LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM052016 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.646 513 520 529 rBvV2 119587 240228 7.81% 0.310%
2 5.858 551 556 566 rBY 246032 437886 14.23% 0.566%
3 6.022 578 584 592 rBv4 246836 558581 18.15% 0.722%
4 6.164 600 608 616 rvB4 96165 251999 8.19% 0.326%
5 6.246 616 622 629 rBV3 234020 426010 13.84% 0.550%
6 6.316 629 634 637 rBVY 187033 308233 10.02% 0.398%
7 6.364 637 642 648 rvv3 197130 554860 18.03% 0.717%
8 6.434 648 654 663 rvv7 257564 809494 26.30% 1.046%
9 6.516 663 668 673 rvv2 321959 530696 17.24% 0.686%
10 6.581 673 679 686 rvB3 362709 673071 21.87% 0.869%

11 6.722 699 703 707 rBV 122806 192284 6.25% 0.248%
12 6.858 721 726 730 rBv4 147688 236610 7.69% 0.306%
13 6.922 730 737 739 rBv2 209995 375894 12.21% 0.486%
14 7.046 753 758 761 rBV 364246 593497 19.28% 0.767%
15 7.093 761 766 771 rvv3 486812 1023370 33.25% 1.322%

16 7.146 771 775 779 rvVv3 453909 678030 22.03% 0.876%
17 7.187 779 782 788 rVB2 172584 253713 8.24% 0.328%
18 7.263 788 795 798 rBv8 188932 420388 13.66% 0.543%
19 7.305 798 802 808 rVB5 127574 307110 9.98% 0.397%
20 7.416 817 821 828 rBv6 119314 260810 8.47% 0.337%

21 7.487 828 833 839 rBv3 272973 525825 17.09% 0.679%
22 7.569 843 847 857 rVB6 133246 404637 13.15% 0.523%
23 7.693 857 868 871 rBv3 375760 1071823 34.83% 1.385%
24 7.769 877 881 886 rvB 409154 658112 21.38% 0.850%
25 7.834 886 892 897 rvB4 212928 373080 12.12% 0.482%

26 7.899 897 903 906 rBv4 138903 344967 11.21% 0.446%
27 7.952 906 912 916 rVB3 392845 777715 25.27% 1.005%
28 8.034 922 926 930 rVvVv3 119574 202478 6.58% 0.262%
29 8.110 936 939 945 rVvB3 172906 275523 8.95% 0.356%
30 8.169 945 949 952 rBV3 144127 221561 7.20% 0.286%

31 8.210 952 956 960 rvB3 131295 212855 6.92% 0.275%
32 8.293 960 970 971 rBv4 168265 403575 13.11% 0.521%
33 8.316 971 974 984 rVB 262398 435011 14.13% 0.562%
34 8.481 996 1002 1007 rBV3 216690 440907 14.33% 0.570%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z :\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

35 8.634 1019 1028 1038 rBV9 241881 936547 30.43% 1.210%

36 8.746 1041 1047 1056 rvB4 189468 559483 18.18% 0.723%
37 8.857 1056 1066 1072 rBV6 308766 960865 31.22% 1.241%
38 8.928 1074 1078 1089 rVvVv3 156426 441262 14.34% 0.570%
39 9.022 1091 1094 1099 rvB4 150623 234521 7.62% 0.303%
40 9.081 1099 1104 1105 rBV3 217140 345265 11.22% 0.446%

41 9.104 1106 1108 1116 rVB5 334743 625437 20.32% 0.808%
42 9.187 1116 1122 1124 rBV3 111191 205662 6.68% 0.266%
43 9.293 1134 1140 1144 rBV3 130518 298647 9.70% 0.386%
44 9.481 1165 1172 1177 rBV 623009 1071409 34.81% 1.384%
45 9.646 1184 1200 1205 rBV9 218873 922750 29.98% 1.192%

46 9.740 1210 1216 1222 rBV3 436413 907533 29.49% 1.172%
47 9.840 1229 1233 1236 rBV 157273 238949 7.76% 0.309%
48 9.957 1249 1253 1256 rBvV4 86017 170200 5.53% 0.220%
49 10.057 1267 1270 1274 rBV2 74263 111257 3.62% 0.144%
50 10.140 1279 1284 1289 rBV5 140777 380152 12.35% 0.491%

51 10.193 1290 1293 1298 rVB2 223197 330685 10.74% 0.427%
52 10.257 1299 1304 1306 rBV2 194147 330845 10.75% 0.427%
53 10.340 1314 1318 1330 rVB5 319919 773903 25.15% 1.000%
54 10.522 1343 1349 1352 rBV 507360 991431 32.21% 1.281%
55 10.563 1352 1356 1362 rVV3 979580 1907983 62.00% 2.465%

56 10.628 1363 1367 1371 rVV5 367958 647184 21.03% 0.836%
57 10.681 1372 1376 1384 rVB5 272286 619522 20.13% 0.800%
58 10.851 1401 1405 1409 rVB4 178394 242808 7.89% 0.314%
59 10.969 1422 1425 1430 rVB3 269155 374008 12.15% 0.483%
60 11.046 1433 1438 1443 rVB4 561130 975407 31.69% 1.260%

61 11.240 1462 1471 1480 rBV5 539373 1715235 55.73% 2.216%
62 11.322 1481 1485 1489 rVV3 224218 368977 11.99% 0.477%
63 11.387 1493 1496 1501 rVB4 287724 466258 15.15% 0.602%
64 11.616 1530 1535 1539 rBV3 524174 980545 31.86% 1.267%
65 11.751 1554 1558 1565 rVB4 388397 744483 24.19% 0.962%

66 11.840 1566 1573 1578 rBV3 423298 1170451 38.03% 1.512%
67 12.028 1600 1605 1612 rVB6 401758 898996 29.21% 1.161%
68 12.093 1613 1616 1619 rBvV4 190995 250978 8.15% 0.324%
69 12.187 1629 1632 1642 rVB 519500 897243 29.15% 1.159%
70 12.298 1647 1651 1652 rBV2 307269 380340 12.36% 0.491%

71 12.428 1669 1673 1678 rVB4 536502 780363 25.36% 1.008%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016.M

= SVOA CALIBRATION

72 12.610 1700 1704 1709 rBV5 392835 705517 22.92% 0.911%
73 12.845 1739 1744 1749 rVB6 707473 1334112 43.35% 1.723%
74 12.998 1767 1770 1776 rVB5 421979 742203 24.12% 0.959%
75 13.222 1804 1808 1816 rVB5 648274 1038579 33.75% 1.342%

76 13.469 1846 1850 1854 rBV 738106 1090404 35.43% 1.409%
77 14.145 1961 1965 1974 rVB4 681474 1415079 45.98% 1.828%
78 14.416 2008 2011 2018 rVB3 910437 1351604 43.92% 1.746%
79 14.545 2030 2033 2037 rVB2 749025 995882 32.36% 1.286%
80 14.822 2077 2080 2083 rVB 732488 873973 28.40% 1.129%

81 15.039 2112 2117 2121 rBV 1618032 3077620 100.00% 3.976%
82 15.092 2123 2126 2130 rVB 1153877 1551791 50.42% 2.005%
83 15.192 2139 2143 2148 rBV3 960579 1741254 56.58% 2.249%
84 15.239 2149 2151 2155 rVB 749654 930373 30.23% 1.202%
85 15.516 2194 2198 2202 rBV2 902992 1523943 49.52% 1.969%

86 15.592 2208 2211 2215 rVB2 1092170 1412760 45.90% 1.825%
87 15.681 2223 2226 2231 rBV2 725101 1189181 38.64% 1.536%
88 16.528 2367 2370 2375 rVB4 797430 1080127 35.10% 1.395%
89 17.163 2475 2478 2482 rBV2 673733 912160 29.64% 1.178%
90 18.039 2623 2627 2631 rBV 882981 1434353 46.61% 1.853%

91 18.227 2656 2659 2663 rVB3 697160 961804 31.25% 1.242%
92 18.839 2760 2763 2767 rBV 365601 460374 14.96% 0.595%
93 18.957 2779 2783 2788 rBV 898641 1443490 46.90% 1.865%
94 19.221 2824 2828 2834 rBV 1594042 2203454 71.60% 2.846%
95 19.557 2881 2885 2887 rBV2 628623 975723 31.70% 1.260%

96 19.586 2887 2890 2898 rVVv2 1524388 2604214 84.62% 3.364%
97 19.663 2899 2903 2908 rVB2 450790 720445 23.41% 0.931%
98 21.345 3183 3189 3192 rBV2 1196371 2139338 69.51% 2.763%
99 21.380 3193 3195 3200 rVB 599828 674683 21.92% 0.872%
100 23.621 3572 3576 3581 rVB2 635289 1091309 35.46% 1.410%

Sum of corrected areas: 77414166
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

Abundance TIC: BM005652.D

3500000

3000000

2500000

2000000

1500000

1000000

500000

O e e e e e AR T T e

Time--> 300 350 400 450 500 550 6.00 650 700 750 8.00 8 50 9.00 9.50 10 00 10. 50 11.00

Abundance TIC: BM005652.D
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3500000
3000000
2500000

21.34
2000000 23.62
1500000
1000000

500000

T

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (DEL) Alkane: Cyclic5.65 Concentration Rank 55

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

5.65 7.30 ng/ul 240228 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 90
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 83
3 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 78
4 Cyclohexane, 1,3,5-trimethyl-2-0... 378 C27H54 055282-34-3 56
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 38

