LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 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-BM032818MA .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 4.005 65 71 81 rvB 443403 656449 5.71% 0.450%
2 4.299 115 121 129 rvVB 300961 439972 3.82% 0.302%
3 4.857 211 216 221 rBV 332455 495061 4 _.30% 0.339%
4 5.399 302 308 312 rBV 76770 125354 1.09% 0.086%
5 5.593 336 341 345 rBV 110112 162552 1.41% 0.111%
6 5.646 345 350 363 rVB 275413 494212 4 _.30% 0.339%
7 5.940 395 400 409 rVB 140905 217205 1.89% 0.149%
8 6.581 504 509 513 rBV 118279 202033 1.76% 0.139%
9 6.622 513 516 525 rVB 111464 168453 1.46% 0.115%
10 7.004 575 581 585 rBV 105875 162245 1.41% 0.111%

11 7.416 645 651 661 rVB5 35787 123991 1.08% 0.085%
12 7.557 668 675 686 rvB 133081 255677 2.22% 0.175%
13 7.687 690 697 703 rBvV 487162 817325 7.10% 0.560%
14 7.869 721 728 740 rBV 1583168 2615292 22.73% 1.793%
15 8.087 757 765 775 rBV 1718063 2896001 25.17% 1.985%

16 8.569 840 847 853 rBV 1653729 2713207 23.58% 1.860%
17 9.263 959 965 975 rVvVB 1396125 2360406 20.52% 1.618%
18 9.581 1012 1019 1027 rBV 158462 321640 2.80% 0.221%
19 9.687 1027 1037 1041 rBV6 67502 197552 1.72% 0.135%
20 9.751 1041 1048 1055 rBV 2050619 3530088 30.68% 2.420%

21 10.269 1129 1136 1141 rBV5 65197 175485 1.53% 0.120%
22 10.381 1148 1155 1165 rVB4 221984 532901 4.63% 0.365%
23 10.481 1165 1172 1187 rVB 1630737 2940351 25.56% 2.016%
24 10.622 1187 1196 1199 rBV7 44847 123149 1.07% 0.084%
25 11.016 1256 1263 1270 rBV 2456327 4234852 36.81% 2.903%

26 11.086 1270 1275 1282 rVBS8 74657 189642 1.65% 0.130%
27 11.216 1289 1297 1301 rBV4 229462 508341 4.42% 0.349%
28 11.286 1301 1309 1320 rVB6 311827 1039441 9.03% 0.713%
29 11.416 1320 1331 1343 rVB 2380134 4386840 38.13% 3.007%
30 11.533 1343 1351 1356 rBv4 403321 902888 7.85% 0.619%

31 11.592 1356 1361 1366 rVB6 77664 160009 1.39% 0.110%
32 11.763 1384 1390 1395 rBV2 310213 597647 5.19% 0.410%
33 11.822 1395 1400 1406 rVB3 225876 419831 3.65% 0.288%
34 11.969 1420 1425 1431 rVB5 57189 133525 1.16% 0.092%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Method
Title

35 12.104 1440 1448 1454 rBV6 169164 414087 3.60% 0.284%

36 12.222 1454 1468 1477 rBV7 136043 529084 4.60% 0.363%
37 12.422 1495 1502 1512 rVB 588590 1186901 10.32% 0.814%
38 12.522 1515 1519 1524 rBVG6 66761 117843 1.02% 0.081%
39 12.580 1524 1529 1533 rVB7 70152 118019 1.03% 0.081%
40 13.033 1602 1606 1611 rVBS5 124376 198509 1.73% 0.136%

41 13.104 1611 1618 1629 rVBS5 347283 764353 6.64% 0.524%
42 13.222 1630 1638 1643 rBV4 414308 1040435 9.04% 0.713%
43 13.275 1643 1647 1651 rVB3 167852 267151 2.32% 0.183%
44 13.439 1670 1675 1679 rBV3 225200 485830 4.22% 0.333%
45 13.651 1706 1711 1713 rBV2 193658 352238 3.06% 0.241%

46 13.910 1751 1755 1760 rVB 230528 332584 2.89% 0.228%
47 13.963 1760 1764 1767 rBV3 168803 270191 2.35% 0.185%
48 14.004 1767 1771 1775 rVV 288846 386008 3.36% 0.265%
49 14.139 1787 1794 1805 rVB2 582812 1372868 11.93% 0.941%
50 14.351 1825 1830 1833 rBV4 161355 280023 2.43% 0.192%

51 14.557 1859 1865 1872 rBV 4873068 8491788 73.81% 5.822%
52 14.621 1872 1876 1884 rVB2 1392289 2325185 20.21% 1.594%
53 14.774 1898 1902 1907 rVB3 202565 314257 2.73% 0.215%
54 14.869 1909 1918 1926 rVV 5316952 8570490 74.49% 5.876%
55 14.939 1927 1930 1941 rVB3 290535 630031 5.48% 0.432%

