LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 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-BM110417MA_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

4.022 153 159 172 rBV 411228 574507 1.12% 0.551%
7.451 732 742 749 rBV 1598135 2482661 4._.85% 2.380%
rBv 380109 560220 1.09% 0.537%
7.804 799 802 809 rvB 413448 593922 1.16% 0.569%
7.916 816 821 828 rBV2 442744 722213 1.41% 0.692%
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8.022 835 839 846 rBV 396058 669989 1.31% 0.642%
8.334 887 892 905 rvv2 492545 1089668 2.13% 1.045%
rvB2 453108 836737 1.64% 0.802%
9.145 1019 1030 1038 rBv8 163098 626308 1.22% 0.600%
9.481 1082 1087 1097 rVB 312486 581994 1.14% 0.558%

(@R {cNec R NNe))
(o4}
(00}
O
(o0}
©
\l
(o6}
O
©
(o4}
O
©
I

11 10.592 1265 1276 1281 rBV 631231 1219436 2.38% 1.169%
12 14.439 1921 1930 1938 rBvV2 851899 1361119 2.66% 1.305%
13 14.739 1975 1981 1991 rBV 1392856 2129345 4.16% 2.042%
14 16.398 2256 2263 2277 rBV 439877 1166561 2.28% 1.118%
15 16.604 2292 2298 2311 rVB 1281065 1938740 3.79% 1.859%

16 17.186 2392 2397 2402 rBV2 951373 1329627 2.60% 1.275%
17 17.992 2524 2534 2540 rBV2 409360 1246364 2.44% 1.195%
18 18.121 2546 2556 2575 rVB 9415917 20990848 41.02% 20.125%
19 18.580 2630 2634 2639 rBV2 465479 692530 1.35% 0.664%
20 19.298 2739 2756 2768 rBV 16425559 51167135 100.00% 49.058%

21 19.392 2768 2772 2785 rVB 4936051 7003324 13.69% 6.715%
22 19.733 2827 2830 2837 rBV 368881 577550 1.13% 0.554%
23 20.362 2934 2937 2943 rVB3 487779 635944 1.24% 0.610%
24 20.462 2951 2954 2960 rVB2 558795 865487 1.69% 0.830%
25 21.374 3105 3109 3113 rVB 1059221 1329598 2.60% 1.275%

26 21.868 3190 3193 3197 rVB 528325 563853 1.10% 0.541%
27 23.662 3494 3498 3504 rVB 792915 1344650 2.63% 1.289%

Sum of corrected areas: 104300330
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On = 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_M\METHODS\SOM-EPA-BM110417MA .M
SVOA CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM012846.D
1.5e+07
1le+07
5000000
7.45
4.02 T.8@D2 8.33  8.90y 15 9.48 10.59
I AN A .
O N e o L B LA B o e e S BN, 2w i i o e
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM012846.D
19.30
1.5e+07
1e+07 18.12
5000000
4.74 16.60
14.44" 1600 17.19
O o e L o s o o o o L e s e o o B . e s s e
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM012846.D
1.5e+07
1le+07
5000000
21.37 21.87 23.66
O L L o o o e LA L B o o B B N e o B M e o e o
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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, 1,2,3-trimethyl- Concentration Rank 4

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

7.45 83.60 ng/ul 2482660 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 742 (7.451 min): BM012846.D (-732) (-) m/z 105.10 100.00%
105
5000 120
7 a1 7.20 7.40 7.60 7.80
39 51 65
Obrr e g ot bl e S8 WL AL 127 777 120.10 0 41.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
120
5000 /\"'I""I R U
7.20 7.40 7.60 7.80
77 m/z 119.05 11.95%
15 2 % Sleges T Oeg |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 7.20 7.40 7.60 7.80
5000 m/z 76.95 11.91%
oL 15 27 39 5158 65 " as % gs
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9113: Benzene, 1,2,3-trimethyl-
105 7.20 7.40 7.60 7.80
m/z 91.05 10.41%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 10

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

8.02 22 .56 ng/ul 669989 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 78
2 Heptadecane 240 C17H36 000629-78-7 72
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 64
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64

