LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal > TIC

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

3.887 149 153 161 rVB 40770 59840 1.01% 0.213%
6.810 643 650 663 rBv2 177657 449549 7.55% 1.603%
rvB 103000 160495 2.70% 0.572%
7.152 702 708 719 rBV 147820 250207 4._.20% 0.892%
7.605 779 785 798 rBV 333974 550320 9.24% 1.963%
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8.334 903 909 923 rBV 179709 352862 5.93% 1.259%
8.763 974 982 997 rBV 102766 189562 3.18% 0.676%
rBv 81262 153447 2.58% 0.547%
10.034 1192 1198 1215 rBV2 105508 274613 4.61% 0.979%
10.375 1249 1256 1269 rBVY 555550 929129 15.61% 3.314%
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11 10.540 1278 1284 1294 rBV 95273 205254 3.45% 0.732%
12 13.663 1810 1815 1820 rBV 128937 187607 3.15% 0.669%
13 13.710 1820 1823 1833 rVB 53816 82268 1.38% 0.293%
14 13.939 1856 1862 1871 rBV 180599 266754 4.48% 0.951%
15 14.245 1908 1914 1923 rBV2 888100 1346120 22.61% 4_.801%

16 14.539 1958 1964 1981 rBV 64405 222425 3.74% 0.793%
17 15.251 2080 2085 2095 rVB 215066 317434 5.33% 1.132%
18 15.416 2107 2113 2124 rBV 75922 142253 2.39% 0.507%
19 16.422 2279 2284 2296 rBV 214342 315039 5.29% 1.124%
20 17.004 2376 2383 2394 rVB2 1145045 1661507 27.91% 5.926%

21 17.104 2394 2400 2409 rBV2 199086 310910 5.22% 1.109%
22 17.186 2409 2414 2421 rBV2 63159 98128 1.65% 0.350%
23 17.792 2510 2517 2532 rBV2 154966 366163 6.15% 1.306%
24 17.927 2532 2540 2571 rBV 3234873 5953264 100.00% 21.233%
25 18.580 2647 2651 2662 rBV 91193 156373 2.63% 0.558%

26 18.798 2684 2688 2697 rBV5 30297 61518 1.03% 0.219%
27 19.022 2722 2726 2728 rBV2 86208 112396 1.89% 0.401%
28 19.051 2728 2731 2733 rVV 143978 201222 3.38% 0.718%
29 19.086 2733 2737 2752 rVV2 531835 1388700 23.33% 4 _.953%
30 19.198 2752 2756 2773 rVB 308619 535074 8.99% 1.908%

31 19.410 2788 2792 2798 rBV2 245990 343662 5.77% 1.226%

32 20.016 2892 2895 2898 rBV3 54438 70977 1.19% 0.253%
33 20.057 2898 2902 2909 rvVv 132098 230795 3.88% 0.823%
34 20.180 2920 2923 2925 rBV2 52984 62898 1.06% 0.224%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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 20.992 3058 3061 3065 rBV2 63037 84938 1.43% 0.303%
36 21.210 3093 3098 3107 rVB 1627307 2139872 35.94% 7.632%
37 21.786 3193 3196 3199 rVB 71650 78307 1.32% 0.279%
38 22.239 3269 3273 3277 rVB 112157 133952 2.25% 0.478%
39 22.363 3291 3294 3298 rVB 65058 75406 1.27% 0.269%

40 22.733 3353 3357 3363 rVB 126114 181195 3.04% 0.646%
41 23.280 3445 3450 3458 rVB 361391 623309 10.47% 2.223%
42 23.421 3467 3474 3486 rBV2 1059879 2231152 37.48% 7.958%
43 23.898 3551 3555 3564 rVB 155064 278765 4.68% 0.994%
44 24.351 3627 3632 3650 rVBS5 157067 525572 8.83% 1.875%
45 24.645 3673 3682 3702 rBVS 676274 2421654 40.68% 8.637%

46 24.980 3732 3739 3762 rVB4 309471 1254672 21.08% 4_475%

Sum of corrected areas: 28037559
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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: BN003231.D

3000000
2500000
2000000
1500000

1000000

10.37
500000 7.60

3.89 6'%1951-\15 8.33 g76 948 10.03 |n0.54

orrrr—r—r—rr—rTrr— et

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: BN003231.D

17.93
3000000

2500000
2000000

1500000
17.00
1000000 14.25

19.09
500000 9.2Q 41

15.25 16.42 7.10 18
5?‘13\'94 14,54 is42 AU 18.58% &) '