56 15.080 1946 1954 1959 rBV 531705 908042 7.89% 0.623%
57 15.169 1961 1969 1977 rBV2 3396829 5587660 48.57% 3.831%
58 15.321 1989 1995 2001 rBV3 818039 1328630 11.55% 0.911%
59 15.380 2001 2005 2014 rVB3 294651 675407 5.87% 0.463%
60 15.463 2016 2019 2022 rBV3 111878 160437 1.39% 0.110%

61 15.610 2040 2044 2049 rBv4 223961 447361 3.89% 0.307%
62 15.668 2050 2054 2056 rVv2 323421 460376 4._00% 0.316%
63 15.716 2056 2062 2077 rVV2 2516857 5521762 47.99% 3.786%
64 15.833 2078 2082 2087 rVB2 314256 458884 3.99% 0.315%
65 16.063 2117 2121 2127 rVB 438820 659912 5.74% 0.452%

66 16.145 2129 2135 2141 rVV 6473280 9523779 82.78% 6.529%
67 16.239 2145 2151 2156 rVB 2213763 3188648 27.71% 2.186%
68 16.515 2195 2198 2207 rVB6 204257 440818 3.83% 0.302%
69 16.610 2210 2214 2217 rBV 537702 883041 7.68% 0.605%
70 16.945 2268 2271 2275 rVB 281695 373863 3.25% 0.256%

71 17.880 2424 2430 2436 rVB 4221369 6247893 54.30% 4.283%

SOM-EPA-BM032818MA.M Wed Apr 18 18:32:26 2018 Page: 2



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 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-BM032818MA_M
SVOA CALIBRATION

Method :
Title :
72 17.974 2441 2446 2453 rVB 6814998 9891066 85.97% 6.781%
73 18.709 2568 2571 2579 rBvV2 390587 502700 4_.37% 0.345%
74 19.945 2778 2781 2787 rBV 395479 494193 4 _.30% 0.339%
75 20.209 2821 2826 2833 rVB 8412030 11505331 100.00% 7.888%

76 21.962 3119 3124 3131 rVB 5303814 6964638 60.53% 4._.775%
77 24.315 3516 3524 3534 rVB2 4570224 9882805 85.90% 6.775%
78 24.474 3544 3551 3563 rVB2 2832781 6009405 52.23% 4.120%

Sum of corrected areas: 145864143
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM014715.D

8000000

6000000

4000000

11.02 11.42

2000000

0! PP AN o fo L) A 5 m A o A\ aa y AN
Time--> 400 450 5.00 5.50 6.00 6.50 7.00 750 8.00 8.0 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: BM014715.D

20121
8000000 17.97
16.14
6000000 14.87
14.56

17.48

4000000

2000000

L

e e T o T e T L I e e L S
Time--> 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM014715.D
8000000

21.96

6000000 2431
4000000 24.47
2000000

_ . .

L

Time--> 21 00 2150 22.00 2250 23.00 23.50 24.00 2450 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\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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-Pentanol, 2-methyl- Concentration Rank 5

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

4.00 4.84 ng/ul 656449 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 83
2 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 78
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 78
4 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 74
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 72

Abundance Scan 70 (3.999 min): BM014715.D (-65) (-) m/z 59.10 100.00%
5p
5000
45
|” T 380 400 420 4.40
il AL 9888208 n/z 45.05  29.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4447: 2-Pentanol, 2-methyl-
59
5000 45
87 3.80 4.00 4.20 4.40
31 m/z 43.05 25.80%
T '}?I'hm ij"‘w '7}'|'W '9§"' 5 SN S BRI L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
380 400 420 4.40
5000 m/z 41.05 23.47%
87
41
27
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8359: 3-Hexanol, 4-methyl-
59 3.80 4.00 4.20 4.40
m/z 87.10 21.47%
5000 /\\
31 45
87
}?I""I""I'aq'l j"??"%¥%' R AL S SR S T Ty |'/\'|"
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 3-Pentanol, 3-methyl- Concentration Rank 12

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

4.30 3.24 ng/ul 439972 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 53
2 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 50
3 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 50
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 40
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro2 005267-73-2 37

Abundance Scan 121 (4.299 min): BM014715.D (-115) (-) m/z 73.10 100.00%
7
55 AL
5000
43
‘ 87 - 400 420 440 460
el 28 n/z 55.10 56.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4463: 3-Pentanol, 3-methyl-
73
5000 55
4.00 420 4.40 4.60
a7 m/z 43.05 34.46%
|||||U‘||‘|‘H||l‘lu||‘||l‘|||]|-0|3||||||||||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180 200
Abundance
73
o 400 420 440 460
5000 m/z 45.05 31.65%
43
87
15 20
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4464: 3-Pentanol, 3-methyl-
73 4.00 420 4.40 4.60
m/z 41.05 12.83%
5000 55
‘ 87
'}?PU“'N”"I'”“Ilt”I"'W""P"'I”"I'”'I"”
m/z--> 80 100 120 140 160 180 200 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Cyclopentanol, 1-methyl- Concentration Rank 8

