LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 6.810 644 650 665 rBv2 272728 639595 12.30% 1.499%
2 6.952 668 674 686 rBY 236185 372531 7.16% 0.873%
3 7.152 701 708 721 rBVY 291494 494733 9.51% 1.159%
4 7.605 779 785 794 rBV 361123 581078 11.17% 1.362%
5 8.328 902 908 921 rBV 347840 644876 12.40% 1.511%
6 8.757 975 981 990 rBV 272629 481892 9.27% 1.129%
7 9.475 1097 1103 1116 rBVY 236086 421799 8.11% 0.988%
8 10.022 1190 1196 1213 rBY 326164 704863 13.56% 1.652%
9 10.375 1249 1256 1265 rBVY 586076 985156 18.95% 2.309%
10 10.528 1276 1282 1297 rBV 283069 574840 11.05% 1.347%

11 13.663 1807 1815 1819 rBV 720153 1013050 19.48% 2.374%
12 13.710 1819 1823 1832 rVB 153186 222021 4.27% 0.520%
13 13.940 1855 1862 1872 rBV 880767 1337927 25.73% 3.135%
14 14.245 1908 1914 1924 rVB2 914694 1419809 27.30% 3.327%
15 14.522 1956 1961 1986 rBV 128640 421052 8.10% 0.987%

16 15.198 2067 2076 2077 rBV3 29389 71394 1.37% 0.167%
17 15.245 2078 2084 2097 rVB 1149591 1754408 33.74% 4.111%
18 15.410 2106 2112 2122 rBV 262511 445338 8.56% 1.044%
19 16.422 2279 2284 2295 rBV 174671 256960 4.94% 0.602%
20 17.004 2376 2383 2391 rVB2 1196398 1749175 33.64% 4._.099%

21 17.104 2393 2400 2409 rVB2 1212163 1815344 34.91% 4._.254%
22 17.186 2409 2414 2421 rBV2 55035 87005 1.67% 0.204%
23 17.792 2509 2517 2525 rBV3 154467 332722 6.40% 0.780%
24 17.928 2532 2540 2559 rBV 3109188 5199961 100.00% 12.186%
25 18.580 2647 2651 2664 rBV2 80277 150155 2.89% 0.352%

26 19.022 2722 2726 2728 rBV2 62200 89906 1.73% 0.211%
27 19.051 2728 2731 2733 rVV 142449 193707 3.73% 0.454%
28 19.086 2733 2737 2749 rVVv2 553080 1341946 25.81% 3.145%
29 19.198 2752 2756 2770 rVvB2 328701 520940 10.02% 1.221%
30 19.410 2786 2792 2797 rBV 1515364 2136638 41.09% 5.007%

31 19.957 2882 2885 2889 rVB 56147 65270 1.26% 0.153%
32 20.022 2892 2896 2898 rBV5 41443 61026 1.17% 0.143%
33 20.057 2898 2902 2908 rBV 130846 194288 3.74% 0.455%
34 20.180 2920 2923 2926 rBvV4 55277 81653 1.57% 0.191%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 20.322 2945 2947 2956 rVBS8 37180 66985 1.29% 0.157%

36 20.457 2966 2970 2974 rBV 92737 115265 2.22% 0.270%
37 20.921 3046 3049 3052 rBV 120573 153814 2.96% 0.360%
38 20.992 3058 3061 3070 rBV5 55909 89616 1.72% 0.210%
39 21.216 3093 3099 3107 rVB 1587370 2251464 43.30% 5.276%
40 21.357 3120 3123 3128 rVB 183420 205902 3.96% 0.483%

41 21.786 3192 3196 3202 rVB 245419 264427 5.09% 0.620%
42 22.239 3269 3273 3277 rVB 297561 388738 7.48% 0.911%
43 22.363 3291 3294 3299 rVB 68417 87374 1.68% 0.205%
44 22.733 3352 3357 3363 rVB 293809 431018 8.29% 1.010%
45 23.280 3443 3450 3459 rVB 1435249 2573952 49.50% 6.032%

