LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013612.D

Acq On : 16 Jan 2018 07:15

Operator : SJ/JU

Sample - J1080-15

Misc :

ALS Vial : 35 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 3.164 27 30 38 rvB2 60704 90890 2.38% 0.205%
2 6.311 559 565 571 rvVB 158844 255917 6.70% 0.578%
3 6.799 642 648 660 rvB2 747570 1330431 34.82% 3.007%
4 6.963 670 676 684 rvVB 590212 869204 22.75% 1.965%
5 7.152 702 708 716 rBV 779729 1222875 32.01% 2.764%
6 7.616 781 787 797 rBV 627525 992763 25.99% 2.244%
7 8.328 900 908 918 rBVY 882120 1422792 37.24% 3.216%
8 8.775 977 984 991 rBV 717269 1186991 31.07% 2.683%
9 8.905 1001 1006 1013 rVB5 23761 40723 1.07% 0.092%
10 9.175 1048 1052 1059 rVvB3 38108 60045 1.57% 0.136%

11 9.487 1099 1105 1113 rBV 601442 1016089 26.60% 2.297%
12 10.022 1189 1196 1211 rBV 849315 1514166 39.63% 3.422%
13 10.393 1252 1259 1268 rBV 783142 1317815 34.49% 2.979%
14 10.540 1278 1284 1303 rVB 683177 1255869 32.87% 2.839%
15 13.687 1813 1819 1823 rBV 1565506 2091454 54.74% 4.727%

16 13.734 1823 1827 1834 rVB 257688 376115 9.84% 0.850%
17 13.957 1858 1865 1875 rVB 1822639 2596938 67.98% 5.870%
18 14.175 1897 1902 1910 rVB 77198 95028 2.49% 0.215%
19 14.269 1910 1918 1926 rBV2 1100316 1672230 43.77% 3.780%
20 14.492 1950 1956 1966 rBV 542007 931754 24 _.39%% 2.106%

21 14.792 2002 2007 2015 rBVS8 21045 38670 1.01% 0.087%
22 15.134 2060 2065 2070 rVB 102417 129935 3.40% 0.294%
23 15.269 2081 2088 2096 rVB 2120687 2998201 78.48% 6.777%
24 15.404 2105 2111 2125 rVB 573679 860940 22.54% 1.946%
25 15.504 2125 2128 2131 rBV3 25762 41399 1.08% 0.094%

26 15.998 2207 2212 2219 rBV 90014 145885 3.82% 0.330%
27 16.786 2342 2346 2351 rBV2 62857 91231 2.39% 0.206%
28 17.022 2379 2386 2392 rBV2 1409279 1964101 51.41% 4_.439%
29 17.122 2397 2403 2409 rBV 2150623 3134823 82.05% 7.086%
30 17.927 2534 2540 2549 rBV2 263537 415427 10.87% 0.939%

31 18.363 2609 2614 2619 rVB 69724 89636 2.35% 0.203%
32 19.063 2727 2733 2735 rBV3 54740 76817 2.01% 0.174%
33 19.092 2735 2738 2742 rVB5 31422 48918 1.28% 0.111%

34 19.216 2753 2759 2769 rBV3 156156 284785 7.45% 0.644%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013612.D

Acq On : 16 Jan 2018 07:15

Operator : SJ/JU

Sample - J1080-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

35 19.421 2788 2794 2800 rBV 2703692 3682792 96.40% 8.324%

36 20.363 2947 2954 2958 rBV2 209454 314348 8.23% 0.711%
37 20.410 2958 2962 2965 rVv2 55113 72491 1.90% 0.164%
38 20.457 2967 2970 2977 rBVS8 81235 152517 3.99% 0.345%
39 20.904 3042 3046 3049 rBvV 301747 431574 11.30% 0.975%
40 20.933 3049 3051 3064 rVvB 412455 585860 15.33% 1.324%

41 21.215 3094 3099 3106 rBV 1864926 2308561 60.43% 5.218%
42 23.280 3443 3450 3460 rBV 2052676 3820427 100.00% 8.635%
43 23.415 3467 3473 3482 rVB 1208276 2212112 57.90% 5.000%

Sum of corrected areas: 44241539
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013612.D

Acq On : 16 Jan 2018 07:15

Operator : SJ/JU

Sample - J1080-15

Misc :

