52:16 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.73 4.09 ng/ul 537269 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
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 3357 (22.733 min): BN003222.D (-3352) (-) m/z 57.10 100.00%

57

5000 85

:

113 22.40 22.60 22.80 23.00
141 169 197 225
0 ...j,...JI....,....,...?S???? ???.&ﬁ...,.fgq m/z 71.10 65.07%

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

-

5000 85 e B
22. 40 22 60 22. 80 23 00

m/z 43.10 55.24%

29 113
0 | ‘h uh\ ih h‘ I ‘1‘169 197 225 253 295 323 367
....,.... B i T e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance
57
o R A RN
85 22.40 22.60 22.80 23.00
5000 m/z 85.10 47 .68%
29 113
o 141 169 197 225 253 296
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane e ABARREEEE e
57 22.40 22.60 22.80 23.00
m/z 55.05 22.08%
- T L\‘/}\w
29
oL ] ) 113141 169 197 225 253 281 300 337 365 394
o B T e L S e B R RREEE T R
m/z--> 50 100 150 200 250 300 350 400 22. 40 22 60 22. 80 23 00

SOM-EPA-BN101918MA_.M Mon Oct 22 11:52:17 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

23.90 4.23 ng/ul 555866 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3555 (23.897 min): BN003222.D (-3551) (-) m/z 57.10 100.00%

5000 l

23.60 23.80 24.00 24.20

197 239 281 325357 429

0 m/z 71.10 69.85%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 LA B L L L L L L L

23 60 23. 80 24 00 24 20
m/z 43.10 54 .45%

M\ 141 183 225 281 337 394

0..”,....ﬂ.“.” I AR AR a et o SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R RREEE RS
23.60 23.80 24.00 24.20
5000 m/z 85.10 49.95%

99
26 141 183 225 267 309 380

+

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane I e L B
517 23.60 23.80 24.00 24.20
m/z 55.00 21.24%
5000

c

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

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23 60 23. 80 24 00 24 20

SOM-EPA-BN101918MA_.M Mon Oct 22 11:52:18 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 15 Cholesta-5,22-dien-3-0l, (3... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

2435  10.19 ng/ul 1337520  Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cholesta-5,22-dien-3-ol,

(3.beta.)- 384 C27H440

2 Desmosterol

3 Vitamin E

4 dl-_alpha.-Tocopherol
5 dl-_.alpha.-Tocopherol

384 C27H440
430 C29H5002
430 C29H5002
430 C29H5002

092218-20-7 84
000313-04-2 45
000059-02-9 35
010191-41-0 35
010191-41-0 35

Abundance Scan 3632 (24.350 min): BN003222.D (-3625) (-) m/z 165.05 100.00%
5
o w/&/v
R R e
24.00 24.20 24.40 24.60
o1t m/z 55.00 91.94%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204801: Cholesta-5,22-dien-3-ol, (3.beta.)-
55
81 111
150 255
5000 LA L L L L L B
1 213 300 284 24.00 24.20 24.40 24.60
m/z 69.05 71.93%
187 ‘ 351‘ ‘
OIIW”Mp mh meﬂwuﬂwlllljwww —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41 69
R e
211 24.00 24.20 24.40 24.60
5000 95 384 m/z 81.00 58.61%
119145 300
173 213 351
245 324
O L e e B s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222349: Vitamin E L e o
165 24.00 24.20 24.40 24.60
m/z 43.05 56.65%
5000 430
43
oL Lt | 246 288316 344 387
T T T T e e T L e S R
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.20 24.40 24.60

SOM-EPA-BN101918MA_.M Mon Oct 22 11:52:19 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .64 36.20 ng/ul 4753860 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 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 95
5 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 50
Abundance Scan 3681 (24.639 min): BN003222.D (-3672) (-) m/z 43.10 100.00%
43
107
81 145 275
5000 213
" 24.40 24.60 24,80 25.00
o m/z 57.10 78.68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9...
43
386
5000 R BRI SR SRR B
24.40 24.60 24.80 25.00
m/z 55.10 73.63%
0=y
m/z-->
Abundance
43
81 L 386 " 24.40 24.60 24,80 25.00
5000 27543, m/z 107.10 65 .45%
173
247 326
L L UL UL L L UL WL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one A AEREE mu s S
43 24.40 24.60 24.80 25.00
m/z 105.00 65.41%
5000
81 105
145 213 275 386
73
0 — I‘ ‘l“' “I\JILIH\‘IH‘I“\QMI‘UIHJI JE-I\\HIHI i I‘I .I\2I4J.I7\I I\‘I |3(|?]:3|2§|3|5|3LJ L L B T T T T
m/z--> 50 100 150 200 250 300 350 400 450 24.40 24.60 24.80 25.00