46 23.421 3467 3474 3487 rBV 1219111 2567535 49.38% 6.017%
47 23.898 3550 3555 3562 rVB 242903 435736 8.38% 1.021%
48 24.351 3626 3632 3651 rVBS5 256928 869104 16.71% 2.037%
49 24.639 3672 3681 3701 rBVS5 1015940 3666200 70.50% 8.591%
50 24.974 3731 3738 3759 rBV4 418881 1643109 31.60% 3.850%

Sum of corrected areas: 42673297
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BN003232.D

10.37
760 833 876 g4 1002 hos3

yi N )

0

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BN003232.D
17.93

19.41

15.25 12030
13.9414.25
13.66

15.41
18.71 16.42
14.52 15 O}L 19

Time-->

A
LA L L L L L N L N L L L L L I L O L L L L L O L L L L L B

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
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BN003232.D

21.22

24.97
2179 22.24 22.73 23.90 24.35

1.36

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 : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.42 2.94 ng/ul 256960 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Decanoic acid, silver(l+) salt 278 C10H19Ag02 013126-67-5 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2284 (16.422 min): BN003232.D (-2279) (-) m/z 73.00 100.00%
73
43
5000 129
16.20 16.40 16.60 16.80
o} m/z 60.00 93.07%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
60 73
43
5000 129 R UL U RUULSLE
185 16. 20 16 40 16.60 16.80
0
2‘9 H 97 115 us 1 - 298 m/z 43.05 73.35%
0..1.5|.‘...‘i‘ﬁ‘..”l“‘.‘l‘.‘ H ‘.“H M‘ 'I""" .‘.‘.. .‘...‘l .2.1.1.|....
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
73
60 U AU
16.20 16.40 16.60 16.80
5000 43 129 m/z 55.05 63.70%
a7 185
115 228
) 101 143 171 199,
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72648: Tridecanoic acid e AR A R
60 73 16.20 16.40 16.60 16.80
m/z 57.10 60.45%
43
5000
129 -
29
115 214
98 185
0 ,I%Z,hy Al ) hh L. ! 7 ,,L ler L e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1620 1640 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 Palmitoleic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.79 3.80 ng/ul 332722 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 90
2 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 87
3 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 87
4 9-Hexadecenoic acid 254 C16H3002 002091-29-4 87
5 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 83
Abundance Scan 2517 (17.792 min): BN003232.D (-2509) (-) m/z 55.00 100.00%

5000

|

17.40 17.60 17.80 18.00 18.20
o’ m/z 69.05 68.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105669: Palmitoleic acid
5000

17.40 17.60 17.80 18.00 18.20
m/z 41.05 65.08%

23
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55

a1 89 17.40 17,60 17.80 18.00 18.20
5000 8 m/z 43.05 46.16%
111
i 125 1152 179194 518 236 254
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105682: Hexadecenoic acid, Z-11- T T

17.40 17.60 17.80 18.00 18.20
m/z 83.00 42.49%

5000

125 152 171 192 218 236 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.93 59.46 ng/ul 5199960 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 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90
Abundance Scan 2540 (17.928 min): BN003232.D (-2532) (-) m/z 73.00 100.00%
7B
43 .
5000 129
97 213 R RARRAREASEEEEEEEEES
U5 5157171185 o 227,120 17160 17.80 18.00 18.20
ol 4l L m/z 60.00 86.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 ©0
5000 129 U AR R SN R
ﬂmﬂmmmmm
m/z 43.10 78.72%

213
‘J‘H' 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73

57 I AREE R LS L

17.60 17.80 18.00 18.20

5000{ 29 256 m/z 57.10 72.29%
129
97 213
115
143157171185,199 227,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #72647: Tridecanoic acid Rt

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

m/z 55.00 66 .00%

43 ¢
5000 129
29
143157 214
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 9,12-Octadecadienoic acid (... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