ALS Vial : 35 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: BM013612.D

2500000
2000000
1500000
1000000 8.33 10.02

6.96 7.62 ' 9.49
500000
3.16 6.31
& I 8.909.18

O T T T T T T T T T R T e e e A e P e e e e

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: BM013612.D

19.42
2500000

15.27 17.12

2000000 13.96

13.69
1500000 17.92

14.27
1000000

14.49 15.40

500000
20.36

18.73 17.93
19.2 L;
14. 14.79@_%&5.50 16.00 16,79 || [L 1836 1908 wa»zﬁ)ﬁ*

O e A e e e e e T

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: BM013612.D

2500000 23.28

21.22
2000000

P3.42
1500000

1000000

20.93
500000{ 20490

AN M N, FWLWN I e A

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013612.D

Acq On : 16 Jan 2018 07:15

Operator : SJ/JU

Sample - J1080-15

Misc :

ALS Vial : 35 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 trans-.beta.-Ocimene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.31 5.16 ng/ul 255917 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-.beta.-0Ocimene 136 C10H16 003779-61-1 93
2 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1l0H16 000508-32-7 91
4 _.alpha.-Pinene 136 C10H16 000080-56-8 90
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 90

Abundance Scan 565 (6.311 min): BM013612.D (-559) (-) m/z 93.10 100.00%
93
5000
77
39 121 SN SRR R R
53 6.00 6.20 6.40 6.60
107 | 136
0 281 m/z 91.05 44.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15727: trans-.beta.-Ocimene
93
5000 a1
27 79 6.00 6.20 6.40 6.60
5 121 m/z 92.00 34.90%
o 107 | 136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93
SN LU UULAE RS AR
6.00 6.20 6.40 6.60
5000 m/z 77.00 33.55%
41 79 121
136
27 55 107
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15870: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl-
93 6.00 6.20 6.40 6.60
m/z 79.10 29.22%
5000
121434
71w L
0 "'|"' \”\IHIIIMI”‘ ‘. .‘...|....|.... AR RERAR maama
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013612.D

Acq On : 16 Jan 2018 07:15

Operator : SJ/JU

Sample - J1080-15

Misc :

ALS Vial : 35 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 3
R.T. EstConc Area Relative to ISTD R.T.
17.93 4.23 ng/ul 415427 Phenanthrene-d10 17.02
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 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2540 (17.927 min): BM013612.D (-2534) (-) m/z 73.10 100.00%
43 g0 73
5000 129
213
157171185
143 199 17.60 17.80 18.00 18.20
0! m/z 43.10 87.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L UL SR SRR R
17. 60 17. 80 18 00 18.20
m/z 60.10 85.35%
L M 143157171185199213
0”' — l..”.”.
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20
5000 29 256 m/z 41.10 81.94%
129
97 213
. H5 43157171185 o 227540
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AT e
3 60 73 17.60 17.80 18.00 18.20
m/z 55.10 78.61%
5000 129
29
199
‘ ‘ ‘ 143 157171 185 242
OIEI'ISII‘IIIII‘IHMI — ik AR e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18.00 18.20

SOM-EPA-BM011018.M Tue Jan 16 17:31:51 2018 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013612.D

Acq On : 16 Jan 2018 07:15

Operator : SJ/JU

Sample - J1080-15

Misc :

ALS Vial : 35 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 6

R.T. EstConc Area Relative to ISTD R.T.

19.22 2.47 ng/ul 284785 Chrysene-di12 21.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 89
5 Octadecanoic acid 284 C18H3602 000057-11-4 89

Abundance

5000

Scan 2760 (19.221 min): BM013612.D (-2753) (-)
7

¢]

04
m/z--> 50 100 150 200 250 300
Abundance #131261: Octadecanoic acid
3 73
5000 129
o1 185
241 284
u“ Lo s, P
0 uU”WHWu‘p ‘ e
m/z--> 50 100 150 200 250 300
Abundance
43 73
5000 129
97 284
185 241
o 26 157 213 267
T B B e e o e e e A e o LI B e
m/z--> 50 100 150 200 250 300
Abundance #131260: Octadecanoic acid

129 284
9

1

3
! 1
VO PR A T A
0O 150 200 250 300

m/z 73.00 100.00%

19.00 19.20 19.40 19.60

m/z 42.95 93.41%

I T T I
19.00 19.20 19.40 19.60

m/z 41.00 86 .90%

19.00 19.20 19.40 19.60

m/z 60.10 79 .53%

19.00 19.20 19.40 19.60

m/z 57.10 79.32%

19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013612.D

Acq On : 16 Jan 2018 07:15

Operator : SJ/JU

Sample - J1080-15

Misc :