Abundance Scan 521 (5.652 min): BM005652.D (-513) (-) m/z 69.10 100.00%
60 125
83
5000 55
41
540 560 5.80 6.00
el bl S 09 w7z 125.10  93.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69 125
83
5000 41 55 RS RN S R
540 560 5.80 6.00
29 m/z 83.10 54 _58%
”I'%?W"JHP"jim"lJ'NI"Jd""f'h'?%'”l"}ﬂg"'P'l'l'”%?q"ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69 125
a1 83 540 560 5.80 6.00
5000 55 m/z 55.00 41_.61%
27
48 76 97 113 140
mﬁmﬂmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18044: Cyclohexane, 1,1,4,4-tetramethyl-
69 540 560 5.80 6.00
a1 125 m/z 41.05 32.62%
55
5000
27 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Cyclic5.86 Concentration Rank 29

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

5.86 13.31 ng/ul 437886 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 58
2 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 55
3 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 53
4 2-Decene, 4-methyl-, (2)- 154 C11H22 074630-30-1 50
5 2-Dodecene, 4-methyl- 182 C13H26 056851-45-7 47

Abundance Scan 556 (5.858 min): BM005652.D (-551) (-) m/z 69.05 100.00%
60
55
5000 41 111
77 140 5.60 5.80 6.00 6.20
...,....,....,....|i!|...,~.':.'.,..~.|!,'...'.',|!|.'..,..|."l,....,:...,.1.2]“3.,....,'...., m/z 55.05 63.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3328: 1-Hexene, 3-methyl-
55
5000 21 5.60 5.80 6.00 6.20
m/z 70.10 43.43%
|15|||||||83|98||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 69
55
5.60 5.80 6.00 6.20
5000 m/z 56.05 40.92%
27 98
15 83

mmmmwmmﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #3385: Cyclopropane, 1,1-diethyl-
4 69 5.60 5.80 6.00 6.20
55 m/z 41.00 40.47%
5000
27 98
‘ ‘ 83
e A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Zinc, bis[2-(1,1-dimethylet... Concentration Rank 21

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

6.02 16.98 ng/ul 558581 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 74
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 64
3 Cyclohexane, 1,3,5-trimethyl-2-0... 378 C27H54 055282-34-3 64
4 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 64
5 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 50

Abundance Scan 584 (6.022 min): BM005652.D (-578) (-) m/z 69.05 100.00%
6o 125
5000 a1
97 5.60 5.80 6.00 6.20 6.40
—— e S e I e I m/z 125.10 87 .87%
m/z--> 50 100 150 200 250 300 350
Abundance #156462: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcyclo...
69 125
5000 41 SRR L AR
5.60 5.80 6.00 6.20 6.40
95 m/z 55.05 41.94%
I \“ \H by Lo, 161 205 237 273 314
m/z--> 50 100 150 200 250 300 350
Abundance
69
125
5.60 5.80 6.00 6.20 6.40
5000 a1 m/z 83.05 40.63%
15 97
m/z--> 50 100 150 200 250 300 350
Abundance #201695: Cyclohexane, 1,3,5-trimethyl-2-octadecy!-
125 5.60 5.80 6.00 6.20 6.40
69 m/z 41.00 39.59%
5000 43
‘ \97
L ) as317519521403525 280 308 3%asa 378 | _Jan W WUV
m/z--> 50 100 150 200 250 300 350 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Cyclic6.16 Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.
6.16 7.66 ng/ul 251999 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 49
2 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 38
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 38
4 Cyclohexane, 1l-methyl-3-(1-methy... 140 C10H20 016580-24-8 35
5 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 35

Abundance Scan 607 (6.158 min): BM005652.D (-600) (-) m/z 55.00 100.00%
55
97
69
5000 a1 81
‘ ‘ ‘ 1 125 140 5.80 6.00 6.20 6.40
.”.““.“.”p.”phL,mhf”mﬁmhw”hh.”wn”q.iw.”w.”., m/z 97.05 68.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethy!-
55
41 97
83
5000 69 LA L L L L L L
2 580 6.00 6.20 6.40
! m/z 69.05 60.20%
M\ M\ 48| 621 76| a1 w0
”.w.”.“.”,”.w.”.“.”,“...“...”,”.w.“.“.”,”.w.”.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
55
41 580 6.00 6.20 6.40
5000 m/z 81.00 39.16%
84
29
97
21 77 112 125 140
wmmmwwwwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18077: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- R AR A B
55 580 6.00 6.20 6.40
m/z 41.00 36.54%
97
5000
. 41 o 8l
T34 148 | 62, | . 111 125 140
1 b b R B R B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 31

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

6.25 12.95 ng/ul 426010 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 78
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 53

1000309-20-0 53
005340-64-7 47

4 Sulfurous
5 2,2-Dimethyl-3-octanone

acid, 2-ethylhexyl hep... 432 C25H5203S
156 C10H200

Abundance Scan 623 (6.252 min): BM005652.D (-616) (-) m/z 57.10 100.00%
57
43
5000 71
83
99
" 113 126 6.00 6.20 6.40 6.60
B A B o e I B N O ML m/z 43.10 71.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48875: Undecane, 2,6-dimethyl-
57
5000 43 71
6.00 6.20 6.40 6.60
98 m/z 41.00 53.83%
29 ‘ 85 113
H‘ \‘ L H | | 1l 127 141 155 169 184
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
R R REEEEEE S
6.00 6.20 6.40 6.60
5000 43 m/z 55.05 48 .37%
71
29 98
85 113 127 141 154 169 184
T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48869: Undecane, 4,6-dimethyl-
57 6.00 6.20 6.40 6.60
43 m/z 71.10 46.83%
5000 n
29 85 13
S I e a7
m/z--> 20 40 80 100 120 140 160 180 6.00 6.20 6.40 6.60

SOM02 .2-EPA-BM052016.M Wed Jun 01 08:34:42 2016

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 (DEL) Alkane: Cyclic6.32 Concentration Rank 47

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

6.32 9.37 ng/ul 308233 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 58
2 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 49
3 4-Nonene, 5-methyl- 140 C10H20 015918-07-7 38
4 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 35
5 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 30

Abundance Scan 635 (6.322 min): BM005652.D (-629) (-) m/z 69.05 100.00%
55 69
97
41
5000 125
I “ || 111 140 6.00 6.20 6.40 6.60
..,....,....,....,.':..,....,....,.!'..,...!,....,'....,....,....,'...., m/z 55.10 98.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
69
41 55
5000 BENRERE SRR RS SRR
83 m/z 97.10 65.49%

125 6.00 6.20 6.40 6.60

] o wm
.w.”.“.”,”.w.“.“.u,”.ww”.“.M,”.whn.“.h,”.ﬂ.”.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 69
o7 AN

6.00 6.20 6.40 6.60

5000 a1 m/z 41.00 55.65%
84
27 140
62 77 111 195
memmﬂwwwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17965: 4-Nonene, 5-methyl- R e o e RS
55 6.00 6.20 6.40 6.60
m/z 57.10 46.37%
69
5000 41
29 83
140
S .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

SOM02 .2-EPA-BM052016.M Wed Jun 01 08:34:43 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 22

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

6.36 16.86 ng/ul 554860 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 59
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 59
4 Nonane, 2-methyl- 142 C10H22 000871-83-0 59
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59

Abundance Scan 641 (6.358 min): BM005652.D (-637) (-) m/z 57.10 100.00%
43
70
5000 195
83
% 140 6.00 6.20 6.40 6.60
e m/z 43.10  77.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19208: Heptane, 2,3,4-trimethyl-
43 57
5000 71 SRR R AN
6.00 6.20 640 6.60
29 ‘ m/z 70.10 52 _.56%
| ‘\ 1 |

99
! 85 |
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 /\

6.00 6.20 6.40 6.60

5000 m/z 69.10 48 .44%
71
29 08
85 112 127 142
A o o e e e B L B e e e e B e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48893: Decane, 2,6,8-trimethyl-
57 6.00 6.20 6.40 6.60
m/z 41.00 44 _.03%
5000 43
71
85 99
‘\ I H‘ 113 127 155 169 184
e e e e e e e e T e RN E N
m/z--> 20 40 60 80 100 120 140 160 180 600 6.20 6.40 6.60

SOM02 .2-EPA-BM052016.M Wed Jun 01 08:34:44 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

6.43 24 .60 ng/ul 809494 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 38
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 38
3 Cyclobutanone, 2-(1,1-dimethylet... 126 C8H140 004579-31-1 37
4 6,6-Dimethyl-1,3-heptadien-5-o0l 140 C9H160 081912-03-0 32
5 Hexyl isobutyl carbonate 202 C11H2203 959067-98-2 27

Abundance Scan 653 (6.428 min): BM005652.D (-648) (-) m/z 57.10 100.00%
7
69
5000 41 98
83
12 6.00 6.20 6.40 6.60 6.80
113 : : : :
L s e /7 69.10  46.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48864: Undecane, 5,6-dimethyl-
43 i
5000
6.00 6.20 6.40 6.60 6.80
29 71 8 o8 m/z 41.05 42.91%
‘\ I “ | 113 127 141 155 184
miz--> % 40 eo 8 100 130 1o 10 180
Abundance
69 125
41 83 [rrrr o
6.00 6.20 6.40 6.60 6.80
5000 %5 m/z 56.05 41.70%
27
5 97 109 140
miz--> 20 40 60 80 100 120 140 160 180
Abundance #11480: Cyclobutanone, 2-(1,1-dimethylethyl)- RS e e e e
69 6.00 6.20 6.40 6.60 6.80
83 m/z 43.10 41.39%
41
5000 55 98
A | . ! 126
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 640 6.60 6.80

