LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 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:\svoasrv\HPCHEMI\BNA N\Methods\SOM-EPA-BNO81318MA.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 3.775 129 134 142 rBvY 76689 114264 2.21% 0.208%
2 6.852 650 657 675 rBV 226111 428220 8.29% 0.781%
3 7.005 677 683 691 rBV 610776 977434 18.93% 1.782%
4 7.205 710 717 734 rVB 724256 1202271 23.29% 2.191%
5 7.663 789 795 803 rVB 598635 947863 18.36% 1.728%
6 8.375 909 916 927 rBV 607970 1067202 20.67% 1.945%
7 8.810 983 990 1000 rBV 813746 1408880 27.29% 2.568%
8 9.081 1031 1036 1046 rVB3 57090 109625 2.12% 0.200%
9 9.452 1091 1099 1105 rBV6 25759 67720 1.31% 0.123%
10 9.528 1105 1112 1119 rVvVv 723957 1177415 22.81% 2.146%
11 9.805 1152 1159 1167 rBV9 35527 94257 1.83% 0.172%

12 9.975 1182 1188 1194 rVB3 50657 104945 2.03% 0.191%
13 10.069 1195 1204 1214 rBV 1012595 1896506 36.73% 3.457%
14 10.175 1216 1222 1227 rVB3 73162 148782 2.88% 0.271%
15 10.434 1259 1266 1283 rVB 911014 1660991 32.17% 3.028%

16 10.593 1284 1293 1303 rBV3 168397 326153 6.32% 0.595%
17 10.693 1303 1310 1314 rBV7 43320 101100 1.96% 0.184%
18 11.010 1359 1364 1370 rBV2 62961 103851 2.01% 0.189%
19 11.175 1382 1392 1399 rBV 128882 291366 5.64% 0.531%

20 11.346 1416 1421 1429 rVB9 37702 97909 1.90% 0.178%
21 11.440 1430 1437 1444 rBV7 31675 82866 1.61% 0.151%
22 11.516 1444 1450 1453 rBV5 33938 76302 1.48% 0.139%
23 11.793 1493 1497 1504 rBVS 27303 60895 1.18% 0.111%
24 12.040 1535 1539 1543 rBV5 45164 77659 1.50% 0.142%

25 12.087 1543 1547 1555 rBV3 111492 255396 4_95% 0.466%

26 12.246 1571 1574 1584 rVB5 73283 140533 2.72% 0.256%
27 12.328 1584 1588 1594 rVB6 46554 91566 1.77% 0.167%
28 12.416 1595 1603 1612 rVB7 99244 250412 4._.85% 0.456%
29 12.516 1612 1620 1624 rBVG6 65424 144615 2.80% 0.264%
30 12.569 1624 1629 1634 rBV6 52599 101258 1.96% 0.185%

31 12.628 1634 1639 1645 rVB6 46036 104610 2.03% 0.191%
32 12.698 1647 1651 1656 rVB6 30952 52181 1.01% 0.095%
33 12.757 1658 1661 1665 rBV5 36217 52312 1.01% 0.095%
34 13.110 1716 1721 1725 rBvV4 91637 202114 3.91% 0.368%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 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:\svoasrv\HPCHEM1\BNA_N\Methods\SOM-EPA-BNO81318MA.M
Title = SVOA CALIBRATION
35 13.322 1754 1757 1762 rBV7 49641 70794 1.37% 0.129%

36 13.546 1791 1795 1801 rVVv4 106184 172301 3.34% 0.314%
37 13.710 1818 1823 1829 rBV 1936870 2739846 53.07% 4.994%
38 13.987 1864 1870 1886 rVB 2303100 3592280 69.58% 6.548%
39 14.245 1911 1914 1917 rBV2 77026 103227 2.00% 0.188%
40 14.298 1917 1923 1931 rVV2 1375185 2158460 41.81% 3.934%

41 14.440 1945 1947 1951 rVB4 53537 60277 1.17% 0.110%
42 14.534 1959 1963 1970 rBV 204645 393521 7.62% 0.717%
43 15.292 2086 2092 2099 rBV 2863030 4219863 81.74% 7.692%
44 15.363 2099 2104 2109 rBV2 225018 392650 7.61% 0.716%
45 15.428 2110 2115 2121 rVB 1110901 1533400 29.70% 2.795%