Abundance Scan 839 (8.022 min): BM012846.D (-835) (-) m/z 57.10 100.00%
57

5000

7.60 7.80 8.00 8.20 8.40

0! m/z 71.10 77 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000
7.60 7.80 8.00 8.20 8.40
4 m/z 85.10 52.28%
. s | a0 19 o s oo
.”,””P.”P”.P”q.”wnnlunp.upn..”..”.“..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
85 7.60 7.80 8.00 8.20 8.40
5000 a m/z 43.10 45 _.50%
ol 25 M3 14 16 197212 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45625: Nonane, 3-methyl-5-propyl- BB BT e B ]
57 7.60 7.80 8.00 8.20 8.40
m/z 41.10 37.08%
5000 85
4
0 ”.,”..,”..,”..,”..P%%?i?T}ﬁ%.w...}gfn — VRS A A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octane, 2,6-dimethyl- Concentration Rank 5

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

8.33 36.69 ng/ul 1089670 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53
2 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 47
3 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 43
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 43
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 43

Abundance Scan 891 (8.328 min): BM012846.D (-887) (-) m/z 57.10 100.00%
57
5000
43 71
85 105 8.00 820 8.40 8.60
o! ,..'||..,-:|...-, Lo tealsd 154 207 "m/z 56.05  39.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18457: Octane, 2,6-dimethyl-
57
43
5000 n
8.00 8.20 8.40 8.60
m/z 43.10 29.73%
27 g5 113
Oyt '“MH AR '??' 'H' |%%7"ﬁ4?" N R S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
800 8.20 840 8.60
5000 M m/z 41.10 29.17%
29 71
113
S T S L L0 UL WL B UL WL L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45600: Decane, 2,5,6—trimethy|— LA L L B N N LB |
57 8.00 8.20 8.40 8.60
43 m/z 71.10 26.64%
5000
71
84
N A O T E R T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 8

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

8.90 28.18 ng/ul 836737 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 95
3 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 95
4 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 988 (8.898 min): BM012846.D (-978) (-) m/z 119.05 100.00%
119
5000
134
n %5 69 105 8.60 8.80 9.00 9.20
) S O SN | Lolly L 154188 207 | ns s 40 29.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14377: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 8.60 8.80 9.00 9.20
. 105 m/z 91.00 20.37%
..1.5,.2.7..:3?..5.1.,?5...,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
8.60 8.80 9.00 9.20
5000 m/z 97.10 15.15%
o1 134
o 27 4151 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)- R R EEE T e
119 8.60 8.80 9.00 9.20
m/z 55.05 13.86%
5000
134
91
0 27 ‘\1\1 5\1 6\5 7\7 103 Ll
mz-> 20 40 60 80 100 120 140 160 180 200 860 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown-01 Concentration Rank 11

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

9.15 21.09 ng/ul 626308 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 38
2 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 38
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 27
4 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 27
5 2-Methylindan-2-ol 148 C10H120 033223-84-6 27

Abundance Scan 1031 (9.151 min): BM012846.D (-1019) (-) m/z 105.10 100.00%
69 105 119
55
5000 4 97 148
83
133 8.80 9.00 9.20 9.40
o} m/z 119.10 98.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21659: 4-Methylphenyl acetone
105
5000 43
8.80 9.00 9.20 9.40
e 77 148 m/z 69.05 86 .05%
91
A .S . O L =
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
880 9.00 9.20 940
5000 m/z 55.10 65.49%
148
27 39 77 91
ol 1B 5165 115 131
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21829: Benzene, (1,1-dimethylpropyl)- B B
119 8.80 9.00 9.20 9.40
m/z 57.10 56 .59%
91
5000
1
15 27 s1 e 79 | 15 | 13 e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | | 8.80 9.00 920 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 18

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

9.48 9.55 ng/ul 581994 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94

Abundance Scan 1087 (9.481 min): BM012846.D (-1082) (-) m/z 119.10 100.00%
119
5000 134
77 ol 9.20 9.40 9.60 9.80
39 51 65 103 : : : :
0 ...,....-,-..-.~.,~.-...'~,..|..,':-..':L e S 2t m/z 134.05  41.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14353: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
9.20 9.40 9.60 9.80
o1 m/z 91.00 16.04%
15 2\7 3\9 5\1 6\5 7\7 ‘ 105 wl |
o7 T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
9.20 9.40 9.60 9.80
5000 134 m/z 120.05 10.16%
91
15 27 39 51 65 77 | 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14358: Benzene, 1,2,3,4-tetramethyl-
119 9.20 9.40 9.60 9.80
m/z 133.10 8.53%
134
5000
91
15 27 4151 65 77 | 105 | |
mz-> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Naphthalenol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.74 31.29 ng/ul 2129350 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenol 144 C10H80 000135-19-3 96
2 2-Naphthalenol 144 C10H80 000135-19-3 95
3 Furan, 3-phenyl- 144 C10H80 013679-41-9 91
4 Benzofuran, 2-ethenyl- 144 C10H80 007522-79-4 87
5 1-Naphthalenol 144 C10H80 000090-15-3 87

