LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Title : SVOA CALIBRATION

Signal : TIC: BM@27529.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.063 9 13 21 rVB 145651 197571 2.01% 0.266%
2 5.157 359 369 382 rBV 6513249 9838840 100.00% 13.253%
3 5.545 430 435 444 rVB2 98805 144328 1.47% 0.194%
4 6.116 523 532 536 rBV3 77761 117964 1.20% 0.159%
5 6.316 556 566 575 rBV 2468853 3606804 36.66% 4.858%
6 6.487 587 595 599 rBV 112349 190914 1.94% 0.257%
7 6.798 639 648 657 rVW 184469 322800 3.28% 0.435%
8 6.951 668 674 685 rBv2 197063 431407 4.38% 0.581%
9 7.145 700 707 713 rBV 265175 427204 4.34% 0.575%
10 7.234 719 722 728 rVB 113226 164524 1.67% 0.222%
11 7.339 728 740 749 rBV2 372968 716221  7.28% 0.965%
12 7.422 749 754 758 rW 129630 203627 2.07% 0.274%
13 7.522 764 771 776 rW 244248 382494 3.89% 0.515%
14 7.810 811 820 824 rBV 432620 759995  7.72% 1.024%
15 7.845 824 826 835 rVV2 124807 174145 1.77%  0.235%
16 8.016 849 855 863 rVW 233189 362555 3.68% 0.488%
17 8.181 875 883 890 rVvB2 118210 280495 2.85% 0.378%
18 8.504 933 938 947 rVB 315653 510685 5.19% 0.688%
19 8.722 967 975 979 rW 78647 128956 1.31% 0.174%
20 8.804 979 989 995 rVVW5 78848 196882 2.00% 0.265%
21 8.910 1001 1007 1011 rBvV2 163342 284857 2.90%  0.384%
22 8.957 1011 1015 1024 rW 381925 667554 6.78% 0.899%
23 9.039 1024 1029 1040 rVB5 120991 257472 2.62% 0.347%
24  9.433 1086 1096 1101 rVB2 98253 211028 2.14% 0.284%
25 9.675 1131 1137 1143 rBV 326484 560366 5.70% 0.755%

26 9.851 1162 1167 1183 rVB6 83360 216598
27 10.010 1183 1194 1202 rBV5 209225 504600 5.13%
28 10.216 1222 1229 1237 rBV 643509 1090343 11.08%
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29 10.333 1237 1249 1257 rBV4 144064 395583  4.02% 533%
30 10.410 1257 1262 1266 rBV2 117467 163288 1.66% 220%
31 10.598 1287 1294 1299 rBV 544160 910591 9.26% 1.227%
32 11.004 1359 1363 1370 rVB2 67027 112418 1.14% 0.151%
33 11.180 1388 1393 1403 rBV3 94127 176369 1.79% 0.238%
34 11.610 1460 1466 1474 rVB4 68083 151602 1.54%  ©.204%
35 11.722 1478 1485 1490 rVB2 54872 113192 1.15% ©.152%

36 11.792 1490 1497 1505 rBV9 59286 183890 1.87% 0.248%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Title : SVOA CALIBRATION
37 11.939 1513 1522 1529 rBV 1216331 2141229 21.76%  2.884%
38 12.421 1597 1604 1609 rBV5 72341 194887 1.98% ©0.263%
39 12.474 1609 1613 1618 rVB 75708 121307 1.23% 0.163%
40 12.698 1643 1651 1656 rBvV2 83949 160706 1.63% 0.216%
41 12.851 1671 1677 1685 rVvB4 72831 133869 1.36% ©.180%
42 12.927 1685 1690 1694 rBV2 77632 129073 1.31% 0.174%
43 12.974 1694 1698 1703 rVV 439374 586734 5.96% 0.790%
44 13.021 1703 1706 1712 rVB3 73179 115922 1.18% ©.156%
45 13.086 1712 1717 1724 rVB2 81297 118582 1.21% ©.160%
46 13.498 1780 1787 1794 rBV2 239156 398340 4.05% ©.537%
47 13.563 1794 1798 1803 rBV2 89689 164510 1.67% ©.222%
48 13.851 1841 1847 1860 rVvv2 1299892 2308673 23.46%  3.110%
49 13.980 1866 1869 1876 rBV 146392 198436 2.02% 0.267%
50 14.133 1889 1895 1902 rVB 1344167 1917217 19.49%  2.583%
51 14.221 1904 1910 1913 rBV 309222 450852 4.58% 0.607%
52 14.439 1940 1947 1951 rVV 1107909 1690232 17.18%  2.277%
53 14.480 1951 1954 1962 rVB 500429 708864 7.20%  0.955%
54 14.633 1975 1980 1988 rVB3 107586 207927 2.11% ©.280%
55 14.786 2002 2006 2009 rBV 130374 185193 1.88% ©.249%
56 15.186 2070 2074 2084 rBV 275121 413669 4.20% ©.557%
57 15.339 2095 2100 2106 rBv4 116132 191263 1.94% ©.258%
58 15.433 2110 2116 2124 rVV 1753557 2526398 25.68%  3.403%
59 15.539 2129 2134 2143 rVV 429161 676522 6.88% 0.911%
60 15.698 2153 2161 2176 rVB2 1014101 1684418 17.12%  2.269%
61 15.945 2197 2203 2208 rBV2 360933 619305 6.29% 0.834%
62 16.121 2226 2233 2238 rVV 596536 1060758 10.78%  1.429%
63 16.174 2238 2242 2251 rVB3 163847 321748 3.27% 0.433%
64 16.457 2286 2290 2292 rBV2 178575 238035 2.42% ©0.321%
65 16.492 2292 2296 2301 rVB 318936 439551 4.47% 0.592%
66 16.651 2319 2323 2328 rBV 86717 121600 1.24% 0.164%
67 17.145 2402 2407 2410 rVV 801471 1103548 11.22%  1.486%
68 17.180 2410 2413 2421 rVB 1241207 1777043 18.06%  2.394%
69 17.280 2424 2430 2436 rBV 2006454 2802546 28.48% 3.775%
70 17.356 2439 2443 2449 rVB2 201362 242259 2.46% 0.326%
71 17.427 2451 2455 2465 rVB8 80019 152977 1.55% ©.206%
72 17.798 2514 2518 2522 rBV = 111299 153909 1.56% 0.207%
73 17.856 2522 2528 2533 rVV 455188 673731 6.85% ©.908%
74 17.909 2533 2537 2551 rVB 152668 276740 2.81% ©.373%
75 18.086 2563 2567 2572 rBV 166506 245984  2.50% ©.331%

76 18.151 2573 2578 2584 rVWV 541314 762604  7.75% 1.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M