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

4._86 3.65 ng/ul 495061 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 90
2 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 83
3 1.3-Dimethvlcvclopentanol 114 C7H140 019550-46-0 64
4 Oxirane. pentvl- 114 C7H140 005063-65-0 56
5 1-Penten-3-ol, 2-methyl- 100 C6H120 002088-07-5 47

Abundance Scan 216 (4.857 min): BM014715.D (-211) (-) m/z 71.05 100.00%
!
43
58
5000
85 U S R R
4.60 4.80 5.00 5.20
o ol 20 T Th/z 4310 75.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3901: Cyclopentanol, 1-methyl-
71
43 58
5000
4.60 4.80 5.00 5.20
85 m/z 58.10 57 .05%
27
T }?I'MM 'U“"Whl'kl'lmj"}?q" SN DN AL L SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71
43 460 480 500 520
5000 58 m/z 57.10 22.60%
27 85
15 100
miz--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #7554: 1,3-Dimethylcyclopentanol R EARmr R S
43 7 4.60 4.80 5.00 5.20
m/z 41.05 19.13%
58 85
5000
27
99
..1.5|....|....|....l....|..1.1.4|....|....|....|....|.... R ERE SR e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 1,3-Dimethylcyclopentanol Concentration Rank 9

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

5.65 3.64 ng/ul 494212 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvicvclopentanol 114 C7H140 019550-46-0 94
2 4-0Octanone 128 C8H160 000589-63-9 56
3 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 53
4 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 53
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 43

Abundance Scan 351 (5.651 min): BM014715.D (-345) (-) m/z 43.10 100.00%
43 !
58 85
5000
_V_V_V_V—|_|_|_|_|—|_|_|_|_|—r|_|_|_|—|_|_|_"
|| ||| 99 540 5.60 5.80 6.00
S N U1 SN Y NG 0P A — m/z 71.10 99.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7554: 1,3-Dimethylcyclopentanol
43 7
58 85
5000
5.40 560 5.80 6.00
27 m/z 85.10 68.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
>7 1 IR UL SN R
540 560 5.80 6.00
5000 29 85 m/z 58.05 62.58%
128
29 113
wmmmwwwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #48887: Decane, 2,3,7-trimethyl-
43 57 540 560 5.80 6.00
71 m/z 41.10 26 .33%
5000 85
29 97 141
"v"'Fg'hh"“\l"w'jlH"'”L"'|'“'|"m“"“ﬁ%?'w"'w""m"'l U UL AN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-01 Concentration Rank 18

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

9.58 2.37 ng/ul 321640 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allvidimethvlisilane 100 C5H12Si 003937-30-2 38
2 2-Butanol. 2.3-dimethvl-. acetate 144 C8H1602 004806-33-1 32
3 1.3-Dioxolane-2-propanol. 2-methvl- 146 C7H1403 029021-98-5 32
4 2.2-Dimethvlbutanedioic acid 146 C6H1004 000597-43-3 32
5 2,2-Dimethylbutanedioic acid 146 C6H1004 000597-43-3 25

Abundance Scan 1019 (9.581 min): BM014715.D (-1012) (-) m/z 59.10 100.00%
59
43
5000
‘ 100 111 9.20 9.40 9.60 9.80
SN 1 ..-;....,....,....,h!...,....,...1.2,9...1.‘,‘9... m/z 43.10 65.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3652: Allyldimethylsilane
59
5000 LN N L I
2 9.20 9.40 9.60 9.80
72 85 m/z 41.05 62.05%
31 ‘ 100
| IR
mz> 10 20 30 40 50 0 70 8 9 100 110 120 130 140
Abundance
43
920 9.40 9.60 9.80
5000 m/z 87.10 44 .83%
59 69 87 101
15 27 51 129
mmwwmmﬁmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #21962: 1,3-Dioxolane-2-propanol, 2-methyl-
43 9.20 9.40 9.60 9.80
m/z 84.05 42 .10%
5000
84
69
”I""I'”'I""I”"?}"W'"'I'”'I""I”"I""I'”'I"'}?E"I"" RN SR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-02 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.38 2.43 ng/ul 532901 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(1-PropvnvD)cvclohexanol 138 C9H140 000697-37-0 35
2 2-Methvlcvclopropane-1-carboxvli... 114 C6H1002 1000222-09-8 30
3 Cvclopentane. 1l-ethvl-3-methvl- 112 C8H16 003726-47-4 22
4 2-Butenoic acid. 3-methvl-. meth... 114 C6H1002 000924-50-5 22
5 2-Butenoic acid, 3-methyl-, meth... 114 C6H1002 000924-50-5 22
Abundance Scan 1155 (10.381 min): BM014715.D (-1148) (-) m/z 83.10 100.00%
1 5 95
69 114 141
5000
123
131 156 10 00 10. 20 10 40 10. 60

m/z 41.10 91.81%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17552: 1-(1-Propynyl)cyclohexanol
95