46 15.551 2131 2136 2141 rVB 584168 864486 16.74% 1.576%
47 16.628 2316 2319 2326 rBV5 125407 220719 4.28% 0.402%
48 17.045 2385 2390 2396 rBV 1718589 2452008 47.49% 4._.470%
49 17.145 2402 2407 2415 rVB2 3043009 4458794 86.37% 8.127%
50 17.569 2475 2479 2485 rVB 312064 425266 8.24% 0.775%

51 17.969 2543 2547 2555 rBV 653008 1001444 19.40% 1.825%
52 18.186 2580 2584 2591 rBV 521982 745830 14.45% 1.359%
53 19.251 2763 2765 2773 rVB 327514 418516 8.11% 0.763%
54 19.451 2794 2799 2806 rVB 3566980 5162674 100.00% 9.410%
55 21.245 3100 3104 3112 rVB 2029302 2645483 51.24% 4.822%

56 23.327 3452 3458 3470 rVB 2232567 4397795 85.18% 8.016%
57 23.463 3476 3481 3490 rVB 1125908 2193066 42.48% 3.998%
58 23.980 3565 3569 3577 rVB 223185 418626 8.11% 0.763%

Sum of corrected areas: 54860799
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN081318MA_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN002572.D
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Abundance TIC: BN002572.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 2-Hexanol Concentration Rank 10

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

3.78 2.41 ng/ul 114264 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol 102 C6H140 000626-93-7 72
2 2-Hexanol 102 C6H140 000626-93-7 56
3 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 56
4 2-Hexanol 102 C6H140 000626-93-7 56
5 2-Nonanol 144 C9H200 000628-99-9 56

Abundance Scan 135 (3.781 min): BN002572.D (-129) (-) m/z 45.00 100.00%
45.0
5000
69.0
| 87.0 206.9 3.40 3.60 3.80 4.00 4.20
0 L o B I8 B I ISR A m/z 43.10 24 .84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4407: 2-Hexanol
45.0
5000
3.40 3.60 3.80 4.00 4.20
27.0 69.0 m/z 69.00 18.75%
| 87.0
0 I S W S B I B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #4408: 2-Hexanol
45.0
340 3.60 3.80 400 4.20
5000 m/z 41.00 18.42%
27.0 | 69.0 o,
O e e e e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #4455: 2-Pentanol, 4-methyl- S e S B S e
45.0 3.40 3.60 3.80 4.00 4.20
m/z 39.00 7.78%
5000
69.0
270 | e
o) M— .‘.‘.. ‘.‘..‘. S
m/z--> 2'0 4'0 6|O 8|O 1(')0 150 14'10 1('30 15';0 2(')0 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Furan, 2-ethyl-5-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.18 3.51 ng/ul 291366 Naphthalene-d8 10.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 52
2 trans.trans-3.5-Heptadien-2-one 110 C7H100 018402-90-9 50
3 1.3-Dimethvl-5-trifluoroacetoxvc... 224 C10H15F302 1000216-63-7 42
4 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 42
5 1,7,7-Trimethylbicyclo[2.2_.1]hep... 154 C10H180 010385-78-1 42
Abundance Scan 1393 (11.181 min): BN002572.D (-1382) (-) m/z 95.10 100.00%
95.1
5000 410 55:0 69.1

10.80 11.00 11.20 11.40

1241 1411

O m/z 55.05 45.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5816: Furan, 2-ethyl-5-methyl-
95.0
5000 [Trrr[rrrr[rrrryrrrorrm
10.80 11.00 11.20 11.40
110.0 m/z 69.10 44 _38%
430 67.0 810
Ot e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5858: trans,trans-3,5-Heptadien-2-one
95.0
R o R RN )
67.0 10.80 11.00 11.20 11.40
5000 m/z 41.00 39.06%
41.0 110.0
I 27\ 0 ‘ L ‘\ : 81.0 | 1l
O T B o e e B B e e e L o A o o o o N L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #80474: 1,3-Dimethyl-5-trifluoroacetoxycyclohexane L B o
95.0 10.80 11.00 11.20 11.40
m/z 110.00 28.52%
41.0 69.0
5000 55.0
110.0
o 0, 1} | o | 1250 153016701810
L o o B e e ML an i e i e i e S R e EREE S )
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Ethanone, 1-(1H-pyrazol-4-yl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.09 3.08 ng/ul 255396 Naphthalene-d8 10.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(1lH-pvrazol-4-vI)- 110 C5H6N20 025016-16-4 50
2 4.4-Dimethvl-2-cvclopenten-1-one 110 C7H100 022748-16-9 47
3 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 47
4 4-Methvl-1.3-heptadiene 110 C8H14 017603-57-5 43
5 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 43

