LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013862.D

Acq On : 27 Jan 2018 02:01

Operator : SJ/JU

Sample - J1244-08

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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 3.140 23 26 32 rvB3 31727 43374 1.42% 0.128%
2 6.769 637 643 654 rBv2 530755 984717 32.24% 2.905%
3 6.934 665 671 680 rvB 416796 642578 21.04% 1.896%
4 7.122 696 703 713 rBY 609802 963195 31.53% 2.842%
5 7.581 774 781 790 rBVY 517725 864350 28.30% 2.550%
6 8.298 894 903 918 rBV 664157 1123770 36.79% 3.315%
7 8.740 968 978 993 rBVY 565875 949252 31.08% 2.801%
8 9.457 1092 1100 1112 rBV 464391 813996 26.65% 2.402%
9 9.992 1184 1191 1200 rBV 647414 1138820 37.28% 3.360%
10 10.357 1245 1253 1262 rBV 640272 1077990 35.29% 3.180%

11 10.510 1272 1279 1288 rBV 551915 1020421 33.41% 3.011%
12 13.657 1808 1814 1818 rBV 1170370 1629791 53.36% 4._.808%
13 13.704 1818 1822 1830 rVB 307627 453930 14.86% 1.339%
14 13.927 1852 1860 1868 rBV 1350171 1946505 63.72% 5.743%
15 14.239 1907 1913 1921 rBV2 828654 1317755 43.14% 3.888%

16 14.480 1948 1954 1967 rBV2 246224 590769 19.34% 1.743%
17 15.239 2075 2083 2091 rBV 1600260 2287490 74.89% 6.749%
18 15.380 2100 2107 2115 rBV 406409 622109 20.37% 1.835%
19 15.480 2120 2124 2130 rVB4 19531 30981 1.01% 0.091%
20 15.610 2140 2146 2151 rBV 39687 55742 1.82% 0.164%

21 15.880 2186 2192 2202 rBV 301500 417365 13.66% 1.231%
22 16.992 2375 2381 2387 rBV 1114712 1554790 50.90% 4_587%
23 17.092 2391 2398 2409 rVV 1713099 2476276 81.07% 7.306%
24 17.898 2530 2535 2545 rBV 276020 422325 13.83% 1.246%
25 19.039 2725 2729 2731 rBv4 56000 75940 2.49% 0.224%

26 19.062 2731 2733 2741 rVB7 37596 76923 2.52% 0.227%
27 19.186 2750 2754 2760 rBV3 132318 197079 6.45% 0.581%
28 19.392 2783 2789 2797 rBV2 2077834 2807296 91.91% 8.282%
29 20.909 3043 3047 3057 rBV2 393991 608970 19.94% 1.797%
30 21.192 3090 3095 3102 rBV 1412562 1868752 61.18% 5.513%

31 23.239 3437 3443 3452 rVB2 1749251 3054546 100.00% 9.012%
32 23.380 3461 3467 3476 rBV 980848 1776804 58.17% 5.242%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013862.D

Acq On : 27 Jan 2018 02:01

Operator : SJ/JU

Sample - J1244-08

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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

Sum of corrected areas: 33894601
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013862.D

Acq On : 27 Jan 2018 02:01

Operator : SJ/JU

Sample - J1244-08

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
= SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM013862.D
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Abundance TIC: BM013862.D
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15.24

1500000
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Time--> 12.00 12,50 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 TIC: BM013862.D
2000000 2324

21.19

1500000
23.38

1000000

20.91
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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:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013862.D

Acq On : 27 Jan 2018 02:01

Operator : SJ/JU

Sample - J1244-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 Xanthoxylin Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.88 5.37 ng/ul 417365 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Xanthoxylin 196 C10H1204 000090-24-4 87
2 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 59
3 Benzene, l-ethyl-2,3,4,5,6-penta... 196 C8H5F5 002251-81-2 53
4 5-Methoxy-[1,2,4]triazolo[4,3-a]... 181 C7H7N30S 1000186-81-4 46
5 2-t-Butylthieno[2,3-b]thiophene 196 C10H12S2 1000250-49-6 43