5000

6 82 10.00 10.20 10.40 10.60
39 55 67 0o 18 m/z 55.10 91.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55
a3 R R RaEEs )
10.00 10.20 10.40 10.60
5000 29 114 m/z 95.10 90.15%
39
Wmm‘mmmwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6794: Cyclopentane, 1-ethyl-3-methyl-
55 83 10.00 10.20 10.40 10.60
m/z 114 .05 57.10%
5000 4l
70
..,....,...‘l‘,....‘,.‘...,.‘..‘.,...U,....,....,..?.7,....1,1l.2..,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.00 10.20 10.40 10.60

SOM-EPA-BM032818MA_.M Wed Apr 18 18:32:30 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-03 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.22 2.32 ng/ul 508341 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid. 2-methvl-. (BE)- 114 C6H1002 016957-70-3 46
2 1.2-Dimethvlcvclopropanecarboxvl... 114 C6H1002 1000191-14-6 46
3 2-Pentenoic acid. 2-methvl-. (E)- 114 C6H1002 016957-70-3 46
4 2-Pentenoic acid. 2-methvl- 114 C6H1002 003142-72-1 43
5 D-Campholic acid 170 C10H1802 031147-56-5 38
Abundance Scan 1298 (11.222 min): BM014715.D (-1289) (-) m/z 114.10 100.00%
114
69
4l g5 84
5000 95

11.00 11.20 11.40 11.60
457138 168 207 | n/z 69.10  76.54%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7273: 2-Pentenoic acid, 2-methyl-, (E)-
69
41
5000 LA B L L L L L L LB
114 11.00 11.20 11.40 11.60
27 53 m/z 41.10 60.61%
99
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41
69
I S  EAEEE s
11.00 11.20 11.40 11.60
5000 m/z 84.05 55.63%
114
27 53
g5 96
L e o e e o o LAL  o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7275: 2-Pentenoic acid, 2-methyl-, (E)-
41 69 11.00 11.20 11.40 11.60
m/z 55.10 54 .64%
5000 114
27 ‘ 53
99
..1?,.‘:‘..‘;“.‘.w.“‘.h,.‘l“.‘.,ﬁ‘?.M,...‘.,....,....,....,....,.... .
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60

SOM-EPA-BM032818MA_.M Wed Apr 18 18:32:30 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.29 4.74 ng/ul 1039440 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butvne. 3-methvl-3-(1-methvlet... 126 C8H140 053907-63-4 22
2 N-Guanvlproline 157 C6H11N302 1000130-31-0 22
3 Cvclopropane. 1.1-dimethvl-2-(1-... 124 C9H16 074779-84-3 18
4 Cvclopropanecarboxamidine 84 C4H8N2 054070-74-5 18
5 2-Pentenoic acid, 2-methyl- 114 C6H1002 003142-72-1 18
Abundance Scan 1310 (11.292 min): BM014715.D (-1301) (-) m/z 84.10 100.00%
5000
11.00 11.20 11.40 11.60
m/z 55.10 96.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11483: 1-Butyne, 3-methyl-3-(1-methylethoxy)-
69
5000 43 111 '11.00 11.20 11.40 11.60
m/z 70.10 90.87%
T ""I"?%I"" ??--91 T }?$" [rrrr[rrrrprrrrprT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
1l '11.00 11.20 11.40 11.60
5000 m/z 41.10 85.11%
139
83
55 96 129 157
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Cyclopropane, 1,1-dimethyl-2-(1-methyl-2-propenyl)-  EAmEmE RS
4 68 11.00 11.20 11.40 11.60
m/z 67.10 69.62%
5000
27 ‘ 55 81 109
.|....|....|....|...9.5|....:|L2.4:..|....|....|....|.... A REAEE EEE S S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.76 2.72 ng/ul 597647 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 3-methvl- 84 C6H12 000760-20-3 38
2 3-Hexene. (2)- 84 C6H12 007642-09-3 38
3 2-Piperidinemethanol 115 C6H13NO 003433-37-2 38
4 Benzene-D6 84 C6D6 001076-43-3 38
5 Pelletierine 141 C8H15NO 004396-01-4 38
Abundance Scan 1390 (11.763 min): BM014715.D (-1384) (-) m/z 84.10 100.00%
8h
55 &g
5000 41
¥ 141 1140 1160 1180 1200
114 : : : :
2 e 207 m/z 55.10 59.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1477: 1-Pentene, 3-methyl-
55 69
41
5000 27 DAL SUNIUSE UL SR I
84 11.40 11.60 11.80 12.00
m/z 69.10 55.19%
...1.5|....|... |-‘-‘--|----|----|----|----|----|----|----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
41 11.40 11,60 11.80 12,00
5000 a4 m/z 41.10 46.07%
7 69
15
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7806: 2-Piperidinemethanol R B .
84 11.40 11.60 11.80 12.00
m/z 70.10 35.15%
5000 56
28
41
"%?I'MM'“M' ﬂ”léz"l“"'l"%%ﬁ" U NI SR SR SR LN SUNIRA SN B
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-05 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.22 2.41 ng/ul 529084 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3-Trimethvl-cvclopent-2-enec... 138 C9H140 1000190-18-1 45
2 9-Oxabicvclol6.1.01non-6-en-2-one 138 C8H1002 1000211-01-6 42
3 Bicvclol2.2.1Theptane-2-carboxal... 138 C9H140 015780-36-6 38
4 4-Pvrimidinamine. 6-methyl- 109 C5H7N3 003435-28-7 35
5 (CyclopropybD)trivinylsilane 150 C9H14Si 1000109-93-8 35
Abundance Scan 1468 (12.222 min): BM014715.D (-1454) (-) m/z 109.10 100.00%
109