Abundance Scan 1548 (12.093 min): BN002572.D (-1543) (-) m/z 95.05 100.00%
94.0
111.1
5000 410 g 69.0
142.1 L B UL LN UL
81.0 1240 154 11,80 12.00 12.20 12.40
o} : : m/z 111.05 59.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5711: Ethanone, 1-(1H-pyrazol-4-yl)-
94.0
5000 R RN SUNILR SN SRR
110.0 11.80 12.00 12.20 12.40
39.0 68.0 m/z 69.00 45_.60%
1802700 || 520 | 10 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5859: 4,4-Dimethyl-2-cyclopenten-1-one
95.0
67.0 | 11.80 12,00 12.20 12.40
5000 110.0 m/z 110.10 44 12%
41.0
27.0
0 ..,1..5.'(.),....,....,....5,:.3:?.,....,...8.,1.'9..,....,....,....,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5980: Cyclohexene, 3,5-dimethyl- B B e
95.0 11.80 12.00 12.20 12.40
m/z 41.05 37.23%
67.0
5000
41.0 55.0 110.0
270 ‘ ‘ 81.0 ‘
0'W””P”M”J“”WA“P”M”MM”WNLP”W””P”W””P”W””P' U NN SUNILR SN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.42 2.32 ng/ul 250412 Acenaphthene-d10 14.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carvenone 152 C10H160 000499-74-1 45
2 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 43
3 Succinic acid. di(3.5-dimethvlcv... 338 C20H3404 1000330-05-9 43
4 Carvenone 152 C10H160 000499-74-1 38
5 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 38
Abundance Scan 1604 (12.422 min): BN002572.D (-1595) (-) m/z 69.00 100.00%
64.0 951
41.0
5000
39 1500 2070 " 12.20 12:40 12.60 12.80 |
0 m/z 55.00 92 .42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25069: Carvenone
110.0
w000 670 1520 50 1740 12060 1280
39.0 m/z 95.10 92 .06%
0 ,....|,|'..-'.“.,.'!-..",'.9.1'.'),..'..,..1?5:"?....,.... RS
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #6010: 1-Methyl-2-methylenecyclohexane
67.0 95.0
" 12:20 12:40 12.60 12.80 |
5000 41.0 m/z 110.05 84 _.25%
0,....,....,....,...|....|....|.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #175359: Succinic acid, di(3,5-dimethylcyclohexyl) ester R mEEEs L
111.0 12.20 12.40 12.60 12.80

