LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011818\
Data File : BM013652.D

Acq On : 18 Jan 2018 21:49

Operator : SJ/JU

Sample - J1097-16

Misc :

ALS Vial : 20 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

6.305 557 564 569 rBvV 76519 121155 2.89% 0.292%
6.793 641 647 659 rBv2 683294 1252577 29.93% 3.016%
rBv 530087 776530 18.55% 1.870%
7.152 701 708 718 rBV 708168 1104549 26.39% 2.659%
7.616 780 787 796 rBV 478653 779141 18.61% 1.876%
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8.322 900 907 924 rBV 849517 1384718 33.08% 3.334%
8.769 976 983 991 rBV 717327 1129706 26.99% 2.720%
rBv 593958 982060 23.46% 2.364%
10.022 1188 1196 1211 rBV 836627 1455949 34.78% 3.505%
10.393 1251 1259 1266 rBVY 630564 1034479 24.71% 2.491%
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11 10.540 1276 1284 1300 rBV 756939 1377925 32.92% 3.318%
12 13.681 1812 1818 1823 rBV 1537558 2145172 51.25% 5.165%
13 13.728 1823 1826 1832 rVB 325236 453027 10.82% 1.091%
14 13.957 1858 1865 1875 rBV 1773150 2562230 61.21% 6.169%
15 14.263 1911 1917 1927 rVB2 863642 1340412 32.02% 3.227%

16 14.486 1949 1955 1972 rBV 590925 1065895 25.47% 2.566%
17 15.263 2080 2087 2094 rBV 2197781 3049508 72.86% 7.342%
18 15.398 2104 2110 2123 rBV 640156 951636 22.74% 2.291%
19 15.504 2123 2128 2139 rVB 27286 48592 1.16% 0.117%
20 15.639 2146 2151 2157 rBV 46918 65346 1.56% 0.157%

21 17.016 2379 2385 2392 rBV 1157183 1593491 38.07% 3.837%
22 17.116 2396 2402 2412 rVB 2428530 3258397 77.85% 7.845%
23 17.927 2535 2540 2550 rBV 279854 448213 10.71% 1.079%
24 19.063 2728 2733 2735 rBV2 41966 61707 1.47% 0.149%
25 19.210 2754 2758 2768 rBV2 139577 210998 5.04% 0.508%

26 19.421 2788 2794 2800 rBV 2717681 3802854 90.85% 9.156%
27 19.963 2880 2886 2892 rVB10 19825 49170 1.17% 0.118%
28 20.357 2947 2953 2959 rBV 186343 264655 6.32% 0.637%
29 20.933 3047 3051 3058 rvv 416279 604826 14.45% 1.456%
30 21.215 3094 3099 3107 rBV2 1572786 1989261 47.53% 4._.789%

31 23.280 3443 3450 3459 rBV2 2306082 4185661 100.00% 10.078%
32 23.415 3467 3473 3485 rVB 1008217 1984709 47.42% 4._.778%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011818\
Data File : BM013652.D

Acq On : 18 Jan 2018 21:49

Operator : SJ/JU

Sample - J1097-16

Misc :

ALS Vial =: 20 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: 41534549
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011818\
Data File : BM013652.D

Acq On : 18 Jan 2018 21:49

Operator : SJ/JU

Sample - J1097-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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

Abundance
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TIC: BM013652.D
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6.79 7.15 8.77 1013?.54
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6.96 7.62
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011818\
Data File : BM013652.D

Acq On : 18 Jan 2018 21:49

Operator : SJ/JU

Sample - J1097-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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 3

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

6.30 3.11 ng/ul 121155 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-.beta.-0Ocimene 136 C10H16 003779-61-1 94
2 _.alpha.-Pinene 136 C10H16 000080-56-8 91
3 .alpha.-Pinene 136 C10H16 000080-56-8 91
4 4-Carene, (1S,3S,6R)-(-)- 136 C10H16 005208-50-4 91
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 90

Abundance Scan 563 (6.299 min): BM013652.D (-557) (-) m/z 93.10 100.00%
93
5000 -7
39 67 L R LI B I
I 53 Y || 05 121 6.00 6.20 6.40 6.60
Obrprerr el ol el e e e | T mMZZz 91.00 0 44.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15727: trans-.beta.-Ocimene
93
5000 41
27 79 6.00 6.20 6.40 6.60
0
‘ 53 67 ‘ ‘ 105 121 m/z 77.10 36.40%
O'W'“'w'Jw'“ii'ﬁdi'wﬂml“'wh““wl“l“bw'““m'“lg?i'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
6.00 6.20 6.40 6.60
5000 m/z 92.10 34.87%
41 7
27 53 67 105 121 136
o 60
mmmwmmﬁrmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15699: .alpha.-Pinene R mma s E
93 6.00 6.20 6.40 6.60
m/z 79.00 26.51%
5000 39 -7
27
. ‘ ‘ 53 67 ‘ 105 121 136
O'WH“w'“m'”ﬂﬂ“ﬁmmw”hm'“lhﬁq'l“wJ“P'HJ““l“Ll“' A R LS R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BM011818\
Data File : BM013652.D