19.05  2.21 ng/ul 193707  Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 93
,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 91
,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 90
,17-Octadecadienal, (2)- 264 C18H320 056554-35-9 74
1,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 72

abrwNPE
= © oo

Abundance Scan 2731 (19.051 min): BN003232.D (-2728) (-) m/z 67.00 100.00%

g7
81
5000

123137151165 182

18.80 19.00 19.20 19.40
m/z 81.10 72.30%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127646: 9,12-Octadecadienoic acid (Z,2)-
67 81

-

5000 LA L B L L L LB
18.80 19.00 19.20 19.40
5 4 m/z 55.05 60.30%
. 138157 168182196210004038 264
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
st
95 18.80 19.00 19.20 19.40
5000 41 m/z 212.10 56.75%
109
123
27 137151 167182196210224238 262 200

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

Abundance #127649: 9,12-Octadecadienoic acid (Z,2)- s B W e
18.80 19.00 19.20 19.40

m/z 95.05 54 .93%

5000

-

150164 182196210
it
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 : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 cis-Vaccenic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.09 15.34 ng/ul 1341950 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
2 Oleic Acid 282 C18H3402 000112-80-1 99
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 99
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 99
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 97
Abundance Scan 2738 (19.092 min): BN003232.D (-2733) (-) m/z 55.00 100.00%
5000 kM/_MWMIJ/\J\\“«M’W
111 SRR SR SN B
222 264 18.80 19.00 19.20 19.40

. 152166180194 249 282

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

m/z 41.05 88 .88%

-

5000 LA L L L L LB LB
18.80 19.00 19.20 19.40
111 m/z 69.10 64.12%
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
o7 B R
18.80 19.00 19.20 19.40
5000 m/z 79.00 56.80%
111
125 264
. 151165180 207222934 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I

Abundance #129357: trans-13-Octadecenoic acid e e R,
18.80 19.00 19.20 19.40

m/z 43.10 56.78%

5000

11

-

1
125139 165180  207222236250254 282

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 : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.20 4.63 ng/ul 520940 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 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 86

Abundance Scan 2756 (19.198 min): BN003232.D (-2752) (-) m/z 73.00 100.00%

43 7B

5000 129

97 185 241 S s
115 284

15 171 199 255 18.80 19.00 19.20 19.40 19.60

0! m/z 43.10 89.73%

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

Abundance #131262: Octadecanoic acid
73

:

SN
w
&)}

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 82.22%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
R N e e S REERE
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 57.10 77 .24%
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 R
43 18.80 19.00 19.20 19.40 19.60
m/z 55.00 66.53%
5000
2
iz bt
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 : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 12
R.T. EstConc Area Relative to ISTD R.T.
21.79 2.35 ng/ul 264427 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Docosane 310 C22H46 000629-97-0 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3197 (21.792 min): BN003232.D (-3192) (-) m/z 57.05 100.00%
57
5000 85
113 21,40 21.60 21.80 22.00 22.20
141 169
ol ,J ; .-||, Lafo 00097225 268205 355 A0l 429 | 7y 71.05  69.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 A U SRR SRR B
21140 21.60 21.80 22.00 22.20
m/z 43.10 58.92%
. sz J I Mlj3‘ 141169 197 205 253 _ 295 33 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
21,40 21.60 21.80 22.00 22.20
5000 P m/z 85.05 51.19%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane e T T
57 21.40 21.60 21.80 22.00 22.20
m/z 55.00 23.29%
5000 85
113
m/z--> 50 100 150 200 250 300 350 400 21140 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 8
R.T. EstConc Area Relative to ISTD R.T.
22.24 3.45 ng/ul 388738 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3273 (22.239 min): BN003232.D (-3269) (-) m/z 57.05 100.00%
57
5000 85
113 " 22/00 22:20 22.40 22.60
141
ofrd b L | (10169197225 266204 343 415 415 T 7105 6g . 70%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane
57
5000 85 R TR A BRI B
22. 00 22 20 22. 40 22 60
29 m/z 43.10 62.72%
0 ' ‘ J i “1}3\14}1‘169 197 225 254
miz--> 0 §o 160 1%0 260 2%0 360 3éo 460 4éo
Abundance
57
o " 22/00 22:20 22.40 22.60
5000 m/z 85.10 49 .94Y%
29
o 13 141 169 197 225 253 296
miz--> 0 §o 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #175559: Tetracosane B o mas
57 22.00 22.20 22.40 22.60
m/z 55.05 26.31%
85
5000
29 113 141
ofrd L L8007 20505 %8
miz--> 0 50 100 150 200 250 300 350 400 450 2200 2220 2240 2260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 10
R.T. EstConc Area Relative to ISTD R.T.
22.73 3.36 ng/ul 431018 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3356 (22.727 min): BN003232.D (-3352) (-) m/z 57.05 100.00%
g7
>0 T LL
ISR NN SRR UGS
141 22.40 22.60 22.80 23.00
ol !, A ll '| A7 163183207 240 281 325 356 | njz 71.10  65.48%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AARSUABAUABAUVARER
22.40 22.60 22.80 23.00
m/z 43.10 58.07%
29 113
0 h | )77, 141 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
22.40 22.60 22.80 23.00
5000 85 m/z 85.05 48.24%
0 29 13 141 160 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T T
57 22.40 22.60 22.80 23.00
m/z 55.05 21.67%
- T {\JW'JL/\M
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1% 200 250 300 350 ' 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 9
R.T. EstConc Area Relative to ISTD R.T.
23.90 3.39 ng/ul 435736 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 3555 (23.898 min): BN003232.D (-3550) (-) m/z 57.10 100.00%
57
5000 85 ’
J | ﬂ1}3 155183 225 266 309 343 401 429 23,60 23,80 24.00 24.20_
O oL e e Sl S B m/z 71.10 69.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 U BN U
23.60 23.80 24.00 24.20
m/z 43.10 57 .24%
29 13 941
b by L ML100 107 225 053 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
23.60 23.80 24.00 24.20
5000 a5 m/z 85.10 47 .86%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- RS B B B e,
57 23.60 23.80 24.00 24.20
m/z 55.10 22 .65%
5000 85 /\\~«M~wWw-vvﬁ\b~wwvwwﬂiww/1\
0 ‘} L) M2 141 169 197 23 567 204 323 352
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 : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 27-Norergosta-5,22-dien-3-0... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .35 6.77 ng/ul 869104 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 27-Norergosta-5,22-dien-3-ol, (3... 384 C27H440 058072-43-8 93
2 Cholesta-5,22-dien-3-o0l, (3.beta.)- 384 C27H440 092218-20-7 91
3 Desmosterol 384 C27H440 000313-04-2 48
4 Indol-2-one, 3-[2-(2,5-dimethoxy... 341 C19H19NO5 1000309-96-4 41
5 Benzoic acid, 2-hydroxy-5-nitro- 183 C7H5NO5 000096-97-9 35
Abundance Scan 3632 (24.351 min): BN003232.D (-3626) (-) m/z 55.00 100.00%
165
5000 /\MA//\"—/\“
24.00 24.20 24.40 24.60
0’ m/z 165.05 90.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204815: 27-Norergosta-5,22-dien-3-ol, (3.beta.,222)-
111 255
o8 384
145
5000 L BRI UL B LIS
213 300 24.00 24.20 24.40 2460
173 m/z 69.05 80.11%
2 =y
ol I T Y I
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
g1 111 AP SUNIUN SR B
255 24.00 24.20 24.40 24.60
5000 133 159 m/z 43.05 62.45%
213 300 384
187 351
O e o e S e T o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204773: Desmosterol R B .
41 69 24.00 24.20 24.40 24.60
m/z 81.00 57.69%
271
119 145 300 384
Ll H len s | Mem T | ol e
m/z--> 50 150 200 250 300 350 400 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 : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 Cholesterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .64 28.56 ng/ul 3666200 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 99
3 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 99
4 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 95
5 Cholesterol 386 C27H460 000057-88-5 91
Abundance Scan 3681 (24.639 min): BN003232.D (-3672) (-) m/z 43.10 100.00%
48
107
81 145 275
5000
" 24140 24.60 24.80 25.00
ob—— Al m/z 57.10 74 .44Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205847: Cholesterol
43
105 386
5000 LI B B I B
mmmmmm%m
m/z 55.05 73.45%
oL “. \I\ IM"H;‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
386 RN IR B BRI SR
24.40 24.60 24.80 25.00
5000 95 275 m/z 107 .05 70.75%
69 199 1% 213 301 353
173
247 226
Ol bt i I LR 0 0 s oy it b U b L
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one B e e
43 24.40 24.60 24.80 25.00
m/z 105.00 69.56%
5000 /\J\\k
81 105
213 275 386
oL Ll l 1 Hmm \\u [P A 3"13,2?,3;‘3?1, I
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 : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 Ergosta-5,22-dien-3-o0l, (3.... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24 .97 12.80 ng/ul 1643110 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 64
2 Ergosta-5,7-dien-3-ol, (3.beta.)- 398 C28H460 000516-79-0 51
3 Ergost-5,8(14)-dien-3-ol 398 C28H460 177962-83-3 49