Title : SVOA CALIBRATION

77 18.221 2585 2590 2597 rVB 732001 1016674 10.33% 1.369%
78 18.321 2602 2607 2610 rVV 649531 943112 9.59% 1.270%
79 18.374 2610 2616 2622 rVB 1134239 1992047 20.25%  2.683%
80 18.909 2702 2707 2717 rVB2 253795 383575 3.90% ©.517%
81 19.045 2727 2730 2732 rVV 152650 181087 1.84% ©.244%
82 19.080 2732 2736 2739 rVV 254050 324337 3.30% 0.437%
83 19.180 2749 2753 2763 rVB3 272488 462835 4.70% 0.623%
84 19.297 2768 2773 2778 rBv4 112785 221678 2.25% ©.299%
85 19.568 2814 2819 2824 rBV 2140688 2947906 29.96%  3.971%
86 19.621 2824 2828 2838 rVB 1819436 2333086 23.71% 3.143%
87 19.792 2853 2857 2860 rBV 181985 229743 2.34%  ©.309%
88 19.868 2866 2870 2881 rVB 205332 333888 3.39% 0.450%
89 19.980 2885 2889 2893 rVV 254125 327505 3.33% 0.441%
90 20.021 2893 2896 2902 rVV 374247 466504 4.74% 0.628%
91 20.074 2902 2905 2907 rVV2 99715 125091 1.27% ©.168%
92 20.103 2907 2910 2919 rVB6 130859 252302 2.56% 0.340%
93 20.180 2919 2923 2931 rBV2 91504 134136 1.36% 0.181%
94 20.303 2940 2944 2951 rVB 188698 251328 2.55% ©.339%
95 20.515 2978 2980 2987 rVB 95558 143203 1.46% ©.193%
96 21.086 3074 3077 3081 rBV 211988 234618 2.38% ©.316%
97 21.362 3119 3124 3132 rVB 1280623 1675749 17.03%  2.257%
98 21.486 3140 3145 3151 rBV 1255422 1664124 16.91%  2.242%
99 23.485 3478 3485 3493 rBV 1274061 2418413 24.58%  3.258%
166 23.633 3503 3510 3520 rVB 833381 1599899 16.26%  2.155%

Sum of corrected areas: 74238163
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM027529.D\data.ms
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Abundance TIC: BM027529.D\data.ms
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Abundance TIC: BM027529.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12

Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 24

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

3.063 5.20 ng/ul 197571 1,4-Dichlorobenzene-d4 7.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 13 (3.063 min): BM027529.D\data.ms (-9) (-) m/z 73.05 100.00%

73.0
5000
43.1 87.1

3.103.203.303.403.50

590 |

OFrrprrrr e b e e e e M/ 43,100 29.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T I T[T T it
55.0 3.103.203.303.403.50
87.0 m/z 87.10 25.85%
O\\’\\\‘H‘M\\\‘\\\\‘\\\\‘\\\\H\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
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#13739: 2,2.4-Tri 3-

rimethyl-3-pentanol
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Cyclooctyl bromide Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
5.545 3.80 ng/ul 144328 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctyl bromide 190 C8H15Br 001556-09-8 53
2 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 43
3 Cyclooctanemethanol 142 C9H180 003637-63-6 43
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 38
5 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 38
Abundance Scan 435 (5.545 min): BM027529.D\data.ms (-430) (-) m/z 43.00 100.00%
43.0
69.1
5000
83.1 1111
R S AREER R o
5.20 5.40 5.60 5.80
l | “ M A 126.1 9
O rrprrrrprrrrprrrt i et e e b e e m/z 69.10  78.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #53426: Cyclooctyl bromide
69.0
5000 1110 LI L L L L A R B
41.0 550 5.20 5.40 5.60 5.80
m/z 41.05 52.69%
S L
O H‘HH‘\\\H‘\\HH‘\HM\U\‘\\‘H}\\\‘\w\‘\H‘\\‘H‘HHMH\‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6719: 1-Hexene, 3,3-dimethyl-
69.0
R R AAREa LA o
41.0 55.0 5.20 5.40 5.60 5.80
5000 m/z 111.10 32.50%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #19964: Cyclooctanemethanol A EamaNmEESs SRR
69.0 5.20 5.40 5.60 5.80
m/z 39.00 31.26%
5000 56.0 111.0
41.0
96.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
6.116 3.10 ng/ul 117964  1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,7-dimethyl- 140 C10H20 002050-81-9 83
2 3-Nonene, 2-methyl- 140 C10H20 053966-53-3 81
3 2-Nonene, 2-methyl- 140 C1eH20 002129-95-5 72
4 trans-2,2-Dimethyl-4-heptenal 140 C9H160 091296-58-1 50
5 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 50
Abundance Scan 532 (6.116 min): BM027529.D\data.ms (-523) (-) m/z 69.10 100.00%

69.1
41.1
5000
l I ‘ “ ‘\

1401 H‘H‘W‘H‘_‘H,H‘w
| ‘H‘T 1010 125.0 5.80 6.00 6.20 6.40

0‘HM‘HM‘HMH‘HH‘_HW‘HWH‘WHH‘HHM‘HMH‘_HW‘HW m/z 56.10 58.77%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17991: 2-Octene, 2,7-dimethyl-

69.0
41.0
5000 \\‘\\\\‘\\\\‘\\\\’\\\\‘

580600620640

P O O |
\\\‘?9\?\\\\”\\\‘\\ \‘\Hu“\H\“\“\“\\’\\\‘\‘\\\]-\]‘-\2\.\0\‘\\\\‘\\\\“\\\\’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17967: 3-Nonene, 2-methyl-
69.0
41.0

580600620640

o

L ‘ 84.0 140.0
0*”\*2?*\””}!*”\*“ ‘\\!‘\\"‘11‘20“"
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17966: 2-Nonene, 2-methyl-
69.0 5.80 6.00 6.20 6.40