m/z 111.05 81.59%
5000 69.0

41.0
L 93| || 12b0 184.0 211.0229.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 20 12. 40 12. 60 12.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 1,2,3,4,4a,5,6,8a-0Octahydro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.36 3.64 ng/ul 392650 Acenaphthene-d10 14.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11.2.3.4.4a.5.6.8a-0ctahvdro-naph... 136 C10H16 031244-58-3 58
2 1-Hvdroxvmethvl-2-methvl-1-cvclo... 126 C8H140 029474-11-1 47
3 2.5-Methano-1H-indene. octahvdro- 136 C10H16 019026-94-9 46
4 Phenol. 3-(dimethvlamino)- 137 C8H11NO 000099-07-0 45
5 Phenol, 3-(dimethylamino)- 137 C8H11NO 000099-07-0 43
Abundance Scan 2103 (15.357 min): BN002572.D (-2099) (-) m/z 136.10 100.00%
13p.1
T JM
5000
L RSN DA SUMI B
15.00 15.20 15.40 15.60
190.1 208.
o 2082 | "m/z 137.10 57.58%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15813: 1,2,3,4,4a,5,6,8a-Octahydro-naphthalene
94.0 136.0
79.0
5000 L BRI B BN B
41.0 121.0 15.00 15.20 15.40 15.60
m/z 81.10 52.71%
04 2 63 min L ||
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11484: 1- Hydroxymethyl 2-methyl-1-cyclohexene
9(:
15.00 15.20 15.40 15.60
5000 o 010 m/z 95.10 49.88%
126.0
Oluu“..‘k“. ‘HH“ ..lul%]."?l.---|----|----|-lll|l"' /\/\/\Nhf\]\\—a\%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15785: 2,5-Methano-1H-indene, octahydro- A BEEEE RS
136.0 15.00 15.20 15.40 15.60
(S m/z 67.00  44.34%
5000
41.0 121.0 thNvﬂf~ﬁﬁv«/\/\/\MvA¢N-—A/4
o280 L Jieso W 0 A L o Beemenstduhanm
mz-> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Benzenesulfonamide, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.55 8.01 ng/ul 864486 Acenaphthene-d10 14.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7H9NO2S 000088-19-7 95
2 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 95
3 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 94
4 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 94
5 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 47
Abundance Scan 2136 (15.551 min): BN002572.D (-2131) (-) m/z 90.00 100.00%
99.0
106.0
5000 65.0
39.0 137.0 171.0 '|'4\ L DN A SUNIL
| 154.0 | 100.9207.0 15.20 15.40 15.60 15.80
0 A e B m/z 91.00 71.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39304: Benzenesulfonamide, 2-methyl-
99.0
106.0
5000 L DA B B SR I
65.0 15.20 15.40 15.60 15.80
39.0 1370 171.0 m/z 106.00 68.91%
: 15ﬁ0
0 B . B e O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39301: Benzenesulfonamide, 2-methyl-
90.0
106.0 L U B DU IUURRE
15.20 15.40 15.60 15.80
5000 m/z 65.00 42 .57%
65.0 171.0
7.0
18.0 39.0 154.0
0"JI”“'H'””II"M"l'ﬁl"l'”al"”l"*W""I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39305: Benzenesulfonamide, 2-methyl- AR BR
90.0 15.20 15.40 15.60 15.80
m/z 89.00 36.35%
106.0
5000
65.0
39.0 171.0
| ‘ ‘ 137.0 1540
0"W'h““whh“fh'mh"lW'h"P"'l'”hl"”I"'W""
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 7 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.57 3.47 ng/ul 425266 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3.5-bis(l.1-dimeth... 250 C15H2203 001421-49-4 98
2 Benzoic acid. 3.5-bis(1l.1-dimeth... 250 C15H2203 001421-49-4 91
3 Benzoic acid. 3.5-bis(1l.1-dimeth... 250 C15H2203 001421-49-4 87
4 6.7.8.9-Tetrahvdro-1.2.3-trimeth... 250 C15H2203 1000242-60-6 64
5 Hexobarbital-2(or 4)-methyl deri... 250 C13H18N203 1000123-51-5 59
Abundance Scan 2479 (17.569 min): BN002572.D (-2475) (-) m/z 235.10 100.00%
235.1
5000 J\\~
. 207.1 USSR .S SE——
S7. 91.0 115.0 175.0 17.20 17.40 17.60 17.80
145.0 : : : :
0 ...,....,'...'.,....,....,.--..':-,..-..,....,...'.,....,.|:..,... 2669 2931 A 560705 2401
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #102349: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy-
235.0
5000 A BN DU SR B
17.20 17.40 17.60 17.80
m/z 236.10 15.59%
5|7 0 910 1150 175.0 | 207.0
S L RS = SN IS SR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #102350: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy-
235.0
17.20 17.40 17.60 17.80
5000 m/z 250.10 14 .59%
207.0
oL 200 570 960 131015301750 | \‘
miz--> 20 45 eb 80 160 120 140 160 1§o 260 250 240 260 280
Abundance #102347: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy-
235.0 17.20 17.40 17.60 17.80
m/z 57.00 12.86%
5000
57.0 207.0
91 0 115.0 175 0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17,20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 8 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.97 8.17 ng/ul 1001440 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2547 (17.969 min): BN002572.D (-2543) (-) m/z 73.00 100.00%

43.1

5000

97.0 : e T
157.1 1851 256.2 17.60 17.80 18.00 18.20

73.0
129.1
213.1

ol 3.1 m/z 43.10 91.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T LANLINLL I B L B L L L B