SOM02 .2-EPA-BM052016.M Wed Jun 01 08:34:45 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Cyclic6.52 Concentration Rank 24

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

6.52 16.13 ng/ul 530696 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 81
2 Cyclohexane, l1l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 74
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 74
4 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 72
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64

Abundance Scan 669 (6.522 min): BM005652.D (-663) (-) m/z 69.10 100.00%
55 69
111
5000 41
97
83 BN AL LR I AR
L |‘I I| ||| ‘ | 125 1TO 620 640 680 680
obrrrrre e e e e et e e e m/z 55.05 84 ._71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-

5000

6.20 6.40 6.60 6.80
m/z 111.10 71.74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
111
55 6.20 6.40 6.60 6.80
5000 m/z 56.10 40.42%
41
29 83 140
97 125

WWWWTWWWTWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11584: Cyclohexane, 1,1,3-trimethyl- R B
6.20 6.40 6.60 6.80
m/z 41.05 40.41%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

SOM02 .2-EPA-BM052016.M Wed Jun 01 08:34:47 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 (DEL) Alkane: Branched6.58 Concentration Rank 14

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

6.58 20.45 ng/ul 673071 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 50
2 1-(1-Propynyl)cyclohexanol 138 C9H140 000697-37-0 43
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 38
4 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 38
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004755-33-3 35

Abundance Scan 679 (6.581 min): BM005652.D (-673) (-) m/z 69.10 100.00%
60
55
a1 81 125
5000

110 VAV S '
L O R
R B R L L e e m/z 95.05 96.72%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #17016: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al...
41 55
67 95
5000 81
6.20 6.40 6.60 6.80 7.00
123 m/z 55.10  70.13%
109
..,....,....,....,l‘...i‘l‘.l‘.,..‘..‘.7.4.‘.‘}.l..,‘.‘ll‘.,....‘i.... ....,..1.:.3,8....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
R e e AN ERE RS )
6.20 6.40 6.60 6.80 7.00
5000 m/z 81.05 65.08%
82
39 55 67 123
27 109
15 74 102 138
Wmmmmﬂwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5975: 1,3-Dimethyl-1-cyclohexene
95 6.20 6.40 6.60 6.80 7.00
m/z 125.10 64.21%
5000 67
110
55
27 41 82
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

SOM02 .2-EPA-BM052016.M Wed Jun 01 08:34:48 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 (DEL) Alkane: Cyclic6.72 Concentration Rank 63

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

6.72 5.84 ng/ul 192284 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,3,5-trimethyl-2-o0... 378 C27H54 055282-34-3 72
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 59
3 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 56
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 53
5 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 43

Abundance Scan 703 (6.722 min): BM005652.D (-699) (-) m/z 69.10 100.00%
S 125
5000 a1
| o7 640 6.60 6.80 7.00
— e e e e S S B o 1 B m/z 125.10 81.70%
m/z--> 50 100 150 200 250 300 350
Abundance #201695: Cyclohexane, 1,3,5-trimethyl-2-octadecy!-
125
69
5000 43
6.40 6.60 6.80 7.00
o7 m/z 55.00 46.00%
bl L 153175105214239252 280 308 335354 378
m/z--> 50 100 150 200 250 300 350
Abundance
69
125 BRSNS
6.40 6.60 6.80 7.00
5000 a1 m/z 41.00 37.02%
15 97
m/z--> 50 100 150 200 250 300 350
Abundance #18044: Cyclohexane, 1,1,4,4-tetramethyl- I R e RERaEEa
69 6.40 6.60 6.80 7.00
a1 m/z 83.05 31.49%
125
5000
'y'leJ??"J"l"" LN SN UL SR BRSNS
m/z--> 50 100 150 200 250 300 350 6.40 6.60 6.80 7.00

SOMO02 .2-EPA-BM052016.M Wed Jun 01 08:34:49 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 (DEL) Alkane: Cyclic6.86 Concentration Rank 56

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

6.86 7.19 ng/ul 236610 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 83
2 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 83
3 Cyclooctane, ethyl- 140 C10H20 013152-02-8 80
4 Cyclooctane, butyl- 168 C12H24 016538-93-5 72
5 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 72

Abundance Scan 726 (6.858 min): BM005652.D (-721) (-) m/z 69.05 100.00%
60 111
5000 ¥
41 95
| 83 e WO 660 680 7.00 7.20
SN TN | O O AP IS - R A m/z 111.10 81.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18050: Cyclohexane, 1-ethyl-2,3-dimethyl-
69
111
55
5000
41 6.60 6.80 7.00 7.20
m/z 55.00 54 _.26%
29 ‘ ‘ 83 ° 140
"'I“'UI”'JIm"P“J'ﬁ%'Hf“"fm"I“'ZI'“'kl”'l}%gl'“'l'”'I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
55 U R R R
11 6.60 6.80 7.00 7.20
5000 " m/z 95.10 37.32%
29 83
22 48 o1 125 140
mmmmwwmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17970: Cyclooctane, ethyl— L L L
69 6.60 6.80 7.00 7.20
m/z 41.00 30.98%
111
5000 55
41
28
I ill48 |62 || 8l 97104 | 118 128 140
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 2,4-Nonadienal, (E,E)- Concentration Rank 17

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

7.05 18.04 ng/ul 593497 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 59
2 Silane, difluorodimethyl- 96 C2H6F2Si 000353-66-2 53
3 2,4-Nonadienal 138 C9H140 006750-03-4 42
4 Acetic acid, cis-4-methylcyclohe... 156 C9H1602 1000368-24-8 42
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 42

Abundance Scan 759 (7.052 min): BM005652.D (-753) (-) m/z 81.05 100.00%
il
5000
55 67
4|1 | || | 96 11|1 123 4 6.80 7.00 7.20 7.40
.w.”w.”w.”h.”wﬂuw.mn.mﬂl.w.ﬂw.nqn.wm.w“.w”.. m/z 55.05 20.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17535: 2,4-Nonadienal, (E,E)-
81
5000 U UL R R I
a1 6.80 7.00 7.20 7.40
27 67 158 m/z 67.00 18.37%
53
"|""|""H"'ji“'"FJ”"l'”M|"'“\l“"|'??'|"}9?“"|""|"'l|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
680 7.00 720 7.40
5000 m/z 41.10 16.15%
47 96
27 40 60 67
mewwmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17515: 2,4-Nonadienal A EREE S S
81 6.80 7.00 7.20 7.40
m/z 69.10 15.80%
5000 41
27
67
53
'w'%?w"'w"'w"'w"'w"'w"'w"'w'??w"}Pﬁ"'v"'l”%??“" R L UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 (DEL) Alkane: Cyclic7.19 Concentration Rank 53

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

7.19 7.71 ng/ul 253713 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 53
2 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 50
3 Trans-1,4-diethylcyclohexane 140 C10H20 013990-93-7 49
4 Cyclohexane, l-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 47
5 Cyclohexane, l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 47

Abundance Scan 783 (7.193 min): BM005652.D (-779) (-) m/z 69.10 100.00%
69
97 111
5000 a
83 e
| h | | 125 140 6.80 7.00 7.20 7.40 7.60
SRS NI SN | RN PR AN/ | S NS m/z 55.10  93.44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18049: Cyclohexane, 2-ethyl-1,3-dimethyl-
69
55
111
5000 U I L I L
41 6.80 7.00 7.20 7.40 7.60
29 a3 m/z 111.10 59.98%
97
"'F%JJV"Mlkﬁﬁ”'m|"”l"“|*l“|'“m|"“il'“|}%§|'“%T?“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 69
o1 U I L I
6.80 7.00 7.20 7.40 7.60
5000 a m/z 97.10 56 .56%
84
140
21 62 | 77 111 925
Wmmwwwwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18015: Trans-1,4-diethylcyclohexane
69 6.80 7.00 7.20 7.40 7.60
11 m/z 41.05 36 .30%
5000 »
41
140
| 81
“'w'“w'“lh“l“ml“Jﬂ“'w“”w'“'w“'N'“w'“w'”l“”l U I L I L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 (DEL) Alkane: Cyclic7.42 Concentration Rank 51

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

7.42 7.93 ng/ul 260810 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 64
2 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 50
3 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 50
4 Cyclohexane, 1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 47
5 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 47

Abundance Scan 822 (7.422 min): BM005652.D (-817) (-) m/z 55.00 100.00%
55
69 97
5000 41
81 VYT M
H | || dl 112 125 154 7.00 7.20 7.40 7.60 7.80
reprrrrprrrr el et el it e e | M/Z 69.05 61 . 64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18074: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)-
55
97
5000 R A I L
a1 69 7.00 7.20 7.40 7.60 7.80
81 m/z 97.05 56.69%
ﬁg “ Al ‘ ‘ . 111 125 140

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

Abundance
55 97
70
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.00 44 .08%
41
29 83
18 111 127 143
WWWWTWWWWWTWTWWTWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans- L REE B e
55 o7 7.00 7.20 7.40 7.60 7.80
m/z 70.10 41.36%
5000
41
69 126
29 ‘ 81
L ‘ T | T \ | 111

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 (DEL) Alkane: Branched7.49 Concentration Rank 25

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

7.49 15.98 ng/ul 525825 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
2 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 38
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 38
4 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 38
5 3-Penten-1-ol, 2,2,4-trimethyl- 128 C8H160 005842-53-5 38