O T L o o o e o o L e e o e o B e L e o e B o e o B o I

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: BN003231.D

3000000

2500000

2000000

21.21

1500000

23.42

1000000

24.98

500000 23.90 24.35

21.79 22%34622.73

AN\

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

SOM-EPA-BN101918MA_.M Mon Oct 22 11:58:06 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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 8
R.T. EstConc Area Relative to ISTD R.T.
16.42 3.79 ng/ul 315039 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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2284 (16.422 min): BN003231.D (-2279) (-) m/z 73.00 100.00%
60 73
43
5000 129
g5 185 S SR\
o7 S 143 o171 | o 228 16.20 16.40 16.60 16.80
0 m/z 60.00 85.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452:; Tetradecanoic acid
60 73
43
129

5000 e T T
16.20 16.40 16.60 16.80

29 185 43.10  69.45%

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
73
60

16.20 16 40 16. 60 16.80

5000 43 129 m/z 57.05 61.27%
87 185
115 228
101 143 171 168,
O T e T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72643: Tridecanoic acid
43 60 78 16.20 16.40 16.60 16.80

m/z 55.05 57.37%

5000 129
29 115 171
143 157 185 214
15 “ H‘ h‘\ ‘ \ 197

m/z--> 20 40 60 100 120 140 160 180 200 220 16. 20 16 40 16. 60 16.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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 Palmitoleic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.79 4.41 ng/ul 366163 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 95
2 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 90
3 13-Borabicyclo[7.3.0]tridecane, ... 236 C15H29BO 1000156-41-7 55
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 53
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 53
Abundance Scan 2517 (17.792 min): BN003231.D (-2510) (-) m/z 55.00 100.00%

5000

111

124137 152165 192 205 230 17.40 17.60 17.80 18.00 18.20
0 m/z 69.10 74.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105669: Palmitoleic acid
55 69
83
97

5000 L L R
17. 40 17. 60 17. 80 1800 18. 20

m/z 41.00 69 .53%

4 124137 23
0 F JM 152165179192 207 291
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55

a1 69 17.40 17,60 17.80 18.00 18.20
5000 8 m/z 83.00 53.61%
Hoa
oL 2 137152165 179 194207 221 2>° 254
o = R MMM st
mz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90823: 13-Borabicyclo[7.3.0]tridecane, 13-propoxy-, (2)- ... T T P T T
41 17.40 17.60 17.80 18.00 18.20
55 m/z 43.05 47.97%
5000 69
27 83 96
110 194
124
164 236
Ot e g T T T T
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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 71.66 ng/ul 5953260 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 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2540 (17.927 min): BN003231.D (-2532) (-) m/z 73.00 100.00%
a3 |, B
5
5000 129
97 213 e
115 157 185 50 | 5oy 256 266 17160 17.80 18.00 18.20
o} m/z 60.00 86.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 L UL BN BN B
ﬂmﬂmmmmm
m/z 43.10 80.74%

J‘H' 157171
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
57

17. 60 17. 80 18 00 18.20

5000{ 29 256 m/z 57.05 71.56%
129
97 213
115
) 157171 10, " 2075y,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72647: Tridecanoic acid T R m e

17.60 17.80 18.00 18.20
m/z 55.00 65.14%

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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 9,12-Octadecadienoic acid (... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.05 2.42 ng/ul 201222 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 9,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 90
3 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 90
4 9-Octadecyne 250 C18H34 035365-59-4 87
5 9-Eicosyne 278 C20H38 071899-38-2 86

Abundance Scan 2731 (19.051 min): BN003231.D (-2728) (-) m/z 67.00 100.00%

67
81

5000

-

12313757 14, 212 280 18.80 19.00 19.20 19.40
m/z 81.05 82.13%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127647: 9,12-Octadecadienoic acid (Z,2)-
67
81
41

18.80 19.00 19.20 19.40
109 m/z 55.00 65.41%

123
137151 167182196 222236 256 280

5000

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67 g1
LB LA B
95 18.80 19.00 19.20 19.40
5000 41 m/z 41.00 61.85%
109
123
ol A 137151 167 182196210224238 262 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl- A BB maa s e
67 81 95 18.80 19.00 19.20 19.40
10504 m/z 95.05 59.57%

5000

-

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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-Octadecenoic acid, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.09 16.72 ng/ul 1388700 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 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 92
5 Oleic Acid 282 C18H3402 000112-80-1 80
Abundance Scan 2738 (19.092 min): BN003231.D (-2733) (-) m/z 55.00 100.00%
5000 »Mv_/\wwwwﬂj\\j\v-~,~w~
264 18.80 19.00 19.20 19.40

o 135151 166180 202 222 249 282

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

m/z 41.00 71.69%

-

18.I80 19.IOO 19.I20 19.I40
m/z 79.00 60.32%

5000

264

151165180 207222934

04

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

55
R e
a1 | 69 18.80 19.00 19.20 19.40
5000 83 o m/z 69.05 58.65%
111
21 125 151165180  207222236250°%" 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid I e A B
18.80 19.00 19.20 19.40
m/z 67.00 57 .06%