Abundance Scan 1981 (14.739 min): BM012846.D (-1975) (-) m/z 144.05 100.00%

144
115
5000

63 89 14. 40 14. 60 14. 80 15. 00
39 51 74
Ob st el 201 A 126|185 178 207 | "m/z 115.05  68.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19575: 2-Naphthalenol
144
115
5000 LI LI L L L L L LB

14.40 14.60 14.80 15.00
m/z 116.05 16.50%

63
JLas zr ® 51 T Py L
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
115 144
R REARE L o
14. 40 14. 60 14.80 15.00
5000 m/z 145.05 10.78%
63 89
0 28 39 50 74 101 | 126
T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19582: Furan, 3-phenyl- T
115 144 14. 40 14. 60 14. 80 15. 00
m/z 89.10 9.65%
5000
39 63 89
) P S N S £ W
m/z--> 20 40 60 80 100 120 140 160 180 200 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1,2,3,4-Tetrahydro-1-methyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.40 17.55 ng/ul 1166560 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,2,3,4-Tetrahydro-1-methyl-2,3-... 176 C9H8N202 020934-51-4 58
2 1,2-Dihydro-3-methoxy-2-oxoquino... 176 C9H8N202 035676-71-2 58
3 Benzo[b]thiophene-2-carboxaldehy... 176 C10H80S 003751-76-6 50
4 1,2-Dihydro-2-methyl-1-thioxopht... 176 C9H8N2S 020988-87-8 43
5 2-Methyl-4H-1-benzothiopyran-4-one 176 C10H80S 000771-40-4 38

Abundance Scan 2263 (16.398 min): BM012846.D (-2256) (-) m/z 176.00 100.00%

116

115

5000

%

16.00 16.20 16.40 16.60 16.80

232

0 m/z 115.00 62.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #40425: 1,2,3,4-Tetrahydro-1-methyl-2,3-dioxoquinoxaline
176
16.00 16.20 16.40 16.60 16.80
106 133 m/z 146.95 48 .57%
A B N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
176
T
16.00 16.20 16.40 16.60 16.80
5000 147 m/z 177.00 11.87%
106 133
oL 28 51 8 92 161
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39710: Benzo[b]thiophene-2-carboxaldehyde, 7-methyl-,
176 16.00 16.20 16.40 16.60 16.80
m/z 148.00 10.12%
5000 147

28 45 63 77 103 121 ‘ I

e SRR MMM e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60 16.80

5
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 11 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.60 29.16 ng/ul 1938740 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 98
3 Tetradecanoic acid 228 C14H2802 000544-63-8 97
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2297 (16.598 min): BM012846.D (-2292) (-) m/z 73.00 100.00%
- 7B
41
5000 129 185
16,20 16.40 16.60 16.80 17.00
(o} m/z 60.00 78 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75072: Tetradecanoic acid
60 73
43
5000 129 LANLINLL  LL LL LBLL L BLB
185 16. 20 16 40 16 60 16. 80 17. 00
29 85 0
” | H\ 7 ous g _im | %28 m/z 41.10 63.64%
0 .?-.Slu‘...lﬁu ‘ ‘.‘H.‘.l”l..‘l‘”l“..“l“llu‘.‘.. |‘....‘|.‘.‘..|.‘... |.2.1.1.|. —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 60 73
16,20 16.40 16.60 16.80 17.00
5000 29 129 m/z 55.05 61.21%
87 115 185
. 17 101 143 157 171 199 228
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75071: Tetradecanoic acid T T
60 783 16. 20 16 40 16 60 16. 80 17. 00
43 m/z 43.10 59.06%
5000 129
29 85 . 185 228
115 | 143 05171
0 R I‘I‘I I\I‘I\I Inlul‘ L |”h“: I“HI\I |‘M= T e |" ; }|5|7|‘| \I '| I‘wl I]:glgl |25I-|3| - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 12 Z-7-Hexadecenoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.99 18.75 ng/ul 1246360 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-7-Hexadecenoic acid 254 C16H3002 1000130-90-8 95
2 7-Heptadecene, 17-chloro- 272 C17H33ClI 056554-79-1 86
3 Aspidospermidin-17-ol, 1-acetyl-... 414 C23H30N205 002122-26-1 83
4 9-Octadecenoic acid, ethyl ester 310 C20H3802 006512-99-8 64
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 64
Abundance Scan 2534 (17.992 min): BM012846.D (-2524) (-) m/z 55.05 100.00%
5000 {
137 165 194215236 263 306 341 17.60 17.80 18.00 18.20 18.40
o} m/z 69.10 77 .72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90861: Z-7-Hexadecenoic acid
55
83 236
5000
11 17.60 17.80 18.00 18.20 18.40
52 1o #f m/z 41.10 64.88%
256
o I%Mﬁm}?% MIZ}? .L i N
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
83 17.60 17.80 18.00 18.20 18.40
5000 m/z 83.05 55.79%
29
111
o 131 159 188 215 244 212
m/z--> 50 100 150 200 250 300 350 400
Abundance #159134: Aspidospermidin-17-ol, 1-acetyl-19,21-epoxy-15,16... RERREEERSARSEE S
9 17.60 17.80 18.00 18.20 18.40
m/z 97.05 39.61%
138
5000 97 l/\J/\\
160
o 00 | 202 370 414
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40