ALS Vial : 35 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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.36 2.72 ng/ul 314348 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 95
2 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 95
3 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 94
4 9-Octadecenamide, (2)- 281 C18H35N0 000301-02-0 94
5 9-Octadecenamide, (2)- 281 C18H35N0 000301-02-0 83
Abundance Scan 2954 (20.363 min): BM013612.D (-2947) (-) m/z 59.00 100.00%
41
5000
238 24281 2000 200 2040 2060 |
0 m/z 72.10 64.17%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #128444: 9-Octadecenamide, (2)-
59
5000 AUV AU S
4 20.00 20.20 20.40 20.60
081 m/z 55.05 57.32%
ol =
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance
59
20.00 20.20 20.40 20.60
5000{ 4; m/z 41.10 56.20%
83 126
. 1po 154 184 220238 264281
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #128446: 9-Octadecenamide, (Z)- L B LB L N L B
59 20.00 20.20 20.40 20.60
m/z 43.10 32.83%
5000 41
281
Ontlma,l,t“m”!ﬁ’ 194 184 220238 204 ksl e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013612.D

Acq On : 16 Jan 2018 07:15

Operator : SJ/JU

Sample - J1080-15

Misc :

ALS Vial : 35 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 5 Dehydroabietic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.90 3.74 ng/ul 431574 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 91
2 Dehydroabietic acid 300 C20H2802 001740-19-8 91
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 91
4 Dehydroabietic acid 300 C20H2802 001740-19-8 78
5 Imidazolo[2,1-b]Jthiazole, 5-(3-i1... 239 C13H9N3S 327097-37-0 43
Abundance Scan 3045 (20.898 min): BM013612.D (-3042) (-) m/z 239.20 100.00%
285
5000 197
\
41 117141 U B U
01 65 20.60 20.80 21.00 21.20
67
o b AL 2735 415 e 0 59, 23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #144996: Dehydroabietic acid
239 285
5000
197 20.60 20.80 21.00 21.20
43 141 m/z 197.20 39.22%
o1 1177 169 ‘ ‘
.1§. .”,‘.6‘.9‘.‘ | ,‘.H.‘H.“ I‘\‘\In‘dw\;h Ak l‘l S N
m/z--> 50 100 150 200 250 300 350 400
Abundance
239 285
20.60 20.80 21.00 21.20
5000 m/z 141.00 20.22%
197
43 141
o 67 oL L7 7169 10 ae0
m/z--> 50 100 150 200 250 300 350 400
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
285 20.60 20.80 21.00 21.20
239 m/z 240.20 19.67%
5000
197
141
43
LN b oA Y PR I IS
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013612.D

Acq On : 16 Jan 2018 07:15

Operator : SJ/JU

Sample - J1080-15

Misc :

ALS Vial : 35 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 6 (DEL) Alkane: Cyclic20.93 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.93 5.08 ng/ul 585860 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 87
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 81
5 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 78
Abundance Scan 3050 (20.927 min): BM013612.D (-3049) (-) m/z 57.10 100.00%
a7
83
5000
164 189 204 251 281302 327 356 20.60 20.80 21.00 21.20
o} m/z 55.10 93.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 UV UL UGS
20.60 20.80 21.00 21.20
29 111 m/z 43.10 85.68%
L || | 13 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 UV UL UGS
20.60 20.80 21.00 21.20
5000 111 m/z 83.10 72 .60%
29
0 140 182 210 255 306
mz-> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57 20.60 20.80 21.00 21.20
83 m/z 97.05 65.82%
5000 111
29 169
o .J. | .‘..‘.kl lelhfl?lg.l ‘. L ZJI-OI ; |25|5| — .‘:’0.6.
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013612.D

Acq On : 16 Jan 2018 07:15

Operator : SJ/JU

Sample - J1080-15

Misc :

ALS Vial : 35 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]
trans-_beta.-Ocimene 6.31 5.2 ng/ul 255917 1 7.62 992763 20.0
n-Hexadecanoic acid 17.93 4.2 ng/ul 415427 4 17.02 1964100 20.0
Octadecanoic acid 19.22 2.5 ng/ul 284785 5 21.22 2308560 20.0
9-Octadecenamide, ... 20.36 2.7 ng/ul 314348 5 21.22 2308560 20.0
Dehydroabietic acid 20.90 3.7 ng/ul 431574 5 21.22 2308560 20.0
(DEL) Alkane: Cyc... 20.93 5.1 ng/ul 585860 5 21.22 2308560 20.0
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