m/z 39.05 22.15%

5000
140.0
| 840
o260 || Wl 1120 ‘

m/z--> 20 30 40 50 60 70 80 90 100110120130140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, (1-methylethyl)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.316 94.92 ng/ul 3606800 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 566 (6.316 min): BM027529.D\data.ms (-556) (-) m/z 105.10 100.00%
105.1
5000
77.0 1201 R A mmma
51.1 | 91.1 6.00 6.20 6.40 6.60
v 3B M L m/z 120,10 24.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9411: Benzene, (1-methylethyl)-
105.0
5000 L L R IR R
6.00 6.20 6.40 6.60
c10 77.0 1200 m/z 77.00  19.01%
' 91.0
O \\:’L\4\..\0\’\2\7\.?\H\“‘HH}‘}H\‘Gﬁr\q‘\}}m‘H\\“\H\H‘\l\‘\\\\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9416: Benzene, (1-methylethyl)-
105.0
e EEARRmEESS SRR,
6.00 6.20 6.40 6.60
5000 m/z 79.10 15.14%
120.0
77.0
51.0
ISR o N Tt RO O
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9415: Benzene, (1-methylethyl)-  AREEEARE T S
105.0 6.00 6.20 6.40 6.60
m/z 103.10 12.46%
5000
120.0
51.0 77.0
270 640 || 910
Y S R I .. O A S M ANBSNESEY § UM
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 3-Heptanone, 5-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.487 5.02 ng/ul 190914 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 91
2 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 90
3 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 80
4 3-Octanone 128 C8H160 000106-68-3 72
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 59
Abundance Scan 595 (6.487 min): BM027529.D\data.ms (-587) (-) m/z 71.10 100.00%
71.1
43.0
99.1
5000
Lo
128.1 6.20 6.40 6.60 6.80
Ol ol e e L2070 s 57,10 99.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12538: 3-Heptanone, 5-methyl-
57.0
29.0 99.0
5000
6.20 6.40 6.60 6.80
‘ 128.0 m/z 43.05  79.93%
O \\\‘\‘1\\“M\\‘H“\\"\‘\\\\“\\\\’\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12502: 3-Heptanone, 5-methyl-
29.0 | 57.0
M RRREE S S B
6.20 6.40 6.60 6.80
5000 m/z 72.10 64.35%
99.0
‘ 128.0
0 m‘w“!uu;‘:un‘!um“wuuiuu,‘lu_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12526: 3-Heptanone, 6-methyl- e
43.0 6.20 6.40 6.60 6.80
71.0 m/z 99.10 59.01%
5000 99.0
128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1-chloro-4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.798 8.49 ng/ul 322800 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 87
2 Benzyl chloride 126 C7H7C1 000100-44-7 83
3 Benzyl chloride 126 C7H7C1 000100-44-7 74
4 Benzyl chloride 126 C7H7C1 000100-44-7 72
5 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 64
Abundance Scan 648 (6.798 min): BM027529.D\data.ms (-639) (-) m/z 91.10 100.00%
91.1
5000
390 820 12‘0'1 6.40 6.60 6.80 7.00 7.20
ol e L) 1450 o 120,10 16.30%
m/z--> 20 40 60 80 100 120 140
Abundance #11281: Benzene, 1-chloro-4-methyl-
91.0
5000 | B LB B
126.0 6.40 6.60 6.80 7.00 7.20
m/z 65.00 12.84%
39.0 63.0
0 \1\5\.0‘\\\\“‘ ol “M\ T T \H \‘[ T M LI
miz-> 20 40 60 80 100 120 140
Abundance #11269: Benzyl chloride
91.0 }\ /J\
IS A G AT S, VA
6.40 6.60 6.80 7.00 7.20
5000 m/z 92.00 11.01%
126.0
39.0 65‘.0
o S PR | NS S
miz--> 20 40 60 80 100 120 140
Abundance #11272: Benzyl chloride “H‘,‘H“‘HA“H‘ﬁu
91.0 6.40 6.60 6.80 7.00 7.20
m/z 126.00 10.42%
5000
65.0 126.0
39.0 ’
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.522 10.07 ng/ul 382494 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,6,6-Trimethylcyclohex-1-enylm... 278 C16H2202S 056691-74-8 43
2 Acetaldehyde, (3,3-dimethylcyclo... 152 C1@H160 026532-24-1 40
3 4,5-Heptadien-2-one, 3,3,6-trime... 152 C10OH160 081250-41-1 38
4 Cyclopentanecarboxylic acid, 3-i... 290 C19H3002 1000151-83-4 38
5 (4-Methoxy-phenyl)-(2-nitrocyclo... 265 C14H19NO4 103077-68-5 37

Abundance Scan 771 (7.522 min): BM027529.D\data.ms (-764) (-) m/z 137.05 100.00%

137.1
5000
43.0 81.0
 AAEEmERE R
H ‘ H‘ “ 7.20 7.40 7.60 7.80
0l le‘”mHH“MMm‘_m,‘m_HWWHW,HW m/z 43.00 34.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #125784: (2,6,6-Trimethylcyclohex-1-enylmethanesulfony
137.0
5000 L L L B R
950 7.20 7.40 7.60 7.80
21.0 m/z 81.05 30.61%
O \H‘\‘\‘\\““\\‘\“\“\‘\‘HM‘H\\UM\“\‘\\‘\H}“\H\’\\\\‘\H\‘\\\\‘\\\\‘\\\\’\2\\7\8‘\(\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25317: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (Z
137.0
R ARARREE RS S
410 7.20 7.40 7.60 7.80
5000 ' 81.0 m/z 67.10 25.80%
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25217: 4,5-Heptadien-2-one, 3,3,6-trimethyl- AR J‘\‘ [
137.0 7.20 7.40 7.60 7.80
m/z 79.10 24.67%
5000 67.0
27.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.016 9.54 ng/ul 362555 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2H-Pyran, tetrahydro-4-methyl-2-... 154 C10H180 016409-43-1 38

2 2H-Pyran, tetrahydro-4-methyl-2-... 154 C10H180 016409-43-1 37

3 2-Propanone, (1-methylethyl)(2-p... 154 C9H18N2 110213-09-7 37

4 Glutaric acid, di(1-(4-fluorophe... 376 C21H22F204 1000377-11-0 35

5 Glutaric acid, di(1-(2-fluorophe... 376 C21H22F204 1000377-08-0 35

Abundance Scan 855 (8.016 min): BM027529.D\data.ms (-849) (-) m/z 139.05 100.00%

139.1
81.0
5000
55.0

“ ‘ 7.60 7.80 8.00 8.20 8.40
Ly i
bl

b B3O L2071 ; g1.e5  60.59%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26937: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-pra
139.0

o

5000 69.0 b
410 7.60 7.80 8.00 8.20 8.40

m/z 85.10 48.06%
H “‘h “““ ‘\ HH‘H 97\0 ‘

L B

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

Abundance #26943: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-pra
69.0 139.0

o

0 7.60 7.80 8.00 8.20 8.40
5000 ' m/z 70.05 41.98%
AN

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

Abundance #27810: 2-Propanone, (1-methylethyl)(2-propenyl)hydraz T TR Hf
139.0 7.60 7.80 8.00 8.20 8.40

m/z 55.05 34.66%

o

5000

41.0
“ 71‘.0
||

| 250 |

) SNBSS XD A S A S e s

m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Indane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.181 7.38 ng/ul 280495 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 CS9H10 000496-11-7 87
2 Indane 118 CS9H10 000496-11-7 81
3 Indane 118 C9H1e 000496-11-7 81
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 72
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 68
Abundance Scan 883 (8.181 min): BM027529.D\data.ms (-875) (-) m/z 117.05 100.00%
117.1
5000
911 R RaNmaEE s
39.0 63.0 ‘ 1459 7.80 8.00 8.20 8.40 8.60
0 et b TR myz 118010 53.91%
mlz--> 20 40 60 80 100 120 140 160
Abundance #8949: Indane
117.0
5000 L L L B R
7.80 8.00 8.20 8.40 8.60
m/z 114.95 33.07%
39.0 550 91.0 /
0\1\-\3\()‘\‘\\\“‘\\\\“‘\‘\\\‘\\“\\‘\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 100 120 140 160
Abundance #8951.Indane
117.0
AR R s
7.80 8.00 8.20 8.40 8.60
5000 m/z 91.10 16.68%
300 630 91"0 L“‘
T
miz--> 20 40 60 80 100 120 140 160
Abundance #8948: Indane
117.0 7.80 8.00 8.20 8.40 8.60
m/z 63.00 9.98%
5000
390 580 91.0 Lm
oHH_H“‘mhu“‘hh”_J‘wm SR
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknown-03 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
8.722 3.39 ng/ul 128956 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Cycloheptadiene 94 (C7H10 004054-38-0 30