Abundance Scan 834 (7.493 min): BM005652.D (-828) (-) m/z 81.05 100.00%
il
55 97
5000
110 139 7.20 7.40 7.60 7.80
..,....,....,....|,‘!-...,.'!!.,...|.|,|..."'!|...,....-,....-;....,1.%:?.,....-':...., m/z 97.10 63.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2879: Cyclohexene, 4-methyl-
81
54
5000 a9 U R L L R
67 9% 7.20 7.40 7.60 7.80
‘ m/z 55.10 58.14%
'W”'W“LH””AﬁﬁPM'P“W7ﬁJ“'W“”I””P'”P”'P”W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
720 740 760 7.80
5000 m/z 41.05 29.19%
s a1 69
15 81 1 o
mmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2872: Cyclohexene, 4-methyl- AR EREEE RS
81 7.20 7.40 7.60 7.80
m/z 67.00 25.35%
54
5000 9
39 67
'W'%?W""P"'P"'I”"I”"I7ﬂ'l'”§?“"l”"l”"I”"P"'P"'I U IR L R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 (DEL) Alkane: Cyclic7.57 Concentration Rank 33

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

7.57 12.30 ng/ul 404637 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 27
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 27
3 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 27
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 27
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 27

Abundance Scan 847 (7.569 min): BM005652.D (-843) (-) m/z 57.10 100.00%
43 57 4 o
g3 o
5000 139
109
126 720 7.40 7.60 7.80 8.00
el m/z 43.10 92.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36772: 1-Undecene, 4-methyl-
43
57 711
5000 SRR N AN LR
85 720 7.40 7.60 7.80 8.00
29 m/z 71.10 82.07%
97 126
ﬂ il “‘ i Y112 | 140 168
mz-> 20 40 60 80 100 120 140 160 180
Abundance
43 57 71
o 720 7.40 7.60 7.80 8.00
5000 m/z 95.10 77.31%
126
29
7 110 140 154 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48860: Undecane, 4,7-dimethyl- N B
43 7.20 7.40 7.60 7.80 8.00
57 m/z 83.10 69.18%
5000 [
85
29
_ ,,\,, “...‘l o 99 113 127 141 155 184 VWV Y N
m/z--> 20 Jo éo 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Bicyclo[3.1.1]heptan-3-one,... Concentration Rank 2

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

7.69 32.57 ng/ul 1071820 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 64
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 35
3 Triallylsilane 152 C9H16Si 001116-62-7 30
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 30
5 Cyclohexane, l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 22

Abundance Scan 868 (7.693 min): BM005652.D (-857) (-) m/z 69.10 100.00%
69 83
55
41
139
5000 95
111
7.40 7.60 7.80 8.00
.,....,....L!...,.':I:,..~.|!,|...'.',‘!!'..,...'|.,....'!‘!'...,1?.:?.,...:,'....1,“.3.2..,.. m/z 83.05 85.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55 69 83
41
5000 LR I UL L L
95 7.40 7.60 7.80 8.00
27 110 150 m/z 55.05 76.12%
S S A1 N SO 102 N S .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55
41 9 g SRR .
7.40 7.60 7.80 8.00
5000 m/z 57.10 68.73%
95
110 119 134 152
Wmmmmﬁmwmwﬁ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26142: Triallylsilane A B REE e
69 7.40 7.60 7.80 8.00
m/z 41.00 66.20%
83
5000 43
111
AN 5‘5\ " H N 9\5 \“\ 124 151
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 (DEL) Alkane: Branched7.83 Concentration Rank 36

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

7.83 11.34 ng/ul 373080 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 83
2 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 002778-68-9 60
3 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 60
4 Cyclohexane, 1l-methyl-4-(1-methy... 138 C10H18 001124-25-0 55
5 Cyclooctene, 1,2-dimethyl- 138 C10H18 054299-96-6 53

Abundance Scan 891 (7.828 min): BM005652.D (-886) (-) m/z 81.05 100.00%
81 95
67
41
» 109
5000

123 138 LR LA R R

Ll m | | ‘ “ | | 740 7.60 7.80 8.00 8.20
..,....,....,....;.:..,-...:,..':.,:..'.:.!..,-.-:.....,:'...,.:.'.,...'.,.... m/z 95.00 90.88%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #16980: Cyclohexene, 4-methyl-1-(1-methylethyl)-
95
81
5000 IIIIIIIIIIIIIIIIIIIIIIII
138 740 7.60 7.80 8.00 8.20
123 m/z 67.00 74.33%
27 ‘ ‘ 109 ‘
”P”.P”M.”M”.w””,”JL.MP”.WLH.”WH.WHH,””P.“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
31 R e e S IR
740 7.60 7.80 8.00 8.20
5000 41 67 138 m/z 41.10 67.70%
%5 123
27
15 109
Wmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17015: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, (1.alpha.... A Rma e e
95 740 7.60 7.80 8.00 8.20
81 m/z 43.00 65.24%
5000 41 &7 138
55
123
109 ‘
.w.%?.P..H,.”.MJ..wuhn.P.nH,.”hHJ.”,‘”l.v...,”..,.;”,...np... A -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 (DEL) Alkane: Cyclic7.90 Concentration Rank 40

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

7.90 10.48 ng/ul 344967 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 92
2 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-27-2 60
3 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 60
4 Cyclohexene,l1-(2-methylpropyl)- 138 C10H18 003983-03-7 58
5 Cyclohexene, 3-(2-methylpropyl)- 138 C10H18 004104-56-7 49

Abundance Scan 903 (7.899 min): BM005652.D (-897) (-) m/z 81.05 100.00%
55 a1 123
67
41
5000
138

109 AR NN RSN AR R
Ll L b LT e EEme

S [ _— .,‘...':';....,....,....,....,...l.,....',....,.-:..,.. m/z 123.05 98.05%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17003: Cyclopentane, 1-methyl-1-(2-methyl-2-propeny!)-
81 123
95
41 67
55 JAAN

5000 R R e
27
“\

7.60 7.80 8.00 8.20

138 m/z 95.10  92.40%

109

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

Abundance
81 9
T e
67 7.60 7.80 8.00 8.20
5000 55 m/z 55.05 85.91%
41 123 138
109
m—mwwmwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6015: Bicyclo[4.1.0]heptane, 3-methyl- B AE maa s
41 68 81 95 7.60 7.80 8.00 8.20
m/z 82.05 83.17%
54
5000
110
.,....,....w...,u‘...,..w.,...uq....,..:.,....,....,....,....,....,....,.. AV RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 21 (DEL) Alkane: Cyclic7.95 Concentration Rank 10

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

7.95 23.63 ng/ul 777715 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1-ethyl-2-methyl-,_... 112 C8H16 000930-89-2 43
2 8-Azabicyclo[3.2.1]Joctan-3-0l, 8... 141 C8H15NO 000120-29-6 38
3 Cyclopentane, l-ethyl-2-methyl- 112 C8H16 003726-46-3 38
4 Cyclopentane, l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 38
5 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 38

Abundance Scan 912 (7.952 min): BM005652.D (-906) (-) m/z 55.10 100.00%

5000

7.60 7.80 8.00 8.20
m/z 83.10 82.70%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6827: Cyclopentane, 1-ethyl-2-methyl-, cis-
55
41 83
5000 70 L B L B
27 7.60 7.80 8.00 8.20
m/z 57.10 80.63%
g7 112
15 | il
SN N |1 RO O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
82
96 R e e I RREEE SRS
42 7.60 7.80 8.00 8.20
5000 m/z 41.00 73.80%
57
67 113 124 140
15 28
mmﬂmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6793: Cyclopentane, 1-ethyl-2-methyl- B B AR,
55 7.60 7.80 8.00 8.20
41 83 m/z 82.10 70.07%
5000 70
27
112
97
”q”““”q””pLqMﬂ“”Mm”“”q”n“”q””“”q””“”q””“. T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 22 (DEL) Alkane: Cyclic8.03 Concentration Rank 62

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

8.03 6.15 ng/ul 202478 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 47
2 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 35
3 Cyclopentane, (3-methylbutyl)- 140 C10H20 001005-68-1 30
4 cis-2,6-Dimethyl-2,6-octadiene 138 C10H18 002492-22-0 27
5 Tetrahydrocarvone 154 C10H180 000499-70-7 27

Abundance Scan 925 (8.028 min): BM005652.D (-922) (-) m/z 69.05 100.00%
60 111
55
5000
41
139 rrrryrrrryrrrryrrrTTTT
| | 123 154 7.60 7.80 8.00 8.20 8.40

..,....,....',....,.'.!.,...|!,'...-.','!|...,..‘..,....,'....,.'...,...-.,....,.'!..,.. m/z 111.10 96.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #36845: Cyclooctane, (1-methylpropyl)-
69
111
5000 55 R e
a1 7.60 7.80 8.00 8.20 8.40
m/z 55.10 52.42%
29 82
97
N s —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
RS B e
55 11 7.60 7.80 800 820 8.40
5000 m/z 41.05 32.15%
41
29 83 o5 125 140
mmwwwwmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18025: Cyclopentane, (3-methylbutyl)- A Rma e e
56 69 7.60 7.80 8.00 8.20 8.40
41 m/z 95.05 31.38%
5000
28 83
97
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7. 60 7.80 800 8.20 8.40

SOM02 .2-EPA-BM052016.M Wed Jun 01 08:35:01 2016 Page: 26



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 23 (DEL) Alkane: Cyclic8.11 Concentration Rank 48

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

8.11 8.37 ng/ul 275523 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 72
2 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 64
3 Cyclopentane, 1,1"-ethylidenebis- 166 C12H22 004413-21-2 64
4 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 64
5 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1000309-68-1 59

