LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample : J5568-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN101918MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 6.810 645 650 668 rBVY2 163094 434370 8.91% 1.635%
2 6.952 668 674 686 rVB 101755 165345 3.39% 0.622%
3 7.152 702 708 718 rBV 141762 245314 5.03% 0.923%
4 7.604 779 785 795 rBV 293081 490934 10.07% 1.847%
5 8.334 903 909 923 rBV 190228 382500 7.84% 1.439%
6 8.763 976 982 997 rBV 107023 203926 4.18% 0.767%
7 9.481 1099 1104 1116 rBV 92720 168485 3.46% 0.634%
8 10.034 1191 1198 1215 rBV 109015 283292 5.81% 1.066%
9 10.369 1246 1255 1264 rBV 480905 836099 17.15% 3.146%
10 10.534 1277 1283 1299 rBvV 107906 263421 5.40% 0.991%

11 13.663 1808 1815 1820 rBV 196386 286644 5.88% 1.079%
12 13.710 1820 1823 1831 rVB 49994 73965 1.52% 0.278%
13 13.934 1855 1861 1871 rBV 305488 479220 9.83% 1.803%
14 14.245 1906 1914 1925 rVvB2 800800 1205492 24.72% 4 _.536%
15 14.534 1957 1963 1985 rBV2 74718 279648 5.74% 1.052%

16 15.186 2066 2074 2079 rBV3 25578 75466 1.55% 0.284%
17 15.245 2079 2084 2095 rVB 386968 635527 13.03% 2.392%
18 15.410 2107 2112 2126 rBV 105772 209488 4_30% 0.788%
19 16.422 2276 2284 2296 rBV 158472 248830 5.10% 0.936%
20 16.998 2376 2382 2390 rBV2 1048010 1482228 30.40% 5.578%

21 17.104 2394 2400 2409 rVB2 426096 662181 13.58% 2.492%
22 17.180 2409 2413 2423 rBV2 40905 67056 1.38% 0.252%
23 17.786 2509 2516 2526 rBV 157670 339437 6.96% 1.277%
24 17.922 2531 2539 2578 rVV 2709266 4875900 100.00% 18.349%
25 18.580 2647 2651 2660 rBV3 63816 103605 2.12% 0.390%

26 19.016 2721 2725 2728 rBV 74520 107388 2.20% 0.404%
27 19.051 2728 2731 2732 rVV2 107569 129538 2.66% 0.487%
28 19.086 2732 2737 2752 rVV2 459950 1193276 24.47% 4._.490%
29 19.198 2752 2756 2771 rVB 225726 401656 8.24% 1.511%
30 19.404 2786 2791 2804 rVB 541394 812737 16.67% 3.058%

31 20.051 2897 2901 2905 rBV2 86528 132849 2.72% 0.500%

32 20.180 2920 2923 2925 rBvV4 36081 49731 1.02% 0.187%
33 20.204 2925 2927 2937 rVB3 64994 105292 2.16% 0.396%
34 20.957 3051 3055 3057 rBV3 60351 93424 1.92% 0.352%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample : J5568-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

35 21.210 3093 3098 3109 rVB 1414912 1942415 39.84% 7.310%

36 21.357 3120 3123 3127 rVB 49057 50759 1.04% 0.191%
37 21.786 3192 3196 3199 rVB2 68871 85059 1.74% 0.320%
38 22.233 3269 3272 3277 rVB 119605 143344 2.94% 0.539%
39 22.357 3288 3293 3301 rVB 539294 710204 14.57% 2.673%
40 22.727 3351 3356 3361 rVB 155571 231016 4.74% 0.869%

41 23.274 3443 3449 3460 rVB 629680 1141380 23.41% 4_.295%
42 23.415 3466 3473 3489 rBV 1010097 2117060 43.42% 7.967%
43 23.892 3549 3554 3562 rVB 159969 304668 6.25% 1.147%
44 24.645 3671 3682 3704 rBVS5 331553 1604125 32.90% 6.037%
45 24.980 3732 3739 3760 rBV9 147945 719069 14.75% 2.706%

Sum of corrected areas: 26573363
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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