17. 60 17. 80 18.00 18.20

83.0 -
1570 1g50 2130 256.0 m/z 60.00 89.88%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 R EEE e SRR
17.60 17.80 18.00 18.20
5000 129.0 m/z 55.05 80.63%
0}§RJHUL. ngwﬂwwhwﬂ“”“A“”“”“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid L B o
43.0 730 17.60 17.80 18.00 18.20
m/z 57.05 72.19%
5000 256.0
129.0
97.0
| | ‘ 157.0 185.0
0Ll Pl St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 9 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.19 6.08 ng/ul 745830 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 94
2 Lvcopodan-5-one. 12-hvdroxv-15-m... 263 C16H25N02 006900-92-1 92
3 2.2-Bisl4"-cvanooxvphenvllpropane 278 C17H14N202 1000322-13-3 72
4 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 70
5 Ethanone, [1-(2,5-diphenyl-2H-1,... 263 C16H13N30 322647-34-7 52
Abundance Scan 2585 (18.192 min): BN002572.D (-2580) (-) m/z 263.15 100.00%
268.1
5000
57.1
91.0 115.0 14|7'0 1851 2191 17.80 18.00 18.20 18.40 18.60
Obrrrrpb i b e s b 92 L L0 Tm/z 57.10 0 29.68%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126026: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 LR UM SRR UL R
17.80 18.00 18.20 18.40 18.60
570 m/z 278.15 22 .37%
Jsag, | 770 1100 1470 qg50 2190
mz> 40 60 80 100 130 150 1% 150 200 220 250 2% 250
Abundance #113197: Lycopodan-5-one, 12-hydroxy-15-methyl-, (15R)-
190.0 263.0
1230 1520 17.80 18.00 18.20 18.40 18.60
5000 m/z 264.10 18.46%
o S| M-
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125959: 2,2-Bis[4'-cyanooxyphenyl]propane
263.0 17.80 18.00 18.20 18.40 18.60
m/z 147.00 14 .26%
oL 3200 760 1020 Mﬁ‘ 1910 2210 ‘
m/z--> 40 6|0 80 100 12'0 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 10 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.25 3.16 ng/ul 418516 Chrysene-di12 21.25
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2765 (19.251 min): BN002572.D (-2763) (-) m/z 73.00 100.00%

431 730

5000

-

241.2

185.1

284.2 326.9354.6 19.00 19.20 19.40 19.60

0! T m/z 43.10 96.83%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

~
W
o

5000

19.00 19,20 19.40 19.60
m/z 60.00 83.55%

04
m/z--> 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43.0 30
T T T
19.00 19.20 19.40 19.60
5000 m/z 57.10 81.03%
129.0 284.0
1 185.0 241.0
0 150‘ L ‘ 1] H (R wll 157 O ‘ l2130\ l L
m/z--> 50 0 150 200 250 300 350
Abundance #131258: Octadecanoic acid R RERREES RS
43.0 73.0 19.00 19.20 19.40 19.60
m/z 41.00 61.00%
5000 129.0
| HP ? 1570 \ 213.0 | ‘
ol15.0, VI N - U S —
m/z--> 50 100 150 200 250 300 350 19.00 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN083118\
Data File : BN002572.D

Aca On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample : J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.98 3.82 ng/ul 418626 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3569 (23.980 min): BN002572.D (-3565) (-) m/z 57.05 100.00%

571.0

:

5000
9.0 23.60 23.80 24.00 24.20
1411 200.0 282.1 ; : . ;
ob bbb 20 2000 2821s61371ta1s1 5041 mTtoT 6T g oy
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164578: Tricosane
5000 LA B L L L L L LB L BB}

23!60 23.I80 24.IOO 24.I20
m/z 43.10 59.19%

324.0

04
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane

%

23.60 23.80 24.00 24.20
m/z 85.10 46.64%

5000
9.0
o 141.0183.0225.0 282.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129493: Eicosane B B i S T
23.60 23.80 24.00 24.20
m/z 55.00 24 .57%
5000 WMW“V/\A,W
90 282.0

’ T I T I
m/z--> 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN083118\
Data File : BN002572.D

Acq On : 31 Aug 2018 22:10

Operator : JU/SJ

Sample - J4665-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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]
2-Hexanol 3.78 2.4 ng/ul 114264 1 7.66 947863 20.0
Furan, 2-ethyl-5-_.. 11.18 3.5 ng/ul 291366 2 10.43 1660990 20.0
Ethanone, 1-(1H-p... 12.09 3.1 ng/ul 255396 2 10.43 1660990 20.0
unknown-01 12.42 2.3 ng/ul 250412 3 14.30 2158460 20.0
1,2,3,4,4a,5,6,8a... 15.36 3.6 ng/ul 392650 3 14.30 2158460 20.0
Benzenesulfonamid... 15.55 8.0 ng/ul 864486 3 14.30 2158460 20.0
Benzoic acid, 3,5... 17.57 3.5 ng/ul 425266 4 17.05 2452010 20.0
n-Hexadecanoic acid 17.97 8.2 ng/ul 1001440 4 17.05 2452010 20.0
3,5-di-tert-Butyl... 18.19 6.1 ng/ul 745830 4 17.05 2452010 20.0
Octadecanoic acid 19.25 3.2 ng/ul 418516 5 21.25 2645480 20.0
(DEL) Alkane: Str... 23.98 3.8 ng/ul 418626 6 23.47 2193070 20.0
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