2 2,4-Heptadien-1-0l, (E,E)- 112 C7H120 033467-79-7 27

3 1,3,5-Hexatriene, 3-methyl-, (E)- 94 C7H1e 024587-26-6 25

4 1-Methylcyclohexa-1,3-diene 94 C7H10 1000298-96-0 25

5 Tricyclo[4.1.08.0(2,7)]heptane 94 C7H10 000287-13-8 25

Abundance Scan 975 (8.722 min): BM027529.D\data.ms (-967) (-) m/z 79.00 100.00%

79.0
43.0 95.1
AL I I o] A
‘ |53 ‘ ‘ 8.40 8.60 8.80 9.00
0 il “‘\“wm Muw‘l‘ ol 1“‘:“‘:“‘ i M bl m/z 43.00 58.33%
miz-> 20 40 60 80 100 120 140
Abundance #2604: 1,3-Cycloheptadiene
79.0
5000 94.0 T T T T T T T T T
8.40 8.60 8.80 9.00
39.0 m/z 95.10 52.61%
O \J-\S\.()‘ T ‘\ T \““\ \?ﬂ.‘.\o“‘\“‘\ T \‘[‘ T \‘}“\ ‘ L ‘ L ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #6560: 2,4-Heptadien-1-ol, (E,E)-
79.0
8.40 8.60 8.80 9.00
5000 94.0 m/z 91.00 46.95%
39.0
18.0 ‘ 55.0 ‘
o) “‘ ‘\‘;M‘ ‘\}H‘\ \HEMH‘“‘\MH“‘\”\“‘ ‘; , ;‘\‘ ‘ ‘1‘1;2"0‘ e
miz--> 20 40 60 80 100 120 140
Abundance #2629: 1,3,5-Hexatriene, 3-methyl-, (E)-
79.0 8.40 8.60 8.80 9.00
m/z 94.05 43.24%
5000 39.0 94.0
P 2 ‘\ S
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.804 5.18 ng/ul 196882 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonene, 2-methyl- 140 C10H20 002129-95-5 59
2 2-Octene, 2,7-dimethyl- 140 C10H20 002050-81-9 53
3 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 52
4 Cyclopropane, 1,1-dichloro-2-(1,... 194 C9H16C12 054824-03-2 50
5 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 47
Abundance Scan 989 (8.804 min): BM027529.D\data.ms (-979) (-) m/z 69.10 100.00%

69.1
5000
41.0
S\

140.1 PR T
‘M | {11120 8.40 8.60 8.80 9.00 9.20
il il T =l .

“WHH‘HHHLH_MM_HW‘HWH‘WHH‘HHN‘H_mM_HW‘HW m/z 41.85 31.57%

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17966: 2-Nonene, 2-methyl-
69.0
41.0

5000 R
8.40 8.60 8.80 9.00 9.20

1400 m/z 55.00  28.85%

&P
\\\‘\zﬁ‘-ip‘\\\\‘il‘\\\‘\H\\‘\\\‘1‘\H\‘\‘\‘\\’\\\‘\‘\\\]-\]‘-%\0\‘\\\\‘\\\\“\\\\’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17991: 2-Octene, 2,7-dimethyl-

69.0

41.0 e
8.40 8.60 8.80 9.00 9.20

o

o

5000 m/z 70.10 22.16%
140.0
o L
0***\*29‘?””“*”\*“”\"‘H\‘*H*\‘*‘wHw‘ww”'wmww‘”w
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #3368: 1-Pentene, 3,3-dimethyl- ‘ UiN EAa ‘/,MH P
69.0 8.40 8.60 8.80 9.00 9.20
m/z 140.05 16.75%
41.0
5000
98.0 ]\(\
Oprr \H/V*\*\A*va/\*hwhw/\*
m/z--> 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknown-04 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.039 6.78 ng/ul 257472  1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1l-methylene-2-trim... 152 C9H16Si 1000153-24-4 18
2 2-Methyl-3-decanol 172 C11H240 083909-79-9 10
3 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 10
4 Hexane, 2,5-dimethoxy-2,5-dimethyl- 174 C10H2202 053273-13-5 9
5 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 9

Abundance Scan 1029 (9.039 min): BM027529.D\data.ms (-1024) (-) m/z 73.10 100.00%

3.1
5000 431
109.1 1370
910 L et S o
H ‘ ' 8.80 9.00 9.20 9.40
ol }W\WW m/z 69.05 64.19%
miz--> 20 40 60 80 100 120 140
Abundance #26151: Cyclopropane, 1-methylene-2-trimethylsilyl-3-vin
73.0
5000 L B I LA LA BN B U
8.80 9.00 9.20 9.40
m/z 43.10 49.73%
45.0 137.0
oL 2o T | |, 9201090 | 4540
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance #39796: 2-Methyl-3-decanol
69.0
R R a e !
8.80 9.00 9.20 9.40
5000 m/z 79.00 41.09%
41.0
111.0 129.0
0 m_‘l‘m um“wuﬁf’:q‘_‘“mm”_m
miz-> 20 40 60 80 100 120 140
Abundance #29655: 3-Octanol, 3,7-dimethyl- LN R AR ARRRREEE
73.0 8.80 9.00 9.20 9.40
m/z 81.05 39.12%
5000
55.0
29.0 ‘ ‘ 111.0 129.0
0 bbb H“w“ e e e A SR SN RASREELS
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12

Operator Ju/caG

Sample L4135-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 o-Cymene Concentration Rank 31