Abundance Scan 939 (8.110 min): BM005652.D (-936) (-) m/z 97.10 100.00%
g7
55
5000
a1 81 106 AR A YA e
154 7.80 8.00 8.20 8.40
o.,....,....',|:'...,.':I'.,...'.!'....,|....,..|!,....|,:...,1.2]?.,..1.3.7....,.!..,....,... m/z 55.05 77.97%
m/iz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
5000 R U L L L
7.80 8.00 8.20 8.40
‘ m/z 81.05 26.98%
126
'P'JJP"“"'W"'W"'W"”?}”'I'”'I”'}%%"P'l'P"'P"W"”I'”'I”'
m/iz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55 97
780 800 8.20 840
5000 m/z 96.05 24 _37%
2 83 111 125 140
mmmwﬁmﬁm
m/iz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35189: Cyclopentane, 1,1-ethylidenebis- R AEEmaams ma
55 g7 7.80 8.00 8.20 8.40
m/z 41.10 22.80%
41
5000 68
81
ol ‘ 9 || 109 123 137 151 166
mz-> 20 30 4'0 50 60 70 8IO 90 100 110 120 130 140 150 160 170 7.80 800 820 840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 (DEL) Alkane: Branched8.17 Concentration Rank 60

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

8.17 6.73 ng/ul 221561 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 55
2 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 53
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 50
4 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 49
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 006069-97-2 49

Abundance Scan 949 (8.169 min): BM005652.D (-945) (-) m/z 95.05 100.00%
69 5]
81
55 111
41
5000
123
138 S L SR R
|| | | 154 7.80 8.00 8.20 8.40 8.60
rre et b e e e e m/z 69.10 84 _.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16909: 9-Methylbicyclo[3.3.1]nonane
67 81
41
5000 55 95 IR I LI LN I
7.80 8.00 8.20 8.40 8.60
123 m/z 81.05 76.04%
‘ " | 0 a
1l ylll Ll |

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

Abundance
67 81 95
R A R
7.80 8.00 8.20 8.40 8.60
5000 41 m/z 67.05 72.37%
55 110
29
wwmmﬁwmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16914: Naphthalene, decahydro-, cis- N B o
a1 67 81 7.80 8.00 8.20 8.40 8.60
m/z 55.05 69.04%
138
96
5000 27 55
109
15
SRS S| S SO N O R S | — L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 25 (DEL) Alkane: Cyclic8.21 Concentration Rank 61

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

8.21 6.47 ng/ul 212855 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 49
2 Cyclopropane, 1-butyl-2-(2-methy... 154 C11H22 041977-35-9 47
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 38
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 38
5 Cyclohexanone, 3,3,5,5-tetramethyl- 154 C10H180 014376-79-5 38

Abundance Scan 956 (8.210 min): BM005652.D (-952) (-) m/z 69.10 100.00%
0 g5
5000 41 o7 125
T O O 2 0 )
e el el et 2 b e | m/Z . 55.00 96 66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27097: Cyclohexane, 1,1-dimethyl-2-propyl-
56 69
41
5000 84 IR LA I L I
7.80 8.00 8.20 8.40 8.60
N 5o 1o m/z 83.10 81.53%
111
W'”W'“'P”'P'”P'”I””I“'W”'W'”W'“'ﬁﬁéP'”l””l”'W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
56
69 SRR SR LR
7.80 8.00 820 8.40 8.60
5000 41 m/z 56.05 58.59%

83
98 111 126 139 154

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

Abundance #11637: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3... A e o
41 5 69 7.80 8.00 8.20 8.40 8.60
111 m/z 57.05 48.18%
27
5000 83 126
‘ o7

,.uh”.qnnpﬁﬁ“umﬁ”up”w.”u”.whn,”n“.”“”.“”w.. e T

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 26 (DEL) Alkane: Branched8.29 Concentration Rank 35

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

8.29 12.26 ng/ul 403575 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 86
2 Cyclohexene, l-pentyl- 152 C11H20 015232-85-6 50
3 1H-Indene, octahydro-5-methyl- 138 C10H18 019744-64-0 50
4 1-Methylcyclooctene 124 C9H16 000933-11-9 43
5 Cyclohexene, 1-butyl- 138 C10H18 003282-53-9 43

Abundance Scan 970 (8.293 min): BM005652.D (-960) (-) m/z 69.10 100.00%
60 g1
55
41 % m
5000
h h || | 122 138 1 800 820 840 860
et b Bl b Tm/z 81.05  83.97%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16909: 9-Methylbicyclo[3.3.1]nonane
67 81

41
123 m/z 55.10 71.21%
R A SR RS AR RN RARAA AR LARAS LRSS AR AAASE SN ARSI BN

5000 55 95 IIIIIIIIIIIIIIIIIIIIIII
8.00 8.20 8.40 8.60
‘ ‘ 109 138
‘ i i L1 Ll l| ‘ |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

81 96

67 8.00 8.20 8.40 8.60
5000 m/z 96.10 61.94%

n P 109 152

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

Abundance #16918: 1H-Indene, octahydro-5-methyl- AN mEE RS B
8 96 8.00 8.20 8.40 8.60
67 m/z 41.00 59.00%
5000
4l 55 138
28 ‘ ‘ 110
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 27 (DEL) Alkane: Cyclic8.32 Concentration Rank 30

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

8.32 13.22 ng/ul 435011 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 47
2 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 43
3 Cyclodecanone 154 C10H180 001502-06-3 43
4 4-Octene, 2,3,6-trimethyl- 154 C11H22 063830-65-9 43
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 42

Abundance Scan 975 (8.322 min): BM005652.D (-971) (-) m/z 69.10 100.00%
69
s 111
5000 95
41 83
154 L I L UL I
125 139 8.00 8.20 8.40 8.60

! IS NNMUD IS NS W m/z 55.00 71.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69 111
55
5000 41 LA L L L L L LB L |
83 8.00 8.20 8.40 8.60
- ‘ m/z 111.10 65.13%
S S-S,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
g 5 .
8.00 8.20 8.40 8.60
5000 34 m/z 95.10 40.82%
29
97 111 139 1>
125
W@mmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26652: Cyclodecanone R e
4 55 8.00 8.20 8.40 8.60
m/z 97.10 40.34%
111
5000 98
27 6o 84
| I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 28 unknown-01 Concentration Rank 6

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

8.63 28.46 ng/ul 936547 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 45
2 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-01-6 43
3 Carane, 4,5-epoxy-, trans 152 C10H160 006909-20-2 43
4 Bicyclo[2.2.1]heptane, 2-butyl- 152 C11H20 061177-16-0 42
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 38

Abundance Scan 1027 (8.628 min): BM005652.D (-1019) (-) m/z 69.10 100.00%
60
55 g1 P
41
5000

125 [T T
|| ||| || || | ‘ 137 152 820 840 8.60 8.80 9.00
..,....,....,....,!...,.!..,..':.,'....;....,'.-..'.,....,....,.'.'..,...'.',....,!:..,.. m/z 95.10 77.45%

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

Abundance #25374: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R
8l 152
67
41
5000 95 110 L L L L
55 8.20 840 8.60 8.80 9.00
21 137 m/z 55.05  73.74%
Ll il 12
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81 152
67 [TT I T[T r[rrrr[prrrrprrrs
41 8.20 840 8.60 8.80 9.00
5000 9% 109 m/z 81.00 68.94%
27 55
137
15 123
WWWWWTWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25136: Carane, 4,5-epoxy-, trans A REamE R e
81 8.20 840 8.60 8.80 9.00
41 m/z 67.00 56.17%
67
5000
27 109 123
152
y \
\ H \‘\ H‘ ‘ \l H‘ IH M \‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 820 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 29 Glycine, furan-2-yl-methyl ... Concentration Rank 20

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

8.75 17.00 ng/ul 559483 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glycine, furan-2-yl-methyl ester 155 C7H9NO3 1000306-78-7 53
2 1-Nonylcycloheptane 224 C16H32 1000371-47-7 47
3 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 38
4 Cyclohexane, 1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 38
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 38

Abundance Scan 1048 (8.752 min): BM005652.D (-1041) (-) m/z 55.05 100.00%
g1 97
5000 41 67
109 1} 540 5b0 850 sbo
,..i..,|.".1.3.5,..1.5.4,....,....,....,... m/z 97.10  85.25%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28004: Glycine, furan-2-yl-methyl ester
30 81
97
5000 UM R R S
8.40 8.60 8.80 9.00
m/z 81.00 79.16%
53 154
41 | 69 ‘ “ 111123 137 |
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55
840 860 8.80 900
5000 o7 m/z 96.05 62.01%
69 g1
111123 137 152 224
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18004: m-Menthane, (1S,3S)-(+)- B B AR
55 o7 8.40 8.60 8.80 9.00
m/z 41.10 43.90%
5000
. 41 69 81 140
IJM'J"MW'J"L"”I'”%%q"'l”"l"”l""P"'I'” LR R S R
miz--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 30 unknown-02 Concentration Rank 5

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

8.86 29.20 ng/ul 960865 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 3,5-dimethyl- 126 C8H140 002320-30-1 38
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 38
3 Cyclohexane, l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 38
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 27
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 27