:

5000

11

:

1
125139 165180  207222236250254 282

EEES s e
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 : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.20 5.00 ng/ul 535074 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 95

Abundance Scan 2756 (19.198 min): BN003231.D (-2752) (-) m/z 73.00 100.00%

57 713

5000 129

:

18.80 19.00 19.20 19.40 19.60
0 m/z 43.05 97 .47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
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 91.57%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
RS R RS
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 57.10 87.77%
97
115 185 241 284

143157171 | 199 227 55

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid B o B A
43 57 73 18.80 19.00 19.20 19.40 19.60
m/z 55.00 72.97%

5000
284
. ‘ m 143157171

ERAERES S L 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\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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 cis-5,8,11,14,17-Eicosapent... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.06 2.16 ng/ul 230795 Chrysene-d12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-5,8,11,14,17-Eicosapentaenoi... 302 C20H3002 010417-94-4 94
2 5,8,11,14,17-Eicosapentaenoic acid 302 C20H3002 1000336-74-1 91
3 4,7,10,13,16,19-Docosahexaenoic ... 342 C23H3402 002566-90-7 91
4 Doconexent 328 C22H3202 006217-54-5 87
5 Methyl 4,7,10,13-hexadecatetraen... 262 C17H2602 1000336-36-7 83
Abundance Scan 2903 (20.063 min): BN003231.D (-2898) (-) m/z 79.00 100.00%

5000

"

19.80 20.00 20.20 20.40
m/z 91.00 86 .68%

161 192 215

04
m/z--> 50 100 150 200 250 300 350
Abundance #146580: cis-5,8,11,14,17-Eicosapentaenoic acid
7

r

5000 105 LIS L L L LB L B
19.80 20.00 20.20 20.40
133 m/z 67.00 56.96%
oL15 |, 158187206 233251 273292
- T T I T T I T L T I T T T I T T T 7T I T
m/z--> 50 100 150 200 250 300 350
Abundance
79
R e e
19.80 20.00 20.20 20.40
5000 105 m/z 41.00 51.74%
55
133
175 201
0 157 234 261 287
L L L L o B o E
m/z--> 50 100 150 200 250 300 350
Abundance #178750: 4,7,10,13,16,19-Docosahexaenoic acid, methyl este... e  RRRaE Bam s
7 19.80 20.00 20.20 20.40
m/z 93.00 48.38%
5000 105
al 131
9 159
oL15 Ui ., 185 206224241 273293313
- IIIIII IIIIIIIII IIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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 9
R.T. EstConc Area Relative to ISTD R.T.

23.90 2.50 ng/ul 278765 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane, 1l1-decyl- 479 C34H70 055429-84-0 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3555 (23.898 min): BN003231.D (-3551) (-) m/z 57.05 100.00%

5000

%

23.60 23.80 24.00 24.20
m/z 71.10 70.74%

141162183207 247 266 295 325

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-

%

5000 85 LA L L L L L L L L LB
23 60 23. 80 24 00 24. 20
m/z 43.05 56.91%
113
oL, 36 ‘ LTI 169107 205 53 | 295 337 364 393 420
T e L N e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o
23.60 23.80 24.00 24.20
5000 g5 m/z 85.10 48.32%
29
o 113 141 169 197 225 253 281 309 337 365 394
L B e e B I e e |
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane A B e S
57 23.60 23.80 24.00 24.20

m/z 55.00 22 .53%

5000

E

113
29| | || || 77,141 169 197 225 253 280 309 351 379 407 436

N A A A P i e LSS SR DRSO S UL A SN .

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 : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

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

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

Concentration Rank 6

Peak Number 10 Vitamin E

Relative to ISTD

R.T. EstConc Area
24 .35 4.71 ng/ul 525572
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 Vitamin E
2 dl-_.alpha.-Tocopherol
3 Vitamin E

4 Carbamic acid, (3-methylphenyl)-..

430 C29H5002
430 C29H5002
430 C29H5002
. 165 C9H11NO2

000059-02-9 55
010191-41-0 55
000059-02-9 43
039076-18-1 38

5 Acetophenone, 4"-methoxy-, oxime 165 C9H11NO2 002475-92-5 35
Abundance Scan 3632 (24.351 min): BN003231.D (-3627) (-) m/z 165.05 100.00%
165
55
5000
sz 25 430 e e R
1 300 555 351 384 24.00 24.20 24.40 24.60
0 m/z 55.00 57 .23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222349: Vitamin E
165
5000 430 LA L L L L L B
24.00 24.20 24.40 24.60
43 m/z 43.00 36.49%
205
ol 17t 95 1lig3 ” 245 288 316 344 387 |
....,....,....,....,.... e e
m/z--> 100 150 200 250 300 350 400
Abundance
165
I o o O
24.00 24.20 24.40 24.60
5000 m/z 163.95 35.35%
43 430
69 136 205
18 91113 246 288 316 344
R T T T T T e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222348: Vitamin E
165 24.00 24.20 24.40 24.60
m/z 69.00 35.00%
5000
57
U 83 121 205 430
ol e S N ——
m/z--> 50 100 150 200 250 300 350 400 24.00 24.20 24.40 24.60