Acq On : 18 Jan 2018 21:49

Operator : SJ/JU

Sample - J1097-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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.
17.93 5.63 ng/ul 448213 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 2540 (17.927 min): BM013652.D (-2535) (-) m/z 72.95 100.00%
M B
57
5000 129
9 157171 213
| ‘ |M s 18500 | 227 256 081 17.60 17.80 18.00 18.20
of NI m/z 41.05 81.73%
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

17.60 17.80 18.00 18.20
m/z 43.10 78.62%

213
143157171185199

01

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

17.60 17.80 18.00 18.20
5000{ 29 256 m/z 60.00 68 .89%
129

97 115 213
143157171185,199 227,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid R A RRLRSTSELE S

73 17.60 17.80 18.00 18.20

m/z 57.05 67.00%
43 g
5000 129
29
143157 214
01

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011818\
Data File : BM013652.D

Acq On : 18 Jan 2018 21:49

Operator : SJ/JU

Sample - J1097-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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 5
R.T. EstConc Area Relative to ISTD R.T.
19.21 2.12 ng/ul 210998 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59

Abundance Scan 2758 (19.210 min): BM013652.D (-2754) (-) m/z 72.95 100.00%

5000

18.80 19.00 19.20 19.40 19.60

o m/z 43.10 98.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 5§
129
5000 28 284
18.80 19.00 19.20 19.40 19.60
m/z 60.00 87.11%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
18.80 19.00 19.20 19.40 19.60
5000 m/z 55.10 83.61%
129 284
97
27 185 241
o s 155171 213 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid AT s S A A
43 73 18.80 19.00 19.20 19.40 19.60
m/z 41.05 80.68%
5000
2
ENE AL
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011818\
Data File : BM013652.D

Acq On : 18 Jan 2018 21:49

Operator : SJ/JU

Sample - J1097-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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 4
R.T. EstConc Area Relative to ISTD R.T.
20.36 2.66 ng/ul 264655 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 97
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 81
3 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 58
4 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 50
5 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 50
Abundance Scan 2954 (20.363 min): BM013652.D (-2947) (-) m/z 59.10 100.00%
50
5000 41
151 191209 238 264282 20.00 20.20 20.40 20.60
ol 183 38 m/z 72.10  79.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
509
A
5000 41 UNNBSUNUNBS UL SRR
20.00 20.20 20.40 20.60
81 m/z 55.05 45_.08%
O Ll i 150188 221298 2eazer
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
20,00 20.20 20.40 20.60
5000 m/z 41.05 40.50%
41

281
86 1001%0 154 184 91p 238 264

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)- Il R R ma et e
59 20.00 20.20 20.40 20.60
m/z 43.05 29.86%
5000
uquupu.uu.”.”u.“.u”.”.uu.u.””.u.uu.”.”upuq” R AR RS RS
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 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\BM011818\
Data File : BM013652.D

Acq On : 18 Jan 2018 21:49

Operator : SJ/JU

Sample - J1097-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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 (DEL) Alkane: Cyclic20.93 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.93 6.08 ng/ul 604826 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 3050 (20.927 min): BM013652.D (-3047) (-) m/z 43.10 100.00%
5000 1
139 209 281 20.60 20.80 21.00 21.20
181 341
o 10 23 30 m/z 57.10 99.66%
m/z--> 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
97
5000
20.60 20.80 21.00 21.20
125 m/z 55.10 99.40%
o ‘ L | w 154 182 210 238 266
m/z--> 100 150 200 250 300 350
Abundance
43
83 20.60 20.80 21.00 21.20
5000 m/z 83.05 98.98%
111
0 66 139 168 196 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
7 83 20.60 20.80 21.00 21.20
m/z 69.10 83.34%
5000 111
0 | ’ J b 139‘.1§7 (196 222 266 294 322340
m/z--> 50 100 150 200 250 300 350 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\BM011818\
Data File : BM013652.D

Acq On : 18 Jan 2018 21:49

Operator : SJ/JU

Sample - J1097-16

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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 6.30 3.1 ng/ul 121155 1 7.61 779141 20.0
n-Hexadecanoic acid 17.93 5.6 ng/ul 448213 4 17.02 1593490 20.0
Octadecanoic acid 19.21 2.1 ng/ul 210998 5 21.22 1989260 20.0
9-Octadecenamide, ... 20.36 2.7 ng/ul 264655 5 21.22 1989260 20.0
(DEL) Alkane: Cyc... 20.93 6.1 ng/ul 604826 5 21.22 1989260 20.0
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