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

9.433 4.63 ng/ul 211028 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1eH14 000527-84-4 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 1096 (9.433 min): BM027529.D\data.ms (-1086) (-)
119.1

m/z 119.10 100.00%

5000 mAA
91.0 L A
390  65.0 0.0 9.20 9.40 9.60 9.80
R PR TS ST ) N . £ m/z 134.05  42.69%
miz--> 20 40 60 80 100 120 140
Abundance #14812: 0-Cymene
119.0
W
5000 L B I L I L B
9.20 9.40 9.60 9.80
91.0 m/z 91.05 20.37%
0 \1\5\.0‘ T \Lwlﬂrwow by \”‘63.\0\ \‘”‘ T ‘W\ \‘\w T lleo T
miz--> 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
R RARRE R
9.20 9.40 9.60 9.80
5000 m/z 77.05 9.78%
39.0 50
: 65.0
o 150 0 %0 Ll a0
miz--> 20 40 60 80 100 120 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-  ARAmEEEIEEEE R
119.0 9.20 9.40 9.60 9.80
m/z 120.05 9.78%
5000
41.0 910
olaso 40 080 T e Ll Al )
m/z--> 20 40 60 80 100 120 140 9.20 9.40 9.60 9.80

SOM-EPA-BM@92420MA.M Mon Sep 28 15:53:26 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12

Operator Ju/caG

Sample L4135-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 29

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

9.851 4.76 ng/ul 216598 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 89
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 64
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 60
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 60
5 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 60

Abundance Scan 1167 (9.851 min): BM027529.D\data.ms (-1162) (-)
117.1

m/z 117.05 100.00%

59.1
5000
411 83.0
39.1 9.50 10.00
0! m/z 59.10  55.71%
miz--> 20 40 60 80 100 120 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
11y7.0
5000
91.0 950 1000
51.0 m/z 69.00 39.68%
27.0
O\\\‘\\\\‘\\“H"H‘\\“\‘\\H\‘M\\ ‘\3\4\4\..(‘)\\\\
miz--> 20 60 80 100 120 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
950 1000
5000 ITI/Z 132.05 33.98%
39.0 g5 910
obr el b L B840
miz-> 20 60 80 100 120 140
Abundance #14041: 2,4-Dimethylstyrene A I il
117.0 9.50 10.00
m/z 115.05 29.41%
5000
91.0
39.0
L b [
150
ool wh\ I T BNVLNAPONY:
miz--> 20 80 100 120 140 9.50 1000

SOM-EPA-BM@92420MA.M Mon Sep 28 15:53:27 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 2-Coumaranone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.010 11.08 ng/ul 504600 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Coumaranone 134 C8H602 000553-86-6 81
2 2-Coumaranone 134 C8H602 000553-86-6 81
3 4H-1,3-Benzodioxin 136 C8H802 000254-27-3 81
4 2,4,6-Cycloheptatrien-1-one 106 C7H60 000539-80-0 76
5 1,3,5-Cyclooctatriene 106 C8H10 001871-52-9 64
Abundance Scan 1194 (10.010 min): BM027529.D\data.ms (-1183) - m/z 78.10 100.00%
78.1
119.1
5000
51.0 L ‘
‘ ‘ 10.00
P S T T u‘;“muw Ml 1520 2069 119,10 59.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15248: 2-Coumaranone
78.0
134.0
5000 106.0 \ /\\/H/\\ - r/\\\ ‘
51.0 . 10.00
m/z 106.10 38.91%
O\\\\‘\\\\““\\‘H‘\““\‘\\w“"\‘\‘\\‘\“\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15246: 2-Coumaranone
78.0
134.0 L ‘
10.00
5000 106.0 m/z 136.00  30.81%
51.0
21.0) \M ! \ |
0 et il e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 J\
Abundance #16276: 4H-1,3-Benzodioxin R CEAS
78.0 10.00
m/z 117.10 30.07%
5000
51.0 106.0
‘ 136.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknown-@5 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.333 8.69 ng/ul 395583  Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl tridecyl carbonate 300 C18H3603 959275-44-6 14
2 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 1000365-19-6 14
3 2-Cyclohexen-1-one, 3-(hydroxyme... 168 C10H1602 055955-54-9 14
4 Isobutyl undecyl carbonate 272 C16H3203 1000372-78-8 12
5 2-Heptenal, 2-propyl- 154 C10H180 034880-43-8 10

Abundance Scan 1249 (10.333 min): BM027529.D\data.ms (-1237) (- m/z 57.05 100.00%
57.0

830  126.1 — Peopny
‘ “ 1542 10.00 10.50
B ;wu‘w‘m‘“m”“‘w‘w b 29707 41,05 53.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #144845: Isobutyl tridecyl carbonate
57.0
5000 — —
10.00 10.50
83.0 m/z 55.10 43.10%
O\\\‘\u‘\\‘\\\“‘\\\‘M\\\‘\\‘Vh\“fh\\\‘\\f‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82213: 2-Ethyl-1-hexanol, trifluoroacetate
57.0
— —
10.00 10.50
5000 ITI/Z 69.10 32.62%
83.0
29.0
ol \ | 120 1570 130
H“H"_"w“H“H“H“_“w“u“u“u“_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36525: 2-Cyclohexen-1-one, 3- (hydroxymethyl) 6-(1-me . —
41.0 126. 10.00 10.50
98.0 m/z 83.05 25.54%
5000 70.0
168.0
0 ‘m‘%“‘}HM“_WW_W ay vl
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.410 3.59 ng/ul 163288 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one,... 154 C9H1402 010276-21-8 55
2 3-Nonene 126 C9H18 020063-77-8 27
3 Imidazole, 2-acetamido- 125 C5H7N30 052737-49-2 27
4 3-Nonene, (E)- 126 C9H18 020063-92-7 27
5 cis-3-Nonene 126 C9H18 020237-46-1 27

Abundance Scan 1262 (10.410 min): BM027529.D\data.ms (-1257) (- m/z 83.00 100.00%
55.0

5. 83.0
126.1
5000 154.1
——
‘ tL 5 206.8 1050
Obrrer L BOSE T 4 28 m/z 55.05  90.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27743: 7-Oxabicyclo[4.1.0]heptan-2-one, 4,4,6-trimethyl
83.0
41.0
5000 L
10.50
139.0 m/z 126.10 67.41%
“ ‘111.0 ‘
0 ‘HH“\\‘\“\“\“i“\\“M\H“‘H‘i\’\“H\i\\\‘\‘u\\‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11499: 3-Nonene
55.0 JLM
: e LN
10.50
5000 ITI/Z 110.10 63.31%
126.0
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 MMJAVX%
Abundance #10752: Imidazole, 2-acetamido- Yy
83.0 10.50
m/z 41.05 57.18%
5000 43.0
125.0
o‘HHN"w“_H‘“1m_m,m‘_m‘m‘_m_m S
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 3-Octyne, 2-methyl- Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
11.004 2.47 ng/ul 112418 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 53
2 Cyclopentane, (1-methylethylidene)- 110 C8H14 000765-83-3 53
3 2-Cyclohexen-1-one, 4,5-dimethyl- 124 C8H120 005715-25-3 50
4 Cyclopentene, 1-(1-methylethyl)- 110 C8H14 001462-07-3 49
5 Cyclopentene, 1-(1-methylethyl)- 110 C8H14 001462-07-3 49
Abundance Scan 1363 (11.004 min): BM027529.D\data.ms (-1359) (- 82.10 100.00%
67.1 82.1
5000
411 110.1 1520 ‘
| T O Y < oo
o SNUREND SRV S 67.106  98.13%

m/z--> 20 40 60 80 100 120 140
Abundance #10633: 3-Octyne, 2-methyl-
67.0
82.0

5000
41.0 ll 00
95.05 48.07%
‘ ‘ 10901540
O\‘\\\\‘i“\\‘\‘“\“\“\‘\\“ \\\‘}’\\\\‘!\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #6029: Cyclopentane, (1-methylethylidene)-
67.0
95.0 11 00
5000 41.10  28.50%
410 110.0
dezse ol M d Lo
miz--> 20 40 60 80 100 120 140
Abundance #10555: 2-Cyclohexen-1-one, 4,5-dimethyl-
67.0 82.0 ll 00