Abundance Scan 2192 (15.880 min): BM013862.D (-2186) (-) m/z 181.10 100.00%
181
5000
196 R B N
43 69 95109123138 166 081 15.60 15.80 16.00 16.20
e B o B L R & L R Aa = m/z 196.00 22.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57604: Xanthoxylin
181
5000 LR SRR SRR U B
196 15.60 15.80 16.00 16.20
m/z 182.00 10.20%
43 69 95 1211385166 ok
m/z--> ﬁo 46 eb 86 160 150 150 1éo 180 200 220 240 2éo 2§0
Abundance
181
196 15,60 15.80 16.00 16.20
5000 m/z 166.00 9.25%
43 153
15 29 65 79 93 108123138 | 167
memmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58572: Benzene, l—ethyl—2,3,4,5,6—pentafluor0— LI B B B
181 15.60 15.80 16.00 16.20
m/z 95.00 9.21%
5000
196
31 75 93 117 143 161
m/z--> ﬁo 46 eb 86 160 150 150 1é0 180 200 220 240 2éo 2§0 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013862.D

Acq On : 27 Jan 2018 02:01

Operator : SJ/JU

Sample - J1244-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.90 5.43 ng/ul 422325 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58

Abundance Scan 2535 (17.898 min): BM013862.D (-2530) (-) m/z 73.00 100.00%

43 73
5000 129

213

171185 o56 S

17.60 17.80 18.00 18.20
m/z 43.10 87.91%

157

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

43

5000 129
17.60 17.80 18.00 18.20

m/z 41.10 84 .55%

213
143 157171185199

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

Abundance
60 73
129 17.60 17.80 18.00 18.20
5000 m/z 60.10 81.37%
43
87
115
101 143 172
mewwwmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid T A

43 60 73 17.60 17.80 18.00 18.20

m/z 55.05 76 .46%

50001 29

213
143157171185, 499

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:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013862.D

Acq On : 27 Jan 2018 02:01

Operator : SJ/JU

Sample - J1244-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 3 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.19 2.11 ng/ul 197079 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2755 (19.192 min): BM013862.D (-2750) (-) m/z 55.00 100.00%
5000
18.80 19.00 19.20 19.40 19.60
m/z 59.95 98.03%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
4 73
5000 129
18.80 19.00 19.20 19.40 19.60
H 97 185 T m/z 43.05 97.04%
e Al dy .‘}571 e ?Q7 i J — J. ———
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 73.05 91.03%
97 199 242
15 157 180 223
m/z--> §o 160 1éo 200 2%0 300 3%0
Abundance #95855: Pentadecanoic acid A BT
43 7B 18.80 19.00 19.20 19.40 19.60
m/z 57.00 87.02%
5000 129
97 199 242
157
|H| iI‘IL M\I ul |“ ‘: |‘1§¢)| ‘i — I\ ——— T
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013862.D

Acq On : 27 Jan 2018 02:01

Operator : SJ/JU

Sample - J1244-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 E-15-Heptadecenal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.91 6.52 ng/ul 608970 Chrysene-d12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 99
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
5 1-Nonadecene 266 C19H38 018435-45-5 93
Abundance Scan 3047 (20.909 min): BM013862.D (-3043) (-) m/z 43.10 100.00%
43
5000 111
139 182207 251 20.60 20.80 21.00 21.20
RN ll ik 220280 36 45 489 n/z 83.10  96.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104157: E-15-Heptadecenal
43
5000 AR RN BN
20.60 20.80 21.00 21.20

m/z 55.05 96.41%

111
M\ \

\‘1?39 168 196 224 252

m/z--> 5 O 250 300 350 400 450
Abundance
55
83 20.60 20.80 21.00 21.20
5000 m/z 69.05 91.35%
29 111
139167 196 223 252 280
B i o L B B e o o o o o |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #177132: 1-Heneicosyl formate
57 83 20.60 20.80 21.00 21.20
m/z 57.05 84 _.60%
5000 111

J ‘ \ l P?ig 167 196222 266 294322

m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013862.D

Acq On : 27 Jan 2018 02:01

Operator : SJ/JU

Sample - J1244-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
Xanthoxylin 15.88 5.4 ng/ul 417365 4 16.99 1554790 20.0
n-Hexadecanoic acid 17.90 5.4 ng/ul 422325 4 16.99 1554790 20.0
Octadecanoic acid 19.19 2.1 ng/ul 197079 5 21.19 1868750 20.0
E-15-Heptadecenal 20.91 6.5 ng/ul 608970 5 21.19 1868750 20.0

SOM-EPA-BM011018.M Mon Jan 29 15:13:22 2018 Page: 8