SOM-EPA-BM110417MA_M Thu Nov 09 18:53:35 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 13 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.12 315.74 ng/ul 20990800 Phenanthrene-d10 17.19
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90
Abundance Scan 2556 (18.121 min): BM012846.D (-2546) (-) m/z 73.00 100.00%
78
43
5000 129
17.80 18.00 18.20 18.40
0 m/z 60.00 75.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92227: n-Hexadecanoic acid
43
60
5000 U BN BULRILN SN B
ﬂmmmmmmm
- m/z 43.10 70.28%
ol B0 " e1m 100213 pa”
m>m&&mm@mmmmmmmmmﬁ
Abundance
43 73
17.80 18.00 18.20 18.40
5000 256 m/z 55.05 64.12%
129
27 97 157 185 213
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65565: Tridecanoic acid
17.80 18.00 18.20 18.40
m/z 41.10 62.83%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 14 Tridecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.58 10.42 ng/ul 692530 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 84
2 l1-Hentetracontanol 593 C41H840 040710-42-7 53
3 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 46
4 Heptadecanoic acid 270 C17H3402 000506-12-7 43
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38

Abundance Scan 2634 (18.580 min): BM012846.D (-2630) (-) m/z 57.10 100.00%

5000

I—

VAN
LIS L I

270
307341 18.20 18.40 18.60 18.80

(o} m/z 55.10 74 .42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65565: Tridecanoic acid
73
43
5000 129 LI T T 1T 17T IIIIII
17 18.20 18.40 18.60 18.80
214 m/z 41.05 70.45%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R e e
97 18.20 18.40 18.60 18.80
5000 m/z 43.10 63.38%
18
. 139 181 203 278 320 362 404 446 488518 572
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115548: Octadecane, 1-(ethenyloxy)- EEEREEE R L
57 18.20 18.40 18.60 18.80
m/z 69.10 59.40%
5000
97
o 28 | 138168 208 250281
e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 20 18. 40 18 60 18. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 15 Octadec-9-enoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.30 769.66 ng/ul 51167100 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 91
2 Oleic Acid 282 C18H3402 000112-80-1 87
3 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 68
4 2-Butenedioic acid (Z2)-, monodod... 284 C16H2804 002424-61-5 68
5 14-Pentadecenoic acid 240 C15H2802 017351-34-7 62
Abundance Scan 2756 (19.298 min): BM012846.D (-2739) (-) m/z 55.10 100.00%

83
5000

111 A/\\

264 T T
137
o 165 193 222543 | 285 314 340360384 415

19. 00 19. 20 19. 40 19. 60
m/z 69.10 81.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107520: Octadec-9-enoic acid
55 83
5000 111 264 ™TT ™1 TTT T oo T 1T

29 19.00 19.20 1940 19.60
m/z 41.10 68.83%

138 180 222
A, dase a0 o
m/z--> 50 100 150 200 250 300 350 400
Abundance
55

o

83 19.00 19.20 19.40 19.60
5000 m/z 83.10 66.43%
29 111
264
o 138 165 194 222543
e e e o A B
m/z--> 50 100 150 200 250 300 350 400
Abundance #64945: 1-Hexyl-2-nitrocyclohexane R EmmmEE S RN
56 19. 00 19. 20 19. 40 19. 60

m/z 97.10 54 .70%

83
5000
111
| ‘ ‘\\ 167
0 H |

m/z--> 50 100 150 200 250 300 350 400 19. 00 19. 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 16 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.39 105.35 ng/ul 7003320 Chrysene-di12 21.37
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 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 86

Abundance Scan 2772 (19.392 min): BM012846.D (-2768) (-) m/z 73.00 100.00%

5000

!