SOM-EPA-BN101918MA_.M Mon Oct 22 11:58:15 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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 Cholesterol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
24 .64 21.71 ng/ul 2421650 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cholesterol
2 17-(1,5-Dimethylhexyl)-10,13-dim. ..
3 26-Nor-5-cholesten-3.beta.-ol-25. ..
4 Cholesterol
5 26-Nor-5-cholesten-3.beta.-o0l-25. ..

386 C27H460
386 C27H460
386 C26H4202
386 C27H460
386 C26H4202

000057-88-5 99
1000210-38-4 99
007494-34-0 99
000057-88-5 96
007494-34-0 83

Abundance Scan 3681 (24.639 min): BN003231.D (-3673) (-) m/z 43.10 100.00%
43
81 105 145 o7s
5000
e R
24.40 24.60 24.80 25.00
0! m/z 55.00 83.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205847: Cholesterol
43
105 386
5000 LIRS
24 40 24 60 24. 80 25 00
m/z 105.00  77.04%
oL “. \I\ IM"H;‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
386 IIIIIIIIIIIIIIIIIIIIIII
24.40 24.60 24.80 25.00
5000 95 275 m/z 107 .05 75.95%
69 145 301
119 213 353
173
247 326
o LLTR R T RTUTEY S PSP SN (e N
m/z--> 50 100 150 200 250 300 350 400
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one B E R RE T S
43 24.40 24.60 24.80 25.00
m/z 145.05 71.71%
5000
81 105
\‘ H 213 275 301 353 386
oL L mm P e N N SV A=
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 : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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-o0l, (3.... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24.98 11.25 ng/ul 1254670 Perylene-di12 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 91
2 Ergost-5,8(14)-dien-3-o0l 398 C28H460 177962-83-3 70
3 Ergosta-5,22-dien-3-o0l, (3.beta.... 398 C28H460 017472-78-5 47
4 Ergosta-5,7-dien-3-ol, (3.beta.)- 398 C28H460 000516-79-0 46
5 8(14),22-Ergostadienol 398 C28H460 051502-42-2 46

Abundance Scan 3739 (24.980 min): BN003231.D (-3732) (-) m/z 55.05 100.00%
5000 105 133 189 20 M\/\\J
24.60 24.80 25.00 25.20
0 m/z 69.10 97 .92%
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
41 24.60 24.80 25.00 25.20
‘ m/z 81.00 58.02%
fo) IM‘I |1l
m/z--> 50
Abundance
55
81 LN BRI SUNILE
107 24.60 24.80 25.00 25.20
5000 271 m/z 255.15 53.15%
147 208
246
213
o 1wy 3 800 .- 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #211524: Ergosta-5,22-dien-3-ol, (3.beta.,22E,24S)- A o R T e
69 380 24.60 24.80 25.00 25.20
m/z 159.10 50.02%
5000
41 105125145 wuv/\\R«Qﬁwjﬂ\kmvmﬁNww%ﬁ/
Ouulult R e e
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 11:58:17 2018

Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003231.D

Acq On : 20 Oct 2018 05:36

Operator : MJ/SJ

Sample - J5567-21

Misc :

ALS Vial : 27 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 3.8 ng/ul 315039 4 17.00 1661510 20.0
Palmitoleic acid 17.79 4.4 ng/ul 366163 4 17.00 1661510 20.0
n-Hexadecanoic acid 17.93 71.7 ng/ul 5953260 4 17.00 1661510 20.0
9,12-Octadecadien... 19.05 2.4 ng/ul 201222 4 17.00 1661510 20.0
9-Octadecenoic ac... 19.09 16.7 ng/ul 1388700 4 17.00 1661510 20.0
Octadecanoic acid 19.20 5.0 ng/ul 535074 5 21.21 2139870 20.0
cis-5,8,11,14,17-_... 20.06 2.2 ng/ul 230795 5 21.21 2139870 20.0
(DEL) Alkane: Str... 23.90 2.5 ng/ul 278765 6 23.42 2231150 20.0
Vitamin E 24.35 4.7 ng/ul 525572 6 23.42 2231150 20.0
Cholesterol 24 .64 21.7 ng/ul 2421650 6 23.42 2231150 20.0
Ergosta-5,22-dien... 24.98 11.3 ng/ul 1254670 6 23.42 2231150 20.0
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