Abundance Scan 1066 (8.857 min): BM005652.D (-1056) (-) m/z 69.10 100.00%
5000 125
153 8.60 8.80 9.00 9.20
A8 TS M8 w/z 55.10 77.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11420: Cyclohexanone, 3,5-dimethyl-
69
5000 A L N L L
2 56 8.60 8.80 9.00 9.20
‘ 82 11 126 m/z 41.00  45.86%
..1.5|.‘.‘..‘|“....|.‘£“..|l.9.‘3.|.l‘..|.‘...|....|....
m/z--> 20 40 80 100 120 140 160
Abundance
55 69 83
a U R SRS R
8.60 8.80 9.00 9.20
5000 95 m/z 125.05 44 .14%
27 110 152
123 137
miz--> 20 40 60 80 100 120 140 160
Abundance #18050: Cyclohexane, 1-ethyl-2,3-dimethyl- T T
69 8.60 8.80 9.00 9.20
1 m/z 83.05 37.21%
55
5000
41
‘ ‘ 83 140
T |'h"'|w""j|"‘“' T '?7|"‘l' 1?§' U DAL DU U R RS R
m/z--> 20 40 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 31 unknown-03 Concentration Rank 57

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

9.02 7.13 ng/ul 234521 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 35
2 1,14-Tetradecanediol 230 C14H3002 019812-64-7 27
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 27
4 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 27
5 Cyclohexanemethanol 114 C7H140 000100-49-2 27

Abundance Scan 1094 (9.022 min): BM005652.D (-1091) (-) m/z 55.05 100.00%
83
125
5000 4l 69
8.60 880 9.00 920 9.40
. m/z 83.10 95.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17642: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
83
5000 55 UL A LA LS
95 8.60 8.80 9.00 9.20 9.40
2t ‘ 67 109 123 m/z 125.10 72.36%
138
'W}?I””P'”P”"”W'”W””I””P'”P”'P”W'”W”'W””I””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55
82 SR SR A L
a1 69 8.60 8.80 9.00 9.20 9.40
5000 - m/z 82.10 53.96%
95
109
123
mmmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11533: Cyclohexane, propyl- B e e s S
83 8.60 8.80 9.00 9.20 9.40
m/z 41.00 50.75%
5000 41
126
“I}?I“Lh““mh“Pw“P“MV“W'LW'gz'“W“'W“'W“'W““I““I' SR SRR A L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 32 (DEL) Alkane: Cyclic9.08 Concentration Rank 39

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

9.08 10.49 ng/ul 345265 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 47
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46
3 Cyclohexane, (1-methylbutyl)- 154 C1l1H22 061208-94-4 38
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 38
5 Succinic acid, trans-hex-3-enyl ... 382 C23H4204 1000353-43-6 35

Abundance Scan 1104 (9.081 min): BM005652.D (-1099) (-) m/z 55.10 100.00%
83
41 97
5000 69
110 154 880 9.00 9.20 9.40
126
e 391168 | Tz 83.10  90.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55 83
41
5000 UL SR R SRR
o7 8.80 9.00 9.20 9.40
27 69 140 m/z 82.10 54 _.91%
— ||||||||||||||||||||||1:!-2||1|25|||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
55 83
880 9.00 9.20 9.40
5000 a1 m/z 41.00 51.81%
29 67 154
15 97 111 125
miz--> 20 40 60 80 100 120 140 160
Abundance #27078: Cyclohexane, (1-methyloutyl)- T
55 8 8.80 9.00 9.20 9.40
m/z 97.10 49.10%
5000 a1 69
111
29 ‘ 154
SN | S O O LAY W - S AAA VA
m/z--> 20 40 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 33 (DEL) Alkane: Cyclic9.10 Concentration Rank 16

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

9.10 19.01 ng/ul 625437 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctane, butyl- 168 C12H24 016538-93-5 38
2 Cyclohexane, l-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 38
3 2-Propenoic acid, 2-methyl-, 2-p... 126 C7H1002 000096-05-9 38
4 Methoxyacetic acid, 2-ethylcyclo... 200 C11H2003 1000282-69-7 38
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 37

Abundance Scan 1107 (9.099 min): BM005652.D (-1106) (-) m/z 69.10 100.00%
69
5000 81 111
880 9.00 9.20 9.40
m/z 81.10 45 _.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36763: Cyclooctane, butyl-
69
111
55
5000 HR RS LR L R
41 8.80 9.00 9.20 9.40
29 8 m/z 111.10 41 _.55%
....l.‘H..‘l“...‘.‘lu‘l‘..N‘l...‘luu‘l.|....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
69
55 e 880 9.00 9.20 9.40
5000 m/z 105.00 39.04%
41
29
B o 125 140
miz--> 20 40 60 8 100 120 140 160
Abundance #11214: 2-Propenoic acid, 2-methyl-, 2-propeny! ester
4 69 8.80 9.00 9.20 9.40
m/z 109.10 30.45%
5000
81
111
15 11 lh ﬁ7 | LI o 125
m/z--> 20 40 60 80 100 120 140 160 880 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 34 (DEL) Alkane: Branched9.19 Concentration Rank 74

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

9.19 2.16 ng/ul 205662 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 52
2 1-Octadecyne 250 C18H34 000629-89-0 43
3 Spiro[3.5]nonan-1-one 138 C9H140 029800-45-1 38
4 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-31-2 38
5 Cyclohexane, l1l-methyl-4-(2-hydro... 142 C9H180 004916-87-4 35

Abundance Scan 1123 (9.193 min): BM005652.D (-1116) (-) m/z 95.10 100.00%
g1 ¥
41 55
5000 69
137
110 AR B e R
123 152 880 9.00 9.0 9.40 9.60
m/z 81.05 80.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5970: Cyclohexene, 1,6-dimethyl-
67 95
81
5000 a1 110 880 9.00 920 9.40 9.60
m/z 55.05 61.01%
'}E'M”k”ﬂwl'MHP"“"”I'”'I”"P"'"”I'”'I”"P
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
43 81
55 67 AN AR R L
8.80 9.00 9.20 9.40 9.60
5000 95 m/z 41.10 60.50%
29
109
15 123 137 151 165 180 193 207 221 235
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17527: Spiro[3.5]nonan-1-one R e R R
il 8.80 9.00 9.20 9.40 9.60
67 m/z 69.05 50.76%
5000
% 110
- ‘ 138
“'l”“'U“'Ll“"‘“Jhwfyﬁpg'jw"w"'w"“l'“'l'“'l' AN AR R L
m/z--> 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 35 (DEL) Alkane: Branched9.29 Concentration Rank 70

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

9.29 3.13 ng/ul 298647 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 45
2 Cyclooctane, ethenyl- 138 C10H18 061142-41-4 43
3 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 42
4 Cyclodecene, 1l-methyl- 152 C11H20 066633-38-3 41
5 Bicyclo[4.1.0]heptan-2-one, 3,5,... 152 C10H160 029750-24-1 41

Abundance Scan 1140 (9.293 min): BM005652.D (-1134) (-) m/z 81.00 100.00%
55 81 95 109
69
41
5000
125 137 152 N

| ‘ | | ‘ | 168 9.00 9.20 9.40 9.60

1 Il ..':! | A

e bl Wl ) Tm/Z 109.10 99.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25433: cis-Decalin, 2-syn-methyl-

81 95

67

41
5000 5 .

152 9.00 9.20 9.40 9.60
m/z 95.10 94 .98%

29
H 1 Hl‘.l ‘\ Ll . 1:\37 L

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

|

Abundance
67 81
41 55 S
109 9.00 9.20 9.40 9.60
5000 95 m/z 55.00 90.10%
27
123 138
mmmmﬁmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25335: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, trans- AR EREEE RS
67 95 9.00 9.20 9.40 9.60
m/z 69.05 75.31%
5000 41 82 109
55
152
137
‘ ‘ 123 ‘
.,....,....H‘...,‘all.,..‘a.}...‘.‘l.‘...,‘.‘a.‘.,....,‘....,.‘:..,....,....,.‘...,....,.... R I ma
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 36 (DEL) Alkane: Branched9.48 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
9.48 11.23 ng/ul 1071410 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 87
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 87
4 Cyclodecene, 1l-methyl- 152 C11H20 066633-38-3 87
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 74
Abundance Scan 1172 (9.481 min): BM005652.D (-1165) (-) m/z 81.05 100.00%
g1
67 95 152
5000 41 55 137
109 I RRARE R s
L Ll ‘ | 173 | 200 247 200 20
e e e e e e e e e e e e m/z 95.10 76.14%

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

Abundance #25446: Naphthalene, decahydro-2-methyl-
41 81 152
67 95
55
27
5000 LA L L L L L LB
137 9.20 9.40 9.60 9.80
109 m/z 67.00 75.49%
b | =
”“.h“”.W”qﬁﬂq”W¢”MHu”ﬁwﬂpn.knqﬂhq”.nnnlﬁu“.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
67 95 LA L L L L L L
a1 55 152 9.20 9.40 9.60 9.80
5000 m/z 152.10 T72.77T%
137
29 109
123
mwﬂwwmﬁmmmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25433: cis-Decalin, 2-syn-methyl-
1 95 9.20 9.40 9.60 9.80
67 m/z 82.05 42 . 79%
41
5000 55
110 152
29
123
I P A
SN RO PR O PO | S A A A BYA AR A h.ahe
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 37 Benzene, (3-methyl-2-butenyl)- Concentration Rank 73

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

9.84 2.50 ng/ul 238949 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 84
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 83
3 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 83
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 83
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 55