4 Cholesta-5,22-dien-3-ol,
5 8(14),22-Ergostadienol

(3.beta.)- 384

398

C27H440
C28H460

092218-20-7 49
051502-42-2 43

Abundance Scan 3737 (24.968 min): BN003232.D (-3731) (-) m/z 69.05 100.00%
R S R
24.60 24.80 25.00 25.20
0 m/z 55.05 97.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211521: Ergosta-5,22-dien-3-ol, (3.beta.,22E)-
69
255
5000 LA L L L L L LB L
41 105 145 380 24.60 24.80 25.00 25.20
12 213 300 m/z 81.00 61.20%
| ‘ 173 ‘ s 3%9
ok \I |M' l“l“: : \‘lh IM‘\I HI\ —— ‘: IH | ‘M [l
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
R S R
81 107 071 24.60 24.80 25.00 25.20
5000 m/z 159.10 51.61%
147 398
246
213
175 300 355
A e T e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #211506: Ergost-5,8(14)-dien-3-ol e e e
56 24.60 24.80 25.00 25.20
81 m/z 105.00 48 .58%
107
5000 271
147 308
24
Wl 20 2w
0..‘,‘ 0L Al g bl 327 590 4L el
m/z--> 50 100 150 200 250 300 350 400 24. 60 24. 80 25 00 25. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101918\
Data File : BN003232.D

Acq On : 20 Oct 2018 06:12

Operator : MJ/SJ

Sample - J5567-08

Misc :

ALS Vial : 28 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 2.9 ng/ul 256960 4 17.00 1749180 20.0
Palmitoleic acid 17.79 3.8 ng/ul 332722 4 17.00 1749180 20.0
n-Hexadecanoic acid 17.93 59.5 ng/ul 5199960 4 17.00 1749180 20.0
9,12-Octadecadien... 19.05 2.2 ng/ul 193707 4 17.00 1749180 20.0
cis-Vaccenic acid 19.09 15.3 ng/ul 1341950 4 17.00 1749180 20.0
Octadecanoic acid 19.20 4.6 ng/ul 520940 5 21.22 2251460 20.0
(DEL) Alkane: Str... 21.79 2.4 ng/ul 264427 5 21.22 2251460 20.0
(DEL) Alkane: Str... 22.24 3.5 ng/ul 388738 5 21.22 2251460 20.0
(DEL) Alkane: Str... 22.73 3.4 ng/ul 431018 6 23.42 2567540 20.0
(DEL) Alkane: Str... 23.90 3.4 ng/ul 435736 6 23.42 2567540 20.0
27-Norergosta-5,2... 24.35 6.8 ng/ul 869104 6 23.42 2567540 20.0
Cholesterol 24 .64 28.6 ng/ul 3666200 6 23.42 2567540 20.0
Ergosta-5,22-dien... 24.97 12.8 ng/ul 1643110 6 23.42 2567540 20.0
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