5000

12.00 12.20 12.40 12.60
m/z 55.05 67.07%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17640: 1,2,3-Trimethyl-cyclopent-2-enecarboxaldehyde
1

5000

12,00 12.20 12.40 12.60
m/z 41.10 62.35%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

81 109
39

12.00 12.20 12.40 12.60

5000 2 &7 m/z 81.10 50.87%

95
47 121 138

mmﬂmmmwwwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17646: Bicyclo[2.2.1]heptane-2-carboxaldehyde, 3-methyl-,... BEEmEEEs
1 12.00 12.20 12.40 12.60

m/z 69.10 42 _.32%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12. OO 12 20 12. 40 12.60

SOM-EPA-BM032818MA_.M Wed Apr 18 18:32:32 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 3
R.T. EstConc Area Relative to ISTD R.T.

12.42 5.41 ng/ul 1186900 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2.3-dimethvl- 84 C6H12 000563-78-0 46
2 2-Propen-1-one. l1l-cvclopropvl- 96 C6H80 059819-62-4 30
3 1-Pentene. 3-methvl- 84 C6H12 000760-20-3 27
4 Methacrvlic acid. ethvl ester 114 C6H1002 000097-63-2 25
5 Piperidine, 1-hydroxy-2,2,6,6-te... 156 C9H18NO 069508-02-7 25

Abundance Scan 1502 (12.422 min): BM014715.D (-1495) (-) m/z 84.10 100.00%

27

41 55 69
95

5000

-

156
||| ||| ‘” || I 109,55 138 12.20 12.40 12.60 12.80
e e et Ll m/z 55.05 75.62%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1496: 1-Butene, 2,3-dimethyl-
41 69
5000 LA B L L L L L LB
84 12.20 12.40 12.60 12.80
m/z 41.10 75.38%
27 55
e N —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
27 41 55 69
N S N EREEE
12.20 12.40 12.60 12.80
5000 9% m/z 69.10 73.53%
81
mmmmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1477: 1-Pentene, 3-methyl- N EEE e maEe s L
55 69 12.20 12.40 12.60 12.80
41 m/z 95.10 63.76%
5000
27 84
15 ‘ \M
R S L B aRaasELEAS Loasa L s L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 12 unknown-06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.10 3.48 ng/ul 764353 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Cvclooctadiene. 1.3-dimethvl- 136 C10H16 1000155-79-2 46
2 1l.4-Hexadiene 82 C6H10 000592-45-0 43
3 2-Cvclohexvlcvclohexanol 182 C12H220 006531-86-8 43
4 2.4-Hexadiene., (E.E)- 82 C6H10 005194-51-4 43
5 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 43
Abundance Scan 1617 (13.098 min): BM014715.D (-1611) (-) m/z 82.10 100.00%
2
67
5000 41 95
55
111 123133 12:80 13.00 13.20 13.40
ol lu L) 190168 193 1 o793 700 81.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15776: 1,5-Cyclooctadiene, 1,3-dimethyl-
67 82
5000 39 R AR UL B B
27 12.80 13.00 13.20 13.40
m/ 67.05 77.21Y%
I A N N e i |
| AN [illl M il | ‘
m/z--> 20 40 eb 80 100 150 140 160 180
Abundance
67
2 12:80 13.00 13.20 13.40
5000 82 m/z 95.10 45.74%
27
54
15
mz-> 20 40 60 80 100 120 140 160 180
Abundance #47188: 2-Cyclohexylcyclohexanol R R e
67 82 12.80 13.00 13.20 13.40
- m/z 41.10 43.65%
5000 41
% 164
29 121
108 135
....,.‘.‘..‘i“:.‘.Hl‘,.”l“..‘,a...‘,.‘l‘..,“...‘a,.lf}?.,.‘...,...., R
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 13 1-Naphthalenol, decahydro-,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.22 4.74 ng/ul 1040440 Naphthalene-d8 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenol. decahvdro-. (l.a... 154 C10H180 014759-74-1 76
2 4.7-Methano-1H-indene. octahvdro- 136 C10H16 006004-38-2 58
3 Tricvclol5.2.1.0(4.8)1decane 136 C10H16 042836-61-3 55
4 Tricvclol4.4.0.0(2.8)1decane 136 C10H16 049700-59-6 43
5 3-Dodecyne 166 C12H22 006790-27-8 41