Abundance Scan 1233 (9.840 min): BM005652.D (-1229) (-) m/z 131.05 100.00%
81 o5
5000 67
152
9.60 9.80 10.00 10.20
AL, 202 m/z 81.10 61.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131
91 146
5000 LRI UL IR S U
9.60 9.80 10.00 10.20
m/z 95.10 52.09%
G R M o R
1, | ! It il |
m/z--> 10 20 3'0 40 50 60 7'0 80 9'0 100 110 120 130 140 150 160
Abundance
131
960 9.80 10.00 10,20
5000 m/z 67.05 49 _.58%
o1 146
115
27 39 51 63 77 103
Wmmwmmmmrm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)- A Eam e L
131 9.60 9.80 10.00 10.20
m/z 91.00 38.66%
5000 o1
146
39 51
ol N P O N W
| I I | | !
m/z--> 10 20 30 40 50 60 70 80 9'0 100 110 120 130 140 1&'30 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 38 unknown-04 Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
10.14 3.98 ng/ul 380152 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 43
2 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 43
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 43
4 4-Undecene, 4-methyl-, (2)- 168 C12H24 074630-57-2 41
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 38
Abundance Scan 1284 (10.140 min): BM005652.D (-1279) (-) m/z 57.10 100.00%
g7
5000
“ l | “ oo 9.80 10.00 10.20 10.40
- b m/z 55.10 78.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238130: Triaconty! trifluoroacetate
57
5000 AU LR SRR
9.80 10.00 10.20 10.40
125 m/z 69.10  63.74%
29| ‘ “hk ﬂ 181209 250278306334362302420 465 516
m/z--> 55 100 150 200 250 300 350 400 4éo 560 550
Abundance
57
o7 9.80 10.00 10.20 10.40
5000 m/z 97.10 49.88%
125
29 153181208236264292 336364409 560
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235928: Octacosyl trifluoroacetate R AR RS
57 9.80 10.00 10.20 10.40
m/z 41.00 47 .86%
97
5000
29 125
L l 153181208 250278306334364392 437 488
m/z--> 55 100 150 200 250 300 350 400 450 500 550 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 39 (DEL) Alkane: Branchedl0.26 Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
10.26 3.47 ng/ul 330845 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 53
2 Spiro[4.5]decan-2-one 152 C10H160 003643-16-1 46
3 4-Tetradecyne 194 C14H26 060212-33-1 43
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 41
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 38
Abundance Scan 1304 (10.257 min): BM005652.D (-1299) (-) m/z 119.05 100.00%
119
67 95
55
41
5000 10 152
| 137 167 180 10.00 10.20 10.40 10.60
el m/z 81.05 89.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25444: Naphthalene, decahydro-2-methyl-
41 81 95
67 152
55
5000 27 LA BRI UL I SUA
10.00 10.20 10.40 10.60
10 ., m/z 67.00 70.95%
i I
s H Il Ll ‘ | \ \
UL R PN SIS WAL UL BN SRR DAL BN

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

Abundance
67 81 94
I RREEEEEEE AR
152 10.00 10.20 10.40 10.60
5000 41 55 109 123 m/z 95.10 69.81%
27
134
T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56467: 4-Tetradecyne AR B e
67 10.00 10.20 10.40 10.60
81 m/z 55.10 61.46%
41
55
5000 95
29
\ )
I T ‘I ‘\‘ \\‘ “ H“H “\ ‘ L ‘\ “ 1?7 1§1 165 179 194

|
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 40 (DEL) Alkane: Branchedl10.34 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
10.34 8.11 ng/ul 773903 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 91
2 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 83
3 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 83
4 1H-Indene, l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 80
5 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 53
Abundance Scan 1318 (10.340 min): BM005652.D (-1314) (-) m/z 81.05 100.00%
8 o5 166
5000 41
109
137 10.00 10.20 10.40 10.60
.,....,....|i!-...,.|!!.,..'.!|l'...'.|:‘...,'.-..|-.,..-.'.‘!L..l},g....,.'..L,....,|!...,...'.,.... m/z 95.10 83.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35195: Naphthalene, decahydro-2,6-dimethy!-
81 95
166
55 67
5000 41 RUNNDUNSRAUAR U
109 151 10.00 10.20 10.40 10.60
2? | ‘ ‘ 13 137 m/z 166.10 79.68%
A P SO P O MO |

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

Abundance
81 137
166
&7 95 10.00 10.20 10.40 10.60
5000 55 m/z 67.00 60.14%
109
123
Wmmmmmmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane R AR RaEE
8l o5 137 10.00 10.20 10.40 10.60
m/z 55.10 56.00%
166
5000 67
55
109
‘ ‘ 124
S S| U o Y I | A [N B —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 41 Benzene, 1-(1-methylethenyl... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
10.63 6.78 ng/ul 647184 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 70
2 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 49
3 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 38
4 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 35
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 35
Abundance Scan 1367 (10.628 min): BM005652.D (-1363) (-) m/z 145.05 100.00%
97 133 145
5000
160
10.40 10.60 10.80 11.00
po 182 m/z 97.10 94.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145
5000 160 R BN BN BN SUN
117 10.40 10.60 10.80 11.00
a1 77 91 105 ‘ 128 m/z 133.10 83.68%
51
. |1|5| |2‘=7||‘|‘| |“| . |‘63‘5| . ;‘HI . |“| . Iw\l‘l I‘lwl I\NI . |‘|‘| — |" T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145
10.40 10.60 10.80 11.00
5000 m/z 55.10 60.16%
117 160
o1 128
41 51 65 77 105
mz-> 20 40 60 80 100 120 140 160 180
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-  EREmsEEE s S
133 10.40 10.60 10.80 11.00
m/z 119.05 36.62%
119
5000 148
91 105
77
15 %8 3\9\ 5\1 \6\5 ‘u “ | HM l "
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 42 (DEL) Alkane: Branchedl0.85 Concentration Rank 72

R.T. EstConc Area Relative to ISTD R.T.
10.85  2.55 ng/ul 242808  Naphthalene-ds 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene, decahydro-1,5-dimet... 166 Cl12H22 066552-62-3 52

2 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 49
3 Naphthalene, decahydro-1,1-dimet... 166 C12H22 035431-04-0 46
4 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 38
5 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 38
Abundance Scan 1405 (10.851 min): BM005652.D (-1401) (-) m/z 95.10 100.00%
9%
82
55 166
5000 41 67 145
10,60 10.80 11.00 11.20
m/z 82.10 61.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35202: Naphthalene, decahydro-1,5-dimethyl-
95
166
81
5000 55 67 LI BUMIULE SURIULE IR SR
41 109 10,60 10.80 11.00 11.20
151 m/z 81.05 58.33%
123
II]'ISII‘I‘II‘IMI . |Hl IHHI “i‘::‘:‘: T Al T | . |1|3T| . l T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
o1 151 166 10,60 10.80 11.00 11.20
5000 4 55 - 109 m/z 55.05 56 .59%
29 124
137
mz-> 20 40 60 80 100 120 140 160 180
Abundance #35197: Naphthalene, decahydro-1,1-dimethy!- T
81 151 10.60 10.80 11.00 11.20
a1 67 95 m/z 166.10 53.44%
55
5000
109
‘ 123 166
mI,H”\I‘\,,,\\hllul\, T O J WA W |
m/z--> 40 60 80 100 120 140 160 180 10,60 10.80 11.00 11.20

SOM02 .2-EPA-BM052016.M Wed Jun 01 08:35:24 2016

Page: 46



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 43 (DEL) Alkane: Branchedl10.97 Concentration Rank 67

R.T. EstConc Area Relative to ISTD R.T.
10.97 3.92 ng/ul 374008 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 64
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 53
3 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 49
4 Cyclododecene, (E)- 166 C12H22 001486-75-5 46
5 Spiro[5.5]undecane 152 C11H20 000180-43-8 30
Abundance Scan 1425 (10.969 min): BM005652.D (-1422) (-) m/z 95.10 100.00%

95 151
81
67
5000 55 109 166
|| | |h | 10.60 10.80 11.00 11.20
R L L e e A Leea m/z 151.10 94 .61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35199: cis,cis-1,6-Dimethylspiro[4.5]decane
95
- 81
67 109 166
5000 U SR SN