19.00 19.20 19.40 19.60 19.80
0 m/z 43.10 80.05%

m/iz--> 0 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
129

5000 B I EEEEEEEE
19. 00 19. 20 19. 40 19 60 19. 80

185 o 284 m/z 60.00 75.89%

0 ?'5. \‘I "‘I HH‘ u‘h\ M\ L ‘. 157\ “. \|2}3| L .‘ |‘2|6|5 .“. T
m/iz--> 0 50 100 150 200 250 300 350
Abundance
43 73

19. 00 19. 20 19. 40 19 60 19.80

5000 m/z 57.10 71.60%
129
284
97 185 241
0 18 157 213 265
L B e B I e e e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #108842: Octadecanoic acid I R
43 19. 00 19. 20 19. 40 19 60 19. 80
284 m/z 55.10 70.20%
5000 129
“ “ 185 241
o.l?‘.tu il ““““N,”..‘..‘,2.1:?“..“,‘2.6‘.‘..,....,...
m/z--> 0 200 250 300 350 19. 00 19. 20 19. 40 19 60 19. 80

SOM-EPA-BM110417MA_M Thu Nov 09 18:53:38 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 17 7-Hexadecyne Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.73 8.69 ng/ul 577550 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecyne 222 C16H30 074685-28-2 83
2 9,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 74
3 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 72
4 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 72
5 3-Dodecyne 166 C12H22 006790-27-8 64
Abundance Scan 2830 (19.733 min): BM012846.D (-2827) (-) m/z 67.10 100.00%
67 4
5000
123 149 173 209 19.40 19.60 19.80 20.00
0 228 262 | 300 332 368 n/z 81.10 76270
m/z--> 50 100 150 200 250 300 350
Abundance #71108: 7-Hexadecyne
95
19.40 19.60 19.80 20.00
m/z 95.10 55.41%
o HL 12h31421,6§,1,9:|%,21,8,,|,mllmlm
m/z--> 200 250 300 350
Abundance
67
o5 19.40 19.60 19.80 20.00
5000 a1 m/z 79.00 43.70%
oL18 123 150 185 219 280
m/z--> 50 100 150 200 250 300 350
Abundance #16288: 4,5-Nonadiene, 2—methy|— L L L B N B B
1 67 19.40 19.60 19.80 20.00
m/z 82.10 39.13%
95
5000 /k\v
15
o’ u“L.J,}?%.,.. — T R ARBARAEaEERmEEEEES
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_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 18 9-Heptadecanone

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
20.36 9.57 ng/ul 635944 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Heptadecanone 254 C17H340 000540-08-9 81
2 5-Methoxycyclooctanol 158 C9H1802 344325-93-5 55
3 Z-8-Methyl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 46
4 8-Nonen-2-one 140 C9H160 005009-32-5 45
5 cis-Pinonic acid 184 C10H1603 000473-72-3 43

Abundance Scan 2937 (20.362 min): BM012846.D (-2934) (-) m/z 71.10 100.00%
5000 M/ka\/\v—’\
109 20.00 20.20 20.40 20.60
226 290 360 ) ) ) )
0 257 326 386 415 462486 n/7z 55 10 95 010
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91005: 9-Heptadecanone
43 71
141
5000 AU B SRR B
96 20.00 20.20 20.40 20.60
m/z 57.10 72.86%
‘ ﬂeg
oLl L -
m/z--> 100 150 200 250 300 350 400 450
Abundance
71
20.00 20.20 20.40 20.60
5000 m/z 43.10 71.94%
41 o7
Oy '|'%2§'}§8"'| LA DAL AL B WU SR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82448: Z-8-Methyl-9-tetradecenoic acid R B o B
55 20.00 20.20 20.40 20.60
m/z 41.10 65.52%
5000
97
0 \[L 137 166 208 240
m/z--> 50 100 150 200 250 300 350 400 450 2000 20.20 2040 20.60