124.0 m/z 110.05 25.06%

5000
39.0
\ ‘H\ \‘H‘\ \‘M‘ \“\ 1 1090 |

miz--> 20 100 120 140 11,00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Phenol, 2,3,6-trimethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.180 3.87 ng/ul 176369 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 96
2 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 95
3 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 95
4 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 95
5 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 94

Abundance Scan 1393 (11.180 min): BM027529.D\data.ms (-1388) (-  m/z 120.95 100.00%

121.0
91.1
5000 m/\

>

390 670 152.0 11.00 11 50
bl U N i 206.9
O L B R A m/z 136.00 73.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16405: Phenol, 2,3,6-trimethyl-
121.0
5000 /\ S Al
91.0 11.00 11.50
m/z 91.10 51.91%
39.0 65.0 ‘
O \:L\':)\‘()\‘\\\“H\ \‘m‘\“\‘”\\\“\\}\“\H\\‘\“‘\\\“‘ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16407: Phenol, 2,4,6-trimethyl-
121.0
11 00 11 50
5000 m/z 77.05 28.45%
91.0
41.0 650 ‘
ol i i b e N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16411: Phenol, 2,3,6-trimethyl-
121.0 11 00 11 50
m/z 135.00 19.95%
5000
91.0
39.0 650 ‘ ‘
PEE o T VNN U U O PR L OO L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
11.610 3.33 ng/ul 151602 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 60
2 1,3-Cyclopentadiene, 1,3-bis(1-m... 150 C11H18 123278-27-3 49
3 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 38
4 Benzeneacetonitrile, 2-fluoro- 135 C8H6FN 000326-62-5 30
5 3-Hydroxy-4-methylbenzoic acid 152 C8H803 000586-30-1 25

Abundance Scan 1466 (11.610 min): BM027529.D\data.ms (-1460) (-  m/z 107.00 100.00%

10y.0 1351
5000
67.1
39.0 —— -
H\ | \M‘\ | ‘\ Ll | 1680 e
ol A lal. wmum b m/z 96.00  92.16%
miz--> 20 100 120 140 160
Abundance #23771. Phenol, 2-(l,l-dimethylethyl)-
107.0 1350
5000 AL AL
11.50 12.00
39.0 . 72%
- ‘ 770 ‘ ‘ m/z 135.05 88.72%
-
O\\\\‘\\\\‘\\\g q“\\\‘\\‘}‘\“\‘1\}“\\\1‘\\‘\\‘\\\
miz--> 20 80 100 120 140 160
Abundance #23976: 1,3—Cyc|opentadiene, 1,3-bis(1-methylethyl)-
107.0
—— 4
135.0 11.50 12.00
5000 m/z 91.05 32.20%
43.0
‘ 77.0
0\\\\‘\M\\‘\\\\‘\\\M\\ T S I
m/z--> 20 40 100 120 140 160
Abundance #23968: Cyclohexene, 2-ethenyl-1,3,3-trimethyl- —— =
135.0 11.50 12.00
m/z 150.05 31.35%
5000 93.0
41.0
L e ) |
ol il M b5 L L S
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 Ethane, 1,2-bis(2-chloroeth... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
11.722 2.49 ng/ul 113192  Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 90
2 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 83
3 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 83
4 Bis(2-chloroethyl) ether 142 C4H8C120 000111-44-4 72
5 Ether, 2-chloro-2-chloroethyl-1-... 172 C5H10C1202 1000150-02-4 72

Abundance Scan 1485 (11.722 min): BM027529.D\data.ms (-1478) (- m/z 62.95 100.00%

63.0
93.0
5000
i e 1200
1520 : :
ol bl H“ \‘\\ i B0 7 93.00 53.63%
miz--> 50 100 150 200 250
Abundance #50509: Ethane, 1,2-bis(2-chloroethoxy)-
63.0
93.0
5000 allia A
21.0 11.50 12.00
m/z 65.00 32.99%
o L] s
O \‘\ h\ \‘ ‘[ ‘\H T T T H\ T T ‘f [ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #50510: Ethane, 1,2-bis(2-chloroethoxy)-
63.0
P .
11.50 12.00
5000 27.0 93.0 m/z 107.05 19.95%
miz--> 100 150 200 250
Abundance #50511: Ethane, 1,2-bis(2-chloroethoxy)- i =
63.0 11.50 12.00
m/z 95.00 18.54%
93.0
5000
L]y s
oA A A
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.792 4.04 ng/ul 183890 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 78
2 3-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055499-02-0 45
3 cis-3-Decene 140 C10H20 019398-86-8 38
4 2-Ethoxy-2-cyclohexen-1-one 140 C8H1202 029941-82-0 30
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 30

Abundance Scan 1497 (11.792 min): BM027529.D\data.ms (-1490) - m/z 55.05 100.00%

55.0
83.0
140.1
5000
168.1
110.1 e —r
193.0 11.50 12.00
0 m/z 69.10 82.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17993: 3-Octene, 2,2-dimethyl-
69.0
5000 41.0 L T T
11.50 12.00
97.0 m/z 83.05 80.93%
‘ ‘ ‘ 140.0
0 H\‘\H\\N\\‘M““H\H‘h\‘\\‘i“\H\‘\‘H\‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36840: 3-Decene, 2,2-dimethyl-, (E)-
69.0
R —
11.50 12.00
5000 41.0 m/z 41.05 70.56%
97.0
T o
Y SN Y Rt S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17942: cis-3-Decene T —
55.0 11.50 12.00
m/z 140.05 58.60%
5000
20.0 140.0
84.0
111.0
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 Phenol, p-tert-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.939 47.03 ng/ul 2141230 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 94
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 83
3 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 81
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 81
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 64
Abundance Scan 1522 (11.939 min): BM027529.D\data.ms (-1513) (-  m/z 135.00 100.00%
135.0
5000 107.1 J\
77.0
41.0 ‘ 12 00
Obrrrpore e B9 Ll L 188 107 65 48.31%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000 T
107.0 12 00
410 m/z 150.0 19.76%
0\175\(‘)\\\\“‘\\\\‘\\\‘\\‘\‘\‘\}\\‘\\\“\\\\‘\\\\
miz-> 20 60 80 100 120 140 160
Abundance #23714: Phenol, p-tert-butyl-
135.0
12 00
5000 13.42%
41.0 107.0
TR
0 m,mm_m‘ m"‘M‘_m‘m‘_uw””
miz--> 20 80 100 120 140 160
Abundance #23713.PhenoLp4en—MﬂyL
135.0 12 00
13.10%
5000
41.0 107.0
oL L
m/z--> 20 80 100 120 140 160 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 unknown-06 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

