LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013825.D

Aca On : 26 Jan 2018 02:44

Operator : SJ/JU

Sample : J1243-14

Misc :

ALS Vial : 24 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:\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 heiaht area % max. total
1 3.146 23 27 32 rBv3 33564 47323 1.34% 0.122%
2 6.781 638 645 662 rVB2 580376 1128882 32.05% 2.906%
3 6.939 665 672 682 rBV 448992 724761 20.58% 1.866%
4 7.128 698 704 712 rBV 663605 1048960 29.78% 2.700%
5 7.587 776 782 792 rBV 550291 897095 25.47% 2.309%
6 8.304 897 904 916 rBV 733830 1250129 35.49% 3.218%
7 8.745 971 979 990 rBV 631281 1046986 29.73% 2.695%
8 9.463 1094 1101 1117 rVB 527680 915571 26.00% 2.357%
9 9.998 1185 1192 1205 rBV 727026 1309298 37.17% 3.370%
10 10.363 1248 1254 1261 rBvV 677937 1140068 32.37% 2.935%

11 10.516 1273 1280 1297 rBV 600830 1172520 33.29% 3.018%
12 11.698 1475 1481 1492 rBV 62067 124004 3.52% 0.319%

13 12.557 1623 1627 1634 rBvV4 35708 66313 1.88% 0.171%
14 12.633 1634 1640 1652 rVB2 82933 164703 4.68% 0.424%
15 13.174 1729 1732 1739 rVB4 22965 43635 1.24% 0.112%
16 13.263 1739 1747 1752 rBV3 38094 78989 2.24% 0.203%
17 13.321 1752 1757 1768 rVB4 31155 74445 2.11% 0.192%

18 13.663 1809 1815 1819 rBV 1342371 1864388 52.93% 4_799%
19 13.710 1819 1823 1832 rVB 333495 477880 13.57% 1.230%
20 13.933 1854 1861 1872 rBV 1508811 2222533 63.10% 5.721%

21 14.245 1907 1914 1921 rBV2 912493 1441050 40.91% 3.709%

22 14.304 1921 1924 1931 rVB3 36356 53703 1.52% 0.138%
23 14.480 1949 1954 1970 rBV 368695 809723 22.99% 2.084%
24 14.651 1979 1983 1987 rVB2 30527 42415 1.20% 0.109%

25 15.239 2077 2083 2090 rBV 1810556 2610658 74.12% 6.720%

26 15.298 2090 2093 2098 rVB2 35030 49304 1.40% 0.127%
27 15.386 2101 2108 2116 rBV 503695 784060 22.26% 2.018%
28 15.615 2141 2147 2154 rVB 431451 573451 16.28% 1.476%
29 16.998 2375 2382 2388 rBV 1238323 1770355 50.26% 4_557%
30 17.098 2392 2399 2410 rBV 1970591 2857718 81.14% 7.356%

31 17.421 2450 2454 2463 rVB 32922 51077 1.45% 0.131%
32 17.904 2531 2536 2546 rBV2 276201 414501 11.77% 1.067%
33 19.045 2725 2730 2732 rBV3 33324 50243 1.43% 0.129%

34 19.192 2751 2755 2762 rBV6 89501 124831 3.54% 0.321%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013825.D

Aca On : 26 Jan 2018 02:44

Operator : SJ/JU

Sample : J1243-14

Misc :

ALS Vial : 24 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018.M
SVOA CALIBRATION

Method
Title

35 19.398 2784 2790 2796 rBV 2510731 3321695 94.31% 8.550%
36 20.915 3044 3048 3055 rVvB 398874 516426 14.66% 1.329%
37 21.197 3091 3096 3103 rBV 1611276 2061154 58.52% 5.306%

38 23.250 3438 3445 3454 rVB 1818407 3522096 100.00% 9.066%
39 23.386 3462 3468 3478 rVB 1075861 1996368 56.68% 5.139%

Sum of corrected areas: 38849311
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013825.D

Aca On : 26 Jan 2018 02:44

Operator : SJ/JU

Sample : J1243-14

Misc :

ALS Vial : 24 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 TIC: BM013825.D
2500000

2000000
1500000

1000000

8.30 10.00
7.13 10,
6.78 759 8.75 0.46 52

500000 6.94

3.15 11.7
i o SUARRRR B i L S A GNENEE  WES L PSS | M S S .Y
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: BM013825.D

2500000 19.40

2000000 17.10

15.24

13.93

1500000 13.66

17.¢)0

1000000 14.24

500000 14.48 53% 62
' 17.90

13263 13ape | 14.3044.65 Jl.O | 17.42 JL oo

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: BM013825.D
2500000

23.25

2000000 21.20

23.39
1500000
1000000

20.92
500000 e N

T

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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA M\DATA\BMO012518\
BMO13825.D

26 Jan 2018 02:44

SJ/JU

J1243-14

24 Sample Multiplier: 1

= SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

EPA-BM011018 .M

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 unknown-01

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.70 2.18 ng/ul 124004 Naphthalene-d8 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Benzamido-2-hvdroxvcinna... 283 C16H13NO4 1000223-61-7 27
2 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 17
3 Benzaldehvde 106 C7H60 000100-52-7 9
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 1481 (11.698 min): BM013825.D (-1475) (-) m/z 59.00 100.00%
59
5000 T 108 /\\
43 SN T W —
11.40 11.60 11.80 12.00
119
Obrrprrreli b ~,..9.1.,.|~...~,....,....,.... e | M/z 77.00  52.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129997: .alpha.-Benzamido-2-hydroxycinnamic acid
7
51 105
5000
11.40 11.60 11.80 12.00
m/z 105.00 46.62%
o ‘ 91 133 161 265 283
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280
Abundance
59
B R R AR
11.40 11.60 11.80 12.00
5000 m/z 51.10 34 .25%
43 77 105
o 29 91 | 121 149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5065: Benzaldehyde
7 106 11.40 11.60 11.80 12.00
m/z 43.00 25.15%
5000 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013825.D