SOM-EPA-BM110417MA_M Thu Nov 09 18:53:40 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 19 unknown-02 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

20.46 13.02 ng/ul 865487 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Amino-3-mercaptobenzoic acid 169 C7H7NO2S 014543-45-4 46
2 Silane, chlorodimethyl(phenylmet... 184 C9H13CISi 001833-31-4 35
3 [1,1"-Biphenyl]-3-amine 169 C12H11N 002243-47-2 35
4 [1,2,4]Triazolo[4,3-a]Jquinoline 169 C1OH7N3 000235-06-3 35
5 5-Trimethylsilyluracil 184 C7H12N202Si 059523-07-8 25

Abundance Scan 2954 (20.462 min): BM012846.D (-2951) (-) m/z 169.10 100.00%

169

5000 238

55

:

81

302 20.20 20.40 20.60 20.80
ol 263 330 376 419 461 504 m/z 238.10 51 _10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500

11514

Abundance #35615: 4-Amino-3-mercaptobenzoic acid
169
5000 TT T T i T[T rrprrrrprro
124 20.20 20.40 20.60 20.80
80 m/z 55.10 32.00%
45
18 7 |
o+t
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
169
A EAREE ma S
20.20 20.40 20.60 20.80
5000 m/z 69.10 31.78%
141
o v S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35482: [1,1'-Biphenyl]-3-amine A EAREE ma S
169 20.20 20.40 20.60 20.80
m/z 81.10 23.15%
39 83 115141
0 Lo didal, P
et T B i

T T I T I I
m/z--> 0 50 100 15 200 250 300 350 400 450 500 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 20 Oleic Acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

21.87 8.48 ng/ul 563853 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 72
2 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 49
3 9-Octadecenoic acid (Z)-, 2-hydr... 326 C20H3803 004500-01-0 44
4 dl1-2-Ethylhexyl chloroformate 192 C9H17Cl102 024468-13-1 43
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 43

Abundance Scan 3193 (21.868 min): BM012846.D (-3190) (-) m/z 57.10 100.00%

%

5000

21.60 21.80 22.00 22.20
m/z 71.10 95.43%

0 295326 368 421 462 502 549
T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110817\
Data File : BM012846.D

Acq On : 09 Nov 2017 10:18

Operator : SJ/JU

Sample - 16096-03 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, 1,2,3-tr... 7.45 83.6 ng/ul 2482660 1 7.80 593922 20.0
Heneicosane 8.02 22.6 ng/ul 669989 1 7.80 593922 20.0
Octane, 2,6-dimet... 8.33 36.7 ng/ul 1089670 1 7.80 593922 20.0
Benzene, 4-ethyl-_._. 8.90 28.2 ng/ul 836737 1 7.80 593922 20.0
unknown-01 9.15 21.1 ng/ul 626308 1 7.80 593922 20.0
Benzene, 1,2,3,4-_.. 9.48 9.6 ng/ul 581994 2 10.59 1219440 20.0
2-Naphthalenol 14.74 31.3 ng/ul 2129350 3 14.44 1361120 20.0
1,2,3,4-Tetrahydr... 16.40 17.6 ng/ul 1166560 4 17.19 1329630 20.0
Tetradecanoic acid 16.60 29.2 ng/ul 1938740 4 17.19 1329630 20.0
Z-7-Hexadecenoic ... 17.99 18.8 ng/ul 1246360 4 17.19 1329630 20.0
n-Hexadecanoic acid 18.12 315.7 ng/ul 20990800 4 17.19 1329630 20.0
Tridecanoic acid 18.58 10.4 ng/ul 692530 4 17.19 1329630 20.0
Octadec-9-enoic acid 19.30 769.7 ng/ul 51167100 5 21.37 1329600 20.0
Octadecanoic acid 19.39 105.3 ng/ul 7003320 5 21.37 1329600 20.0
7-Hexadecyne 19.73 8.7 ng/ul 577550 5 21.37 1329600 20.0
9-Heptadecanone 20.36 9.6 ng/ul 635944 5 21.37 1329600 20.0
unknown-02 20.46 13.0 ng/ul 865487 5 21.37 1329600 20.0
Oleic Acid 21.87 8.5 ng/ul 563853 5 21.37 1329600 20.0
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