2500000

2000000

1500000

1000000

500000

TIC: BN003252.D

10.37

6.8l93.15 | . 0.48 0.53

0

rrrrprrri yrrrryrrrryrrrrrrrrrprrrr|rriorm
I T T T T T T

T I T T T
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BN003252.D
17,92

17.00

14.25

9.40
10 19.09"
9.20

41 il J;ls WL&@E}@L -

13.66 |
18.71

Time-->

12.00 1250 13.00 13.50 14.00 14. 50 15. 00 15 50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BN003252.D

21.21

23.42

22.36 23.2

24.64

22.73 23.89 24.98
2096 fp1.38 2170 %3 % M

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\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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 8
R.T. EstConc Area Relative to ISTD R.T.
16.42 3.36 ng/ul 248830 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2284 (16.422 min): BN003252.D (-2276) (-) m/z 73.00 100.00%
60 7B
43
5000 129 165
85 g7 R R A RARN RARAS R
15 1 143 o171 | 199 228 16.20 16.40 16.60 16.80
o} m/z 60.00 84 .66%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84455: Tetradecanoic acid
7B
60
5000 43 129 S I SN
16. 20 16 40 16. 60 16. 80
‘ m/z 43.10 71.05%
0"w"“JJ”+ I
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #72648: Tridecanoic acid
60 78
43 16.20 16.40 16.60 16.80
5000 m/z 57.00 61.57%
129 -
29
115 214
98 185
ok Al h‘\ I o W ‘ Ler |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72646: Tridecanoic acid
43 60 78 16.20 16.40 16.60 16.80
m/z 55.05 55.90%
5000 - e
97 115 ‘ 7o 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1620 1640 1660 1680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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 cis-9-Hexadecenoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.79 4.58 ng/ul 339437 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 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 86
5 Oxacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 81
Abundance Scan 2517 (17.792 min): BN003252.D (-2509) (-) m/z 55.00 100.00%
5000 J
125 152 108 2 g || 1740 17160 1780 18,00 16,20

(o} m/z 69.05 70.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105678: cis-9-Hexadecenoic acid

5000 LB B AL
17. 40 17. 60 17. 80 1800 18. 20

111 m/z 41.00 64.02%

0 179194 218 236 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105669: Palmitoleic acid
55 69

17.40 17.60 17.80 18.00 18.20
m/z 83.00 54.68%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105679: Hexadecenoic acid, Z-11- R e
55 17.40 17.60 17.80 18.00 18.20
41 m/z 43.00 47.31%

152166 192 208222236 254 / L

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

5000

125
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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.
17.92 65.79 ng/ul 4875900 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 95
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2539 (17.922 min): BN003252.D (-2531) (-) m/z 72.95 100.00%
43 60 73
5000 129
97 115 213 e R LA AR
143107171185 o0 227,53 256 17160 17.80 18.00 18.20
0! m/z 60.00 88.49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 SR A TS UL DU

17.60 17.80 18.00 18.20
m/z 43.05  83.94%

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

17.60 17.80 18.00 18.20

5000{ 29 256 m/z 57.05 72.62%
129
157171185 213
ol o Ll AL Mw Ao el | g |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid I s RN EE R
60 73 17.60 17.80 18.00 18.20
43 m/z 55.10 66 .79%
5000 129
29 Eel
! 1s 214
| ‘ ‘ 143157 ‘ 185
P10 v S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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 cis-Vaccenic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.09 16.10 ng/ul 1193280 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 99
3 Oleic Acid 282 C18H3402 000112-80-1 98
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 93
Abundance Scan 2738 (19.092 min): BN003252.D (-2732) (-) m/z 55.05 100.00%
5000 \,_H“A_A_N/J}\“f\\*v-w~,w~
197151165180 207722 3a0? gy || 1830 1900 1020 10,40

m/z 41.05 82 .54%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid

-

18.I80 19.IOO 19.I20 19.I40
m/z 79.00  68.60%

5000

0 151165180 207222236250264 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)-
55
69
83 L B R e o

18.80 19.00 19.20 19.40
m/z 69.00 62.99%

5000

264

151165180 207222934
04

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

:

Abundance #129338: Oleic Acid T T
5

18.80 19.00 19.20 19.40
m/z 67.00 56.32%

97

5000

111
264

125

-

207222534
s et
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\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.20 4.14 ng/ul 401656 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 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 92
Abundance Scan 2756 (19.198 min): BN003252.D (-2752) (-) m/z 73.00 100.00%
43 57, B
5000 129
18:80 19.00 19,20 19.40 19.60
(o} m/z 43.05 83.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 73
5000 129 R SRS BN B
18.80 19.00 19.20 19.40 19.60
m/z 60.00 83.93%
2
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 78
18:80 19.00 19,20 19.40 19.60
5000 m/z 57.05 80.18%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid A EEE e B
43 18.80 19.00 19.20 19.40 19.60
m/z 55.00 62.13%
5000
2
Ou:l-.z.lu‘l..‘i‘l‘..”.“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\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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 Squalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.36  6.71 ng/ul 710204  perylene-di2 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Supraene 410 C30H50 007683-64-9 91
3 Saualene 410 C30H50 000111-02-4 91
4 Saualene 410 C30H50 000111-02-4 91
5 Squalene 410 C30H50 000111-02-4 91
Abundance Scan 3294 (22.363 min): BN003252.D (-3288) () m/z 69.05 100.00%
69
5000
41 95 Trrrrr|yrrrryrrrr|yrrrrj[|r
22.00 22.20 22.40 22.60
ol | by 1.1?3.“.1, A2 203231 273209 341367 410 | nsz 81.10  53.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 AUSAUSSMUAB AR
a1 22. 00 22 20 22. 40 22.60
m/z 41.05 23.60%
Mhﬂhﬂﬁ%%@zm%ﬁwtm”
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
22.00 22.20 22.40 22.60
5000 m/z 95.10 14.02%
41 \
5 137
0 M Lhy 116 | 163 101 217 245 273209 341367 410
m/z--> 5I0 lCI)O 150 ZCI)O ZéO 3CI)O 3é0 4CI)O
Abundance #215932: Squalene B B A
69 22.00 22.20 22.40 22.60
m/z 68.00 12.57%
5000
41
9% 137
ol gt b L L JOLIOL 231 273200 3367 e b
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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 10
R.T. EstConc Area Relative to ISTD R.T.
22.73 2.18 ng/ul 231016 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Triacontane 422 C30H62 000638-68-6 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 3356 (22.727 min): BN003252.D (-3351) (-) m/z 57.10 100.00%

5000

:

22.40 22.60 22.80 23.00

113 141 169 207 ,39

284 327 357

0 m/z 71.05 67 .56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
5000 TT L I N TTTT TTTT

22.I40 22.I60 22.I80 23.IOO
m/z 43.10 56.42%

113 141 169 197 225 253 281 309 338

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
R REEE e R
22.40 22.60 22.80 23.00
5000 m/z 85.10 45.96%
85
29 13 g4
o2 | |77, 141 169 197 225 253 280 309 351 379 407 436
B e e A Bt et L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R R B B e
57 22.40 22.60 22.80 23.00
m/z 41.05 18.46%
5000 8
113
AEIRE T || 141 169 197 225 253 281 309 337 365 393 422
A A e e e DA RN R A R
m/z--> 50 100 150 200 250 300 350 400 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

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

23.89 2.88 ng/ul 304668 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87

Abundance Scan 3554 (23.892 min): BN003252.D (-3549) (-) m/z 57.05 100.00%

57
5000 85

23.60 23.80 24.00 24.20

0 ﬂ 1 ‘141 183207 239 281 327 367 401
—

NP N SR i L SN A eSO m/z 71.10 68.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000