12.422 4.28 ng/ul 194887 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloroacetic acid, 2-methylpheny... 184 C9H9C102 037161-39-0 27
2 4,6-Decadiyne 134 C10H14 016387-71-6 25
3 1-Methoxyadamantane 166 C11H180 006221-74-5 25
4 DL-Phenylalanine, N-[(phenylmeth... 299 C17H17NO4 003588-57-6 22
5 4-Methylphenoxyacetic acid 166 C9H1003 1000342-51-6 20

Abundance Scan 1604 (12.421 min): BM027529.D\data.ms (-1597) (-  m/z 109.05 100.00%

109.1
5000
a0 11O 1341 1661
T
192.2 12.50
0 m/z 108.10 56.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49378: Chloroacetic acid, 2-methylphenyl ester
108.0
5000 T
77.0 12.50
39.0 184.0 m/z 91.00 56.62%
0 H\‘\“\\\“”\\‘H“‘i“\\”i‘}H“‘\‘\‘\“\\‘HH‘HH‘HH‘\“\H‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14815: 4,6-Decadiyne
91.0
o
1340 12.50 .
5000 ITI/Z 77 .00 38.64%
63.0
41.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35029: 1-Methoxyadamantane Ry
109.0 12.50
m/z 134.05 34.03%
5000
410 166.0
| 79.0 135.0 AA
) SO RO | P R NN B g ¥ FATAWEV VA
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 Naphthalene, 1-methyl- Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.

12.474 2.66 ng/ul 121307 Naphthalene-d8 10.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 95
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 93
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 90

Abundance Scan 1613 (12.474 min): BM027529.D\data.ms (-1609) (-  m/z 141.00 100.00%
141.0

5000 115.0 J\

3g0 630 890

166.0 207.1

0 ‘HH“\\“\‘\“‘H“\HM\H}‘H“‘\‘\W”M\‘\‘Hi\u\’mm‘um‘uu m/Z 142.00 97.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000 L ‘/
115.0 12.50

m/z 115.00  43.00%
39.0 630 890 |

O ‘\\\\“\\H\ \““\‘\“\H\‘\‘\‘\\‘\\\‘}‘\\\\i\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142.0 M/\\L
R
12.50
5000 m/z 139.05 13.01%

115.0

39.0 630 890 |

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

Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 12.50

m/z 143.00  12.28%

5000 115.0

30.0 630 ggp ‘

0 (I ) w
B o o B o o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12

Operator Ju/caG

Sample L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 Tripropyl phosphate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.974 6.94 ng/ul 586734  Acenaphthene-d10 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tripropyl phosphate
2 Tripropyl phosphate

224 C9H2104P
224 C9H2104P

3 n-Butyl methylphosphonofluoridate 154 C5H12FO2P
4 Spiro[1,3-dioxolane-2,2'(1'H)-na... 196 C12H2002

000513-08-6 90
000513-08-6 90
000352-63-6 47
006857-86-9 28

5 1,4-Dioxaspiro[4.6]undec-7-ene 154 C9H1402 007140-60-5 28
Abundance Scan 1698 (12.974 min): BM027529.D\data.ms (-1694) (- m/z 99.00 100.00%
99.0
5000
141.0
1
43"'1 ‘ ‘ 18‘3-1 13.00
Ol et P00 bl b b 02999 nyz 141.00  26.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81477: Tripropyl phosphate
99.0
5000 \ AU —
141.0 13.00
43.0 m/z 123.00 16.91%
183.0
O \\\.9\‘\‘\ \““\\\\‘\\\.\ ‘H\\\\“\\“\‘\"\‘\\\w\\\‘\‘\\\\“\\\\2‘\02.\0‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81478: Tripropyl phosphate
99.0
13.00
5000 43.0 ITI/Z 43.10 15.66%
141.0
183.0
0150L, 690 | | | . . 2090
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27180: n-Butyl methylphosphonofluoridate e
99.0 13.00
m/z 183.05 12.42%
5000
41.0
N L. O s R Y S 'S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 Diphenyl ether Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.498 4.71 ng/ul 398340  Acenaphthene-d10 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenyl ether 170 C12H100 000101-84-8 87
2 Diphenyl ether 170 C12H1e0 000101-84-8 64
3 Diphenyl ether 170 C12H100 000101-84-8 64
4 Spiro[cyclopropane-1,1'(4'H)-nap... 170 C12H100 033498-24-7 62
5 1,2-Dehydro-as-hydrindacene 170 C13H14 096508-75-7 47
Abundance Scan 1787 (13.498 min): BM027529.D\data.ms (-1780) (- m/z 170.10 100.00%
170.1
1411
5000
77.0
51.0 115.0 —
‘ ‘ | 13.50
O et i b 2988 m/z 141.05  60.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38286: Diphenyl ether
170.0
(-
5000 ‘ U
141.0
510 77.0 13.50
m/z 142.05 30.00%
115.0
0 ‘2\7‘\.\0\“‘\\‘1 “\H“H‘W\ = \‘\‘\\\‘\‘\\\\“‘\\\\‘\\‘\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38284: Diphenyl ether
170.0
s
13.50
5000 m/z 77.05 27.21%
510 77.0 141.0
115.0
280) b | !
O+ it et e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38285: Diphenyl ether —
170.0 13.50
m/z 169.10  22.55%
5000 o 141.0
51.0 '
115.0
P ECACH N WV NS G0 WD — L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 Benzene, 1,1'-(1,2-cyclobut... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.221 5.33 ng/ul 450852  Acenaphthene-d10 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 72
2 Styrene 104 C8H8 000100-42-5 64
3 Butanedioic acid, phenyl- 194 C1eH1e04 000635-51-8 64
4 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 59
5 2-Pyridinecarbonitrile 104 C6HAN2 000100-70-9 53
Abundance Scan 1910 (14.221 min): BM027529.D\data.ms (-1904) (- m/z 104.05 100.00%
104.1
5000
oo a0
129.0 : :
510 || 1290 157, 210.0 ;
ottt e e m/z 78.05 18.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #68018: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, cis-
104.0
5000 j A/ULA ‘

14.00 14.50
m/z 103.05 18.27%

78.0
0h27.0, 51.0 I 128.0151.0 178.0 208.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4874: Styrene
104.0