Abundance Scan 1638 (13.222 min): BM014715.D (-1630) (-) m/z 67.10 100.00%

5000
146 168 13.00 13.20 13.40 13.60
m/z 136.05 60.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance #26966: 1-Naphthalenol, decahydro-, (1.alpha.,4a.alpha.,8a...
136
67 94
5000
41 107 121 13.00 13.20 13.40 13.60
m/z 94.10 48.91%
S T - ‘ M- I S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67 95
R s
79 13.00 13.20 13.40 13.60
m/z 41.10 44 _23%
5000 41 121 136
27 53 107
15
WWWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance #15758: Tricyclo[5.2.1.0(4,8)]decane BEEmEEEs
136 13.00 13.20 13.40 13.60
94 m/z 81.10 41 .78%

79

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13. OO 13 20 13. 40 13.60

SOM-EPA-BM032818MA_.M Wed Apr 18 18:32:33 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 14 unknown-07 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.14 4.91 ng/ul 1372870 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. fluoro- 96 C6H5F 000462-06-6 49
2 1.3-Pentadiene. 2.4-dimethvl- 96 C7H12 001000-86-8 47
3 1H-Imidazole. l1l-ethvl- 96 C5H8N2 007098-07-9 47
4 Benzene. Ffluoro- 96 C6H5F 000462-06-6 47
5 5-Hydroxypyrimidine 96 C4H4N20 026456-59-7 47
Abundance Scan 1794 (14.139 min): BM014715.D (-1787) (-) m/z 96.10 100.00%
96
81
5000
67
41 55 | T T T T T[T T T T T T T T [ TT1TTT
108 123 146 168 13.80 14.00 14.20 14.40
| .|| L '| AL A3, 8 182198 207 | Ty 81,10 59. 954
m/z--> 20 40 o 100 120 140 160 180 200
Abundance #2788. Benzene, fluoro-
96
5000 U LA B AR
70 13. 80 14. oo 14.20 14.40
50 m/z 67.10 33.28%
...|.2§..3|9....|..8|1...|....|....l....l....l....l....
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
81
% AU SR U
13.80 14.00 14.20 14.40
5000 39 m/z 73.05 27 .35%
27 53
15 67
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2754: 1H-Imidazole, 1-ethyl- L DAL BN L LR
96 13.80 14.00 14.20 14.40
m/z 41.10 21.61%
5000 81
"|"|"“|"'w"'w'"|”"|'”'|"”|"'w"" AU SR U
m/z--> 20 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 15 unknown-08 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.62 8.32 ng/ul 2325190 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Pentadiene. 2.4-dimethvl- 96 C7H12 001000-87-9 38
2 2.4-Hexadiene. 2-methvl- 96 C7H12 028823-41-8 35
3 1l.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 35
4 1.3-Pentadiene. 2.3-dimethvl- 96 C7H12 001113-56-0 35
5 4H-1,3-Benzodioxin-4-one, hexahy... 170 C9H1403 124899-15-6 30

Abundance Scan 1876 (14.621 min): BM014715.D (-1872) (-) m/z 81.10 100.00%

5000

L

14.40 14.60 14,80 15.00
01 m/z 96.10 69.28%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2917: 2,3-Pentadiene, 2,4-dimethyl-
81
96
39 53

5000 B e ]
14. 40 14 60 14. 80 15. 00

21 67 m/z 108.10  65.48%

15
S T —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

81

14.40 14 60 14. 80 15.00

5000 a1 9% m/z 79.10 48.42%
27 53 67
T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2900: 1,4-Hexadiene, 4-methyl- T
81 14. 40 14 60 14. 80 15. 00

m/z 41.10 47 .71%

5000 39 o6
27 53 67
. .1.5| .“.‘ !