23. 60 23. 80 24. OO 24 20
m/z 43.10 56 .88%

oL 2| J | J141‘169 197 225 253 281 309 338
....,... R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
T
23.60 23.80 24.00 24.20
5000 85 m/z 85.05  49.98%
13 9
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
SRR 1 I B R A S A Lt e e R L LA N B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane S E B e
57 23.60 23.80 24.00 24.20
m/z 55.00 24 .54%
85
5000
29 113
oL L. | [ | 141 169 197 225 253 296
T T e e T
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\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .64 15.15 ng/ul 1604130 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1.5-Dimethvlhexv1)-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 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 99
5 Cholesterol 386 C27H460 000057-88-5 96
Abundance Scan 3681 (24.639 min): BN003252.D (-3671) (-) m/z 43.10 100.00%
a3 95
275
67 119 i 23
5000 255 | 301
173 33 386
326 429 24,40 24.60 24.80 25.00
o m/z 55.00 88 .49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9...
a3
386
5000 LR B BN S SR
24,40 24.60 24.80 25.00
m/z 95.00 81.90%
0=
m/z--> 50 100 150 200 250 300 350 400
Abundance #205847: Cholesterol
43
105 386 24,40 2460 24.80 25.00
5000 m/z 107 .05 76 .54%
0=y
m/z--> 50 100 150 200 250 300 350 400
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one L B B o
43 24.40 24.60 24.80 25.00
m/z 105.00 75 .39%
5000
81 105 286
275
0\ “HHH M,‘ ‘}I\”l 30132?,3??\,,l,|,,,,
m/z--> 200 250 300 350 400 24,40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003252.D

Aca On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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 Ergosta-5,22-dien-3-o0l, (3.... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24.98 6.79 ng/ul 719069 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eraosta-5.22-dien-3-ol. (3.beta.... 398 C28H460 017472-78-5 92
2 Eraosta-5.22-dien-3-ol. (3.beta.... 398 C28H460 017472-78-5 83
3 Eraosta-5.22-dien-3-ol. (3.beta.... 398 C28H460 000474-67-9 78
4 8(14).22-Eraostadienol 398 C28H460 051502-42-2 55
5 Ergost-22-en-3-one, (5.beta.,22E)- 398 C28H460 018865-44-6 45

Abundance Scan 3739 (24.980 min): BN003252.D (-3732) (-) m/z 55.00 100.00%

105 133 159 M‘\M\,/\

300 398 e
325 351 24.60 24.80 25.00 25.20

m/z 69.05 95.05%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #211523: Ergosta-5,22-dien-3-ol, (3.beta.,22E,24S)-

3

5000

24!60 24.I80 25.IOO 25.I20
m/z 81.00 63.78%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #211524: Ergosta-5,22-dien-3-ol, (3.beta.,22E,24S)-

380

]

24.60 24.80 25.00 25.20
m/z 43.05  46.34%

5000

41 105125145
)
ol i W
m/z--> 50 100 150 200 250 300 350 400
Abundance #211521: Ergosta-5,22-dien-3-ol, (3.beta.,22E)- e EARRs RS
69 24.60 24.80 25.00 25.20
m/z 105.00 45.82%
5000 295
41 10512 145 380
213 300
Wiidiz i
ol Ul o | B I S ' A
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\BN102218\
Data File : BN003252.D

Acq On : 22 Oct 2018 22:43

Operator : MJ/SJ

Sample - J5568-13

Misc :

ALS Vial : 11 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 3.4 ng/ul 248830 4 17.00 1482230 20.0
cis-9-Hexadecenoi... 17.79 4.6 ng/ul 339437 4 17.00 1482230 20.0
n-Hexadecanoic acid 17.92 65.8 ng/ul 4875900 4 17.00 1482230 20.0
cis-Vaccenic acid 19.09 16.1 ng/ul 1193280 4 17.00 1482230 20.0
Octadecanoic acid 19.20 4.1 ng/ul 401656 5 21.21 1942420 20.0
Squalene 22.36 6.7 ng/ul 710204 6 23.42 2117060 20.0
(DEL) Alkane: Str... 22.73 2.2 ng/ul 231016 6 23.42 2117060 20.0
(DEL) Alkane: Str... 23.89 2.9 ng/ul 304668 6 23.42 2117060 20.0
17-(1,5-Dimethylh... 24.64 15.2 ng/ul 1604130 6 23.42 2117060 20.0
Ergosta-5,22-dien... 24.98 6.8 ng/ul 719069 6 23.42 2117060 20.0
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