14 00 14 50
5000 m/z 77.00 11.81%
510 780
27.0 \‘ ‘ i
0“‘H“‘H“‘H“‘H“ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55716: Butanedioic acid, phenyl-
104.0 1400 1450

m/z 105.05 8.73%

5000
78.0
2o ||| 1760

TR
miz--> 20 40 60 80 100 120 140 160 180 200 14.00 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 2-Methylbenzyl cyanide Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
14.786 2.19 ng/ul 185193  Acenaphthene-die 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylbenzyl cyanide 131 C9HSN 022364-68-7 68
2 2-Methylbenzyl cyanide 131 CSHON 022364-68-7 59
3 Butanedioic acid, phenyl- 194 C1eH1e04 000635-51-8 50
4 Phensuximide 189 C11H11NO2 000086-34-0 47
5 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47

Abundance Scan 2006 (14.786 min): BM027529.D\data.ms (-2002) (-  m/z 104.10 100.00%

104.1
5000
510 ﬁo‘ ‘ ‘ ‘ 176.0198.0 14.50 15.00
Ol et e bl L STOOL980 7 147,00 24.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14000: 2-Methylbenzyl cyanide
104.0
5000 Sas s
131.0 14.50 15.00
510 77.0 m/z 131.00  21.23%
7o |
O\\\\‘\\\\i‘\\\\“‘\\\”l‘\\\\‘ \\\“\\}\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13998: 2-Methylbenzyl cyanide
104.0
e 4
14.50 15.00
m/z 103.00 21.22%
5000 131.0
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55714: Butanedioic acid, phenyl- T —T
104.0 14.50 15.00
m/z 91.10 16.24%
5000
78.0
51.0 H 148.0 176.0
\' \‘\ I ‘ \H ‘\ ‘
omWm_m_m_m‘ R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 32 Diethyltoluamide Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
15.186 4.89 ng/ul 413669  Acenaphthene-d10 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 96
2 Diethyltoluamide 191 C12H17NO 000134-62-3 96
3 Diethyltoluamide 191 C12H17NO 000134-62-3 95
4 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 87
5 Diethyltoluamide 191 C12H17NO 000134-62-3 83
Abundance Scan 2074 (15.186 min): BM027529.D\data.ms (-2070) (-  m/z 119.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 34 Benzenesulfonamide, N-ethyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.945 6.97 ng/ul 619305 Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 81
2 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 49
3 4-Methyl-N-[2-(3-nitro-[1,2,4]tr... 311 C11H13N504S 1000301-03-5 43
4 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 38

5 N3, N.alpha.-bis*ptoluenesulfony... 462 C20H22N405S2  1000130-21-9 38

Abundance Scan 2203 (15.945 min): BM027529.D\data.ms (-2197) - m/z 91.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 37 Benzenesulfonamide, N-ethyl... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
16.456 2.68 ng/ul 238035  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 93
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 83
3 Acetic acid, 2-(4-methylphenylsu... 243 C10H13NO4S 002645-02-5 47
4 N-Phenethyl-p-toluenesulfonamide 275 C15H17N02S 005450-75-9 47
5 Carbamic acid, methyl[(4-methylp... 243 C1@H13NO4S 032258-50-7 47

Abundance Scan 2290 (16.456 min): BM027529.D\data.ms (-2286) (- m/z 91.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 59 (DEL) Alkane: Cyclic21.086 Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
21.086 2.80 ng/ul 234618  Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 98
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3077 (21.086 min): BM027529.D\data.ms (-3074) - m/z 83.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27529.D

Acqg On : 25 Sep 2020 15:12
Operator : JU/CG

Sample : L4135-07

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.063 5.2 ng/ul 197571 1 7.81@0 759995 20.0
Cyclooctyl bromide 5.545 3.8 ng/ul 144328 1 7.810 759995 20.0
(DEL) Alkane: S... 6.116 3.1 ng/ul 117964 1 7.810 759995 20.0
Benzene, (1-met... 6.316 94.9 ng/ul 3606800 1 7.810 759995 20.0
3-Heptanone, 5-... 6.487 5.0 ng/ul 190914 1 7.810 759995 20.0
Benzene, 1-chlo... 6.798 8.5 ng/ul 322800 1 7.810 759995 20.0
unknown-01 7.522 10.1 ng/ul 382494 1 7.810 759995 20.0
unknown-02 8.016 9.5 ng/ul 362555 1 7.810 759995 20.0
Indane 8.181 7.4 ng/ul 280495 1 7.810 759995 20.0
unknown-03 8.722 3.4 ng/ul 128956 1 7.810 759995 20.0
(DEL) Alkane: S... 8.804 5.2 ng/ul 196882 1 7.810 759995 20.0
unknown-04 9.039 6.8 ng/ul 257472 1 7.810 759995 20.0
o-Cymene 9.433 4.6 ng/ul 211028 2 10.598 910591 20.0
Benzene, 2-ethe... 9.851 4.8 ng/ul 216598 2 10.598 910591 20.0
2-Coumaranone 10.010 11.1 ng/ul 504600 2 10.598 910591 20.0
unknown-05 10.333 8.7 ng/ul 395583 2 10.598 910591 20.0
7-Oxabicyclo[4.... 10.410 3.6 ng/ul 163288 2 10.598 910591 20.0
3-Octyne, 2-met... 11.004 2.5 ng/ul 112418 2 10.598 910591 20.0
Phenol, 2,3,6-t... 11.180 3.9 ng/ul 176369 2 10.598 910591 20.0
Phenol, 2-(1,1-... 11.610 3.3 ng/ul 151602 2 10.598 910591 20.0
Ethane, 1,2-bis... 11.722 2.5 ng/ul 113192 2 10.598 910591 20.0
(DEL) Alkane: S... 11.792 4.0 ng/ul 183890 2 10.598 910591 20.0
Phenol, p-tert-... 11.939 47.0 ng/ul 2141230 2 10.598 910591 20.0
unknown-06 12.422 4.3 ng/ul 194887 2 10.598 910591 20.0
Naphthalene, 1-... 12.474 2.7 ng/ul 121307 2 10.598 910591 20.0
Tripropyl phosp... 12.974 6.9 ng/ul 586734 3 14.439 1690230 20.0
Diphenyl ether 13.498 4.7 ng/ul 398340 3 14.439 1690230 20.0
Benzene, 1,1'-(... 14.221 5.3 ng/ul 450852 3 14.439 1690230 20.0
2-Methylbenzyl ... 14.786 2.2 ng/ul 185193 3 14.439 1690230 20.0
Diethyltoluamide 15.186 4.9 ng/ul 413669 3 14.439 1690230 20.0
Benzenesulfonam... 15.945 7.0 ng/ul 619305 4 17.180 1777040 20.0
Benzenesulfonam... 16.456 2.7 ng/ul 238035 4 17.180 1777040 20.0
(DEL) Alkane: C... 21.086 2.8 ng/ul 234618 5 21.362 1675750 20.0
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