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\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 16 4-Isopropylphenylacetic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.94 2.26 ng/ul 630031 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-I1sopropvilphenvlacetic acid 178 C11H1402 004476-28-2 74
2 Propofol 178 C12H180 002078-54-8 59
3 Benzene. 1-(1.1-dimethvlethvI)-4___. 178 C12H180 003395-87-7 59
4 Pronofol 178 C12H180 002078-54-8 58
5 Propofol 178 C12H180 002078-54-8 53
Abundance Scan 1930 (14.939 min): BM014715.D (-1927) (-) m/z 163.10 100.00%
163
5000
178
41 1 T s | 14.60 14.80 15.00 15.20
63 : : - -
...,....l,'..'.-.,'.'...',...-.,':'..|.|,..3.h.,...., | AR Bl Thn/z 178.10  27.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43770: 4-1sopropylphenylacetic acid
117 163

5000
178 14.60 14.80 15.00 15.20

m/z 117 .05 24 .31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
163
e B EA e
14.60 14.80 15.00 15.20
5000 m/z 91.10 22 .69%
o 117 178
41 63’7 135149
wmrmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44060: Benzene, 1-(1,1-dimethylethyl)-4-(methoxymethyl)- e o A REREE R
45 163 14.60 14.80 15.00 15.20
m/z 119.10 18.83%
5000
91 121 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 17 Mesitylacetic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.08 3.25 ng/ul 908042 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlacetic acid 178 C11H1402 004408-60-0 93
2 Benzene. 1.3.5-trimethvl-2-propvl- 162 C12H18 004810-04-2 81
3 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 72
4 Benzene. 2.4-dimethvl-1-(l-methv... 148 C11H16 004706-89-2 64
5 Benzene, 2-(chloromethyl)-1,3,5-... 168 C10H13ClI 001585-16-6 64
Abundance Scan 1954 (15.080 min): BM014715.D (-1946) (-) m/z 133.05 100.00%
133
5000
o1 178
105117
39 51 65 77 14.80 15.00 15.20 15.40
0 47 64 | 195208 m/z 178.10 23.82%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #43734: Mesitylacetic acid
133
5000
14.80 15.00 15.20 15.40
. 178 m/z 91.10 14.84%
51
457 TS 6 u..k.f?ﬁ.u*..lt,...%?Q...,....,...
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
133
14,80 15.00 15.20 15.40
5000 m/z 117.10 13.14%

162
27 41 53 g5 77 91 105117 145

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #22764: 3,4-Dimethylcumene A BRR R e

133 14.80 15.00 15.20 15.40

m/z 105.10 12.08%
5000
148
91 105
41 77 117

S .V Y M A S () Qi o A

m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 19 unknown-09 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.72 19.76 ng/ul 5521760 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thianaphthene-3-acetic acid 192 C10H802S 001131-09-5 46
2 1l-Hvdroxvinden-3-one-1-carboxvli... 192 C10H804 1000215-33-8 46
3 (Benzo(b)thien-6-vDacetic acid 192 C10H802S 006177-87-3 43
4 1H-Indazol-5-amine. 3-methvl- 147 C8HON3 1000338-20-2 43
5 Benzoic acid, 4-propyl-, 4-cyano... 283 C17H14FNO2 086776-51-4 43
Abundance Scan 2063 (15.721 min): BM014715.D (-2056) (-) m/z 147.10 100.00%
147
5000
91 117 163 192 S . N
63 | 15.40 15.60 15.80 16.00
0 ...,....','..-..,.'...'--,..~..,'.h..|.|",.1.:?1.,.!-..,....,...-.,.2.19,.... Bl Tm/z 163.10 26.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54135: Thianaphthene-3-acetic acid
147
5000
192 15.40 15.60 15.80 16.00
45 m/z 91.10 26.72%
14 28 1T 6‘9\ 89 1(\\)3 121 ‘\ )
m/z--> 20 46 60 80 100 150 150 160 180 200 220 240 260 280
Abundance
147
15.40 15.60 15.80 16.00
5000 m/z 192.10 26.32%
129
5 65 101 192
wwmmmwwwmwﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54137: (Benzo(b)thien-6-yl)acetic acid
147 15.40 15.60 15.80 16.00
m/z 117.10 23.42%
5000 192
TTT[TTTT |||| |||| LIS I I B —v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—r
m/z--> 20 40 60 86 160 150 150 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 20 3-Pentenoic acid, 4-phenyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.06 2.36 ng/ul 659912 Acenaphthene-d10 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 86
2 Propanedinitrile. (2.3-dihvdro-1... 196 C13H12N2 069564-96-1 80
3 Methanethioate(dimethvlamino). (... 235 C13H17NOS 1000197-43-0 78
4 2-Butene. 3-chloro-1-phenvl-. (2)- 166 C10H11ClI 016608-68-7 72
5 3-Chlorotricyclo[5.2.1.0(4,8)]de... 166 C10H11CI 074876-43-0 72
Abundance Scan 2121 (16.063 min): BM014715.D (-2117) (-) m/z 131.10 100.00%
131
e /\/\J\—/\\/Jk’/\\/\/\
T 1o 15,80 16.00 16,20 16.40
51 - - - -
o 21309l ,15.~8.I. 97221 281 3% sz 91.10  23.36%
m/z--> 50 100 150 200 250 300 350
Abundance #42329: 3-Pentenoic acid, 4-phenyl-
131
176 IS i
5000 9 15.80 16.00 16.20 16.40
m/z 176.10 18.58%
51
..‘.“l“.“...i.”‘.“l.15.8.‘..........l....l.
m/z--> 50 100 150 200 250 300 350
Abundance
131
15,80 16.00 16,20 16.40
5000 m/z 115.10 18.46%
91
27 Sl 74 114 ;| 153170 196
m/z--> 50 100 150 200 250 300 350
Abundance #89808: Methanethioate(dimethylamino), (1-methyl-3-phenyl-... B A ma e
131 15.80 16.00 16.20 16.40
m/z 129.05 17.64%
5000 7?2
91
42
L \‘I J L 1d 111i4 1\ 163 202 23‘5
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041718\
Data File : BM014715.D