SOM-EPA-BN101918MA_.M Mon Oct 22 11:52:20 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 17 Ergosta-5,22-dien-3-o0l, (3.... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.98 15.47 ng/ul 2031910 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 81
3 Ergosta-5,22-dien-3-o0l, (3.beta.... 398 C28H460 017472-78-5 74
4 Ergosta-7,22-dien-3-ol, (3.beta.... 398 C28H460 002465-11-4 53
5 Ergosta-4,22-dien-3._beta.-ol 398 C28H460 062332-14-3 50
Abundance Scan 3739 (24.980 min): BN003222.D (-3731) (-) m/z 55.10 100.00%
55
81
159 255
5000 105 133 uww/m\\-\-/W\\-~\~N,&M//
“ 2460 24.80 25.00 25.20
Ol m/z 69.05 96 .24%
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 BN BN
41 105 145 380 24.60 24.80 25.00 25.20
12 213 300 m/z 81.05 60.74%
U e W s
oL \I I‘\IHW\I I\‘l%ﬁ\l\\l\ : |‘| IHI\I I‘\\IHI
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
24.60 24.80 25.00 25.20
5000 m/z 159.05 54 _.02%
41 % 133 159 255 398
300
o 185 213232 281 337 365
m/z--> 50 100 150 200 250 300 350 400
Abundance #211524: Ergosta-5,22-dien-3-ol, (3.beta.,22E,24S)- R e S EEEAERY
69 380 24.60 24.80 25.00 25.20
m/z 255.15 52 .94%
5000
41 105125145 M
OII‘I\I\HI R RS L o s
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 11:52:21 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample : J5567-10

Misc :

ALS Vial : 18 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 18 26,26-Dimethyl-5,24(28)-erg... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.49 6.01 ng/ul 789607 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 26,26-Dimethyl-5,24(28)-ergostad... 426 C30H500 1000105-16-5 86
2 5-Androsten-17.alpha.-ethynyl-3.... 314 C21H3002 1000126-90-5 78
3 Stigmasta-5,24(28)-dien-3-ol, (3... 412 C29H480 000481-14-1 52
4 Pregn-5-ene-3,20-dione 314 C21H3002 001236-09-5 51
5 Pregn-5-ene-3,20-dione 314 C21H3002 001236-09-5 43
Abundance Scan 3826 (25.492 min): BN003222.D (-3815) (-) m/z 314.30 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003222.D

Acq On : 20 Oct 2018 00:17

Operator : MJ/SJ

Sample - J5567-10

Misc :

ALS Vial : 18 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]
Tetradecanoic acid 16.42 4.4 ng/ul 348970 4 17.00 1591900 20.0
cis-9-Hexadecenoi... 17.79 5.7 ng/ul 456749 4 17.00 1591900 20.0
n-Hexadecanoic acid 17.93 90.0 ng/ul 7165130 4 17.00 1591900 20.0
Heptadecanoic acid 18.58 2.1 ng/ul 170155 4 17.00 1591900 20.0
9,12-Octadecadien... 19.05 2.9 ng/ul 232874 4 17.00 1591900 20.0
cis-Vaccenic acid 19.09 22.5 ng/ul 1788180 4 17.00 1591900 20.0
Octadecanoic acid 19.20 5.8 ng/ul 595716 5 21.22 2035330 20.0
5,8,11,14,17-Eico... 20.06 2.4 ng/ul 243987 5 21.22 2035330 20.0
(DEL) Alkane: Str... 21.36 2.1 ng/ul 215725 5 21.22 2035330 20.0
(DEL) Alkane: Str... 21.79 3.2 ng/ul 321696 5 21.22 2035330 20.0
(DEL) Alkane: Str... 22.24 4.5 ng/ul 454674 5 21.22 2035330 20.0
(DEL) Alkane: Str... 22.73 4.1 ng/ul 537269 6 23.42 2626340 20.0
(DEL) Alkane: Str... 23.90 4.2 ng/ul 555866 6 23.42 2626340 20.0
Cholesta-5,22-die... 24.35 10.2 ng/ul 1337520 6 23.42 2626340 20.0
17-(1,5-Dimethylh... 24.64 36.2 ng/ul 4753860 6 23.42 2626340 20.0
Ergosta-5,22-dien... 24.98 15.5 ng/ul 2031910 6 23.42 2626340 20.0
26,26-Dimethyl-5,_.. 25.49 6.0 ng/ul 789607 6 23.42 2626340 20.0
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