10.60 10.80 11.00 11.20
m/z 81.05 75.16%

123 137 151

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

95
55

81
41 R e

67 152 10.60 10.80 11.00 11.20
5000 m/z 67.00 65.65%

110
123

137

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

Abundance #35201: Naphthalene, decahydro-2,3-dimethyl- N B o

95 10.60 10.80 11.00 11.20
m/z 166.10 50.71%

151 166
81
5000 a1 109
29 ‘ 124 3

NS IR W NP O M O AL N U Y

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 44 (DEL) Alkane: Cyclicll1.05 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.05 10.22 ng/ul 975407 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 93
2 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 89
3 6-Tridecene, (2)- 182 C13H26 006508-77-6 76
4 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 70
5 3-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-5 68
Abundance Scan 1439 (11.051 min): BM005652.D (-1433) (-) m/z 69.10 100.00%
145
5000
112 126 10,80 11.00 11.20 11.40
m/z 145.05 88.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47295: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
s >
5000
29 83 o7 10.80 11.00 11.20 11.40
m/z 57.10 71.23%
‘ 112 06 167 182 [
||||||||‘|‘|||“|||‘l‘|||“l‘||‘l‘|||‘||||“||]|-3|9|||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69
41 55 U UM SUNLE BRI B
10.80 11.00 11.20 11.40
5000 a3 m/z 55.10 65.24%
29 182
112 126
167
"'I""I""I"'W""I""I"'%%q"'I""I"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47277: 6-Tridecene, (2)- e ERAREE R
41 55 10.80 11.00 11.20 11.40
69 m/z 56.10 62.07%
29
5000 83
a7
182
s | LD s g e
m/z--> 20 40 60 80 100 120 140 160 180 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 45 (DEL) Alkane: Branchedl1.24 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.24 17.98 ng/ul 1715240 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 81
2 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 81
3 Trans, trans-2-ethylbicyclo[4.4.... 166 C12H22 066660-37-5 74
4 trans,trans-3-Ethylbicyclo[4.4.0... 166 C12H22 058462-32-1 74
5 cis,trans-2-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-38-6 49
Abundance Scan 1471 (11.240 min): BM005652.D (-1462) (-) m/z 81.10 100.00%
a 137
95
5000
166
177 1100 11,20 11.40 11,60
m/z 137.10 80.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35184: Naphthalene, 2-ethyldecahydro-
81 137
95
5000 LRI LI SO S
41 55 67 166 1100 11,20 11.40 1160
29 m/z 95.05 68.35%
T e ,MH Al .M,.l??%ﬁg... N A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
137
81 R BRI SO B B
95 11.00 11.20 11.40 11.60
5000 166 m/z 67.10 47 .88%
55 67
109 103
mz-> 20 40 60 80 100 120 140 160 180
Abundance #35217: Trans, trans-2-ethylbicyclo[4.4.0]decane R EmEEES L
137 11.00 11.20 11.40 11.60
81 m/z 55.10 47.64%
95
5000
67 166
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 46 1H-Indene, 2,3-dihydro-1,5,... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
11.32 3.87 ng/ul 368977 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 64
2 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 55
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 55
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 55
Abundance Scan 1485 (11.322 min): BM005652.D (-1481) (-) m/z 145.10 100.00%
145
5000 165
a1 109
4 57 67 % 128
180 11.00 11.20 11.40 11.60
m/z 165.10 35.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30902: 1H-Indene, 2,3-dihydro-1,5,7-trimethyl-
145
5000 SR DU UL B R
11.00 11.20 11.40 11.60
160 m/z 109.10 31.94%
15 27 39 51 63 77 91 105415 128
miz--> % 40 e 8 10 10 140 160 180
Abundance
145
11.00 1120 11,40 11.60
5000 m/z 81.10 27.77%
160
15 27 39 51 g3 77 o1 105115 128
mz-> 20 40 60 80 100 120 140 160 180
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- A RERREEESS
145 11.00 11.20 11.40 11.60
m/z 160.10 25.95%
5000
115 128 160
15 27 39 ' 5163 77 91 105 “‘ M
| ‘\ |

m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 47 unknown-05 Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
11.39 4.89 ng/ul 466258 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, 1-cyclopen... 258 C9H13C1302 1000282-57-1 35
2 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 30
3 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 30
4 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 27
5 1-Heptyne, 3-ethoxy-3,4-dimethyl- 168 C11H200 054411-04-0 22
Abundance Scan 1497 (11.393 min): BM005652.D (-1493) (-) m/z 97.10 100.00%
o7
55
5000 69
41 81 111 137 e
195 162 182 11.00 11.20 11.40 11.60 11.80
0 .,....~,-|...-!|,..-'..~,|:'.. 108 m/z 55.10 70.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109501: Trichloroacetic acid, 1-cyclopentylethyl ester
81 97
55
5000 R IR B SULRUL I
7 11,00 11.20 11.40 11.60 11.80
41 117 m/z 69.10 45 _75%
2 ‘\ | T H‘lzs 48 173 100201 223

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

Abundance
81
95 R AE e A RRREE B
57 11.00 11.20 11.40 11.60 11.80
m/z 104.00 30.93%
5000 a 137
109
69
123 152
R B AL T B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36678: 4a(2H)-Naphthalenemethanol, octahydro-
81 137 11.00 11.20 11.40 11.60 11.80
95 m/z 41.10 25.74%
5000 41
55 67
29 ‘
,.Hh.‘ﬂf.ﬂﬂ, “‘ ”W..L ,%Qi }?}...H.¥59.,}§§. SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 00 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 48 unknown-06 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
11.62 10.28 ng/ul 980545 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-4-(2-methylprop... 162 C12H18 100319-40-2 38
2 Benzene, (1,1,2-trimethylpropyl)- 162 C12H18 026356-11-6 38
3 Benzene, (1,1-dimethylbutyl)- 162 C12H18 001985-57-5 38
4 Benzene, l-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 35
5 p-Cymene 134 C10H14 000099-87-6 35
Abundance Scan 1536 (11.622 min): BM005652.D (-1530) (-) m/z 119.10 100.00%
119
69
5000
11.40 11.60 11.80 12.00
m/z 69.10 64 .64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32302: Benzene, 1-ethyl-4-(2-methylpropyl)-
119
5000 LR LIS B UM SRR
11.40 11.60 11.80 12.00
o1 162 m/z 55.10 45_.83%
2 s e T | 15 gy
miz--> % d e 1o 1o 1o 1k o
Abundance
119
11140 1160 1180 12.00
5000 o1 m/z 125.10 44 _19%
41
27
5t &5 ' 195 133 147 162
mz-> 20 40 60 80 100 120 140 160 180
Abundance #32266: Benzene, (1,1-dimethylbutyl)- L L s
119 11.40 11.60 11.80 12.00
m/z 83.10 42 _41%
5000 o1
o7 41
105
15 ) |5t oes | P | am a7 1P
m/z--> 20 40 60 80 100 120 140 160 180 ' 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 49 unknown-07 Concentration Rank 52

R.T. EstConc Area Relative to ISTD R.T.
11.75 7.80 ng/ul 744483 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 38
2 3-Methoxy-6-methyl-6H-pyrazolo[4... 165 C6H7N50 037526-57-1 38
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 35
4 2-Butene, 3-chloro-1-phenyl-, (Z2)- 166 C10H11CI 016608-68-7 35
5 1,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 30

Abundance Scan 1558 (11.751 min): BM005652.D (-1554) (-) m/z 165.10 100.00%
145
o5 131
5000
180 11,40 11,60 11.80 12.00
m/z 131.00 84.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131
91
5000 146
2 11.40 11.60 11.80 12.00
27 51 g 77 115 m/z 95.10 75.71%
103
— .1?, .‘l“. .“i“. .“l‘. L . "‘I - |“l‘. IH\I .‘H‘l i |‘l“- —
m/z--> 20 40 80 100 120 140 160 180
Abundance
165
95 UL RS BN SUGE I
11.40 11.60 11.80 12.00
5000 137 m/z 81.10 62.23%
124 150
42
53 63 110
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl- A e o
131 11.40 11.60 11.80 12.00
m/z 109.10 57.03%
5000
146
27 39 g1 01 115
T }§|'t' '“"”” ff'“?i - }9§'MW '%l'l T T T LN BN SUGE
m/z--> 20 40 80 100 120 140 160 180 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 50 (DEL) Alkane: Cyclicll.84 Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
11.84 12.27 ng/ul 1170450 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 53
2 trans-3,5-Dimethylcyclohexanone 126 C8H140 007214-49-5 49
3 Cyclohexanone, 3,5-dimethyl-, cis- 126 C8H140 007214-52-0 49
4 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 47
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 45

Abundance Scan 1573 (11.840 min): BM005652.D (-1566) (-) m/z 69.10 100.00%
69
5000
11,60 11.80 12.00 12,20
m/z 55.05 52.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69
41 55
5000 83 111 LRI SR SULRULN UL U
29 11.60 11.80 12.00 12.20
‘ m/z 56.05 47 .02%
e e s w0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
11,60 11.80 12.00 12,20
5000 41 56 m/z 41.05 45_.71%
111
27 126
82
15 93
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #11469: Cyclohexanone, 3,5-dimethyl-, cis- L B
69 11.60 11.80 12.00 12.20
m/z 70.10 43.39%
41
5000 56
111 456
Ll Lge |
. LU N !
m/z--> 20 40 60 8 100 120 140 160 180 200 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 51 unknown-08 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
12.03 9.42 ng/ul 898996 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 35
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 35
3 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16 022531-20-0 25
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16 078920-29-3 25
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 20
Abundance Scan 1605 (12.028 min): BM005652.D (-1600) (-) m/z 95.10 100.00%
95 131
5000 a1 117
41 55 67 TT T T [T T T T[T T T T[T T T T [ TTT
| | \ I | 104 11.80 12.00 12.20 12.40
SNBSS NS ¥ I 1 P m/z 131.10 88.44Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145 160
5000 UL BRI SRR BN SR
11.80 12.00 12.20 12.40
130 m/z 151.10 74.23%
91 105115
27 39 51 &5 77 I \\ |
m/z--> 25 45 éo éo 160 150 14 160 1éo
Abundance
145
" 1180 12,00 12.20 12.40
5000 160 m/z 145.10 58.32%
91 105 130
15 29 39 51 65 77 L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30913: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-
131 11.80 12.00 12.20 12.40
m/z 117.00 47 .69%
5000 145 160
91 117
s TS es 7 s ||
| | ] 11— \ fm il il
m/z--> ﬁ 45 & % ﬁ01h m ﬁ01% ' nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 52 Naphthalene, l1l-ethyl-1,2,3,... Concentration Rank 71

R.T. EstConc Area Relative to ISTD R.T.
12.09 2.63 ng/ul 250978 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, l-ethyl-1,2,3,4-tet... 160 C12H16 013556-58-6 53
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 066324-83-2 49
3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 Cl11H14 004912-92-9 43
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 43
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 43

Abundance Scan 1616 (12.093 min): BM005652.D (-1613) (-) m/z 131.10 100.00%
5000
? 115
55 67 82 1 ST 0 11,80 12,00 12.20 12.40
m/z 95.10 30.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30911: Naphthalene, 1-ethyl-1,2,3,4-tetrahydro-
131
5000 A DAL SN SR SRR
11.80 12.00 12.20 12.40
01 15 160 m/z 133.10 21.79%
28
SN A ) . S W
m/z--> 20 40 80 100 120 