Aca On : 17 Apr 2018 10:12

Operator : SJ/JU

Sample : J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM032818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 21 Benzoic acid, 4-(1,1-dimeth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.61 2.83 ng/ul 883041 Phenanthrene-d10 17.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-(1.1-dimethvleth... 204 C13H1602 015484-80-7 53
1-(4-Hvdroxvphenvl)cvclopentanec. .. 206 C12H1403 091496-64-9 52
3 (5-Methvlbenzo(b)thien-3-vacet... 206 C11H1002S 001735-12-2 50
4 2.4-Ouinolinediol 161 C9H7NO2 000086-95-3 50
5 Benzeneethanal, 4-[1,1-dimethyle... 176 C12H160 109347-45-7 47
Abundance Scan 2214 (16.610 min): BM014715.D (-2210) (-) m/z 161.10 100.00%
161
5000 HA-\_ANN——\ﬂ}\\_ﬁﬂ\/\fJxAv
41 57 77 QF 1T7 145 2 6.20 16.40 16.60 16.80 17.00
131 190 16.20 16.40 16.60 16.80 17
0...,....',l'.'.'.'.ll'.'...I"l..'.. |.|| |"."..,.':..||:.:.I'??..'..|.|'...2?9.. m/z 91.10 27 _56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64160: Benzoic acid, 4-(1,1-dimethylethyl)-, ethenyl ester
161
5000 U A PR SRR B
1620 16.40 16.60 16.80 17.00
s m/z 117.10 26 .39%
91 105 118
B VR il il N o -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
161
107 16.20 16.40 16.60 16.80 17.00
5000 m/z 206.10 19.79%
41
67 206
55 79 Ot 119131 155 | 445
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65614: (5-Methylbenzo(b)thien-3-yl)acetic acid L B
161 16.20 16.40 16.60 16.80 17.00
m/z 163.10 16.88%
5000
18 45 5g 69 80 91102 °128 147 | 175188 |
m/z--> 20 40 60 80 100 @ 140 160 180 200 220 16,20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041718\
Data File : BM014715.D

Acq On 17 Apr 2018 10:12

Operator : SJ/JU

Sample - J2313-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032818MA_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-Pentanol, 2-met... 4.00 4.8 ng/ul 656449 1 8.57 2713210 20.0
3-Pentanol, 3-met... 4.30 3.2 ng/ul 439972 1 8.57 2713210 20.0
Cyclopentanol, 1-... 4.86 3.6 ng/ul 495061 1 8.57 2713210 20.0
1,3-Dimethylcyclo. .. 5.65 3.6 ng/ul 494212 1 8.57 2713210 20.0
unknown-01 9.58 2.4 ng/ul 321640 1 8.57 2713210 20.0
unknown-02 10.38 2.4 ng/ul 532901 2 11.42 4386840 20.0
unknown-03 11.22 2.3 ng/ul 508341 2 11.42 4386840 20.0
unknown-04 11.29 4.7 ng/ul 1039440 2 11.42 4386840 20.0
(DEL) Alkane: Str... 11.76 2.7 ng/ul 597647 2 11.42 4386840 20.0
unknown-05 12.22 2.4 ng/ul 529084 2 11.42 4386840 20.0
(DEL) Alkane: Str... 12.42 5.4 ng/ul 1186900 2 11.42 4386840 20.0
unknown-06 13.10 3.5 ng/ul 764353 2 11.42 4386840 20.0
1-Naphthalenol, d... 13.22 4.7 ng/ul 1040440 2 11.42 4386840 20.0
unknown-07 14.14 4.9 ng/ul 1372870 3 15.17 5587660 20.0
unknown-08 14.62 8.3 ng/ul 2325190 3 15.17 5587660 20.0
4-1sopropylphenyl... 14.94 2.3 ng/ul 630031 3 15.17 5587660 20.0
Mesitylacetic acid 15.08 3.3 ng/ul 908042 3 15.17 5587660 20.0
unknown-09 15.72 19.8 ng/ul 5521760 3 15.17 5587660 20.0
3-Pentenoic acid,... 16.06 2.4 ng/ul 659912 3 15.17 5587660 20.0
Benzoic acid, 4-(... 16.61 2.8 ng/ul 883041 4 17.88 6247890 20.0
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