Aca On : 26 Jan 2018 02:44

Operator : SJ/JU

Sample : J1243-14

Misc :

ALS Vial : 24 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 Benzene, 2,4-diisocyanato-1... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.63 2.29 ng/ul 164703 Acenaphthene-d10 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2.4-diisocvanato-1-methvl- 174 C9H6N202 000584-84-9 96
2 Benzene. 2.4-diisocvanato-1-methvl- 174 C9H6N202 000584-84-9 96
3 7-Amino-4-methvl-2-quinolinol 174 C10H10N20 019840-99-4 62
4 4H-Pvridoll.2-alpvrimidin-4-one.... 174 C10H10N20 039080-46-1 58
5 Benzo [f]-1,5-diazabicyclo[3.2.2... 174 C11H14N2 007092-76-4 58

Abundance Scan 1639 (12.627 min): BM013825.D (-1634) (-) m/z 173.95 100.00%
1714
145
5000
51 91 118 R BRI SURUSE DU SR
3 77 207 081 12.40 12.60 12.80 13.00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41758: Benzene, 2,4-diisocyanato-1-methyl-
174
145
5000 LB UL SULRLILN SRR B
1240 12.60 12.80 13.00
o 91 118 m/z 146.00 32.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
174
s ' 12:40 12.60 12.80 13.00
5000 m/z 173.10 21.07%
51 46 91 118
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #40852: 7-Amino-4-methyl-2-quinolinol A R REE
174 12.40 12.60 12.80 13.00
145 m/z 118.00 19.95%
5000
28 23
91 117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013825.D

Aca On : 26 Jan 2018 02:44

Operator : SJ/JU

Sample : J1243-14

Misc :

ALS Vial : 24 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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.62 7.96 ng/ul 573451 Acenaphthene-d10 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 97
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 91
5 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 72
Abundance Scan 2148 (15.621 min): %M013825.D (-2141) (-) m/z 105.00 100.00%
105
A 182
5000
51
39 153 15.40 15.60 15.80 16.00
Ob b 82 b 89 | 115126 GT165 l Tm/z 77.05  72.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone
105
77 182
5000 LR B SR SO B
15.40 15.60 15.80 16.00
51 m/z 182.10 64 .42%
o | 63 | 87 | 115126 139 192 165 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
77 16 ' 15.40 15.60 15.80 16.00
5000 m/z 51.00 33.64%
51
0 27 39 63 126 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105 15.40 15.60 15.80 16.00
m/z 50.10 12 .59%
77
5000 182
51
1827 39 | 63 | 86 | 115126 152 185 | Ak
m/z--> 20 40 60 80 100 120 140 160 180 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013825.D

Aca On : 26 Jan 2018 02:44

Operator : SJ/JU

Sample : J1243-14

Misc :

ALS Vial : 24 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.90 4.68 ng/ul 414501 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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2535 (17.898 min): BM013825.D (-2531) (-) m/z 73.00 100.00%
5000
' 17.60 17.80 18.00 18.20
0! m/z 41.05 98.73%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129
83 17.60 17.80 18.00 18.20
0
H o 157 1g5 213 256 m/z 43.10 85.60%
oL— "“IH‘“ hl‘\ .‘““‘.]“.h‘l“ ;‘H‘\Ihl I\ ‘. .‘ .‘. | .‘ —— “. —— —
m/z--> 50 100 150 200 250 300 350
Abundance
43 78
17.60 17.80 18.00 18.20
5000 256 m/z 60.00 75.03%
129
97 157 213
S0 OO T o -1 A
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
4 78 17.60 17.80 18.00 18.20
m/z 55.05 74 .99%
5000 129
97 199 242
157
0 |15| l‘. MIHI IH ‘I\m‘l iI\IL Ili‘llnl .‘ I ‘. .[]-E.;(p. L |\2|23| '{I e ———
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013825.D

Aca On : 26 Jan 2018 02:44

Operator : SJ/JU

Sample : J1243-14

Misc :

ALS Vial : 24 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 1-Heneicosyl formate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.92 5.01 ng/ul 516426 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 92
Abundance Scan 3049 (20.921 min): BM013825.D (-3044) (-) m/z 43.05 100.00%
43| 83
5000 11
139 20.60 20.80 21.00 21.20
167 207 233269 341
ok AR AL, ; s ek SB200297 S 402929 AT S h/z 55.05  99.50%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57
97
5000
20.60 20.80 21.00 21.20
125 m/z 83.10 98.12%
o L e s
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
20.60 20.80 21.00 21.20
5000 111 m/z 69.05 92.27%
o 139167196 238266294
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
56 83 20.60 20.80 21.00 21.20
m/z 56.95 86.32%
5000 1
o 2y P?9167196224252280308
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012518\
Data File : BM013825.D

Acq On : 26 Jan 2018 02:44

Operator : SJ/JU

Sample : J1243-14

Misc :

ALS Vial : 24 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]
unknown-01 11.70 2.2 ng/ul 124004 2 10.36 1140070 20.0
Benzene, 2,4-diis... 12.63 2.3 ng/ul 164703 3 14.24 1441050 20.0
Benzophenone 15.62 8.0 ng/ul 573451 3 14.24 1441050 20.0
n-Hexadecanoic acid 17.90 4.7 ng/ul 414501 4 17.00 1770360 20.0
1-Heneicosyl formate 20.92 5.0 ng/ul 516426 5 21.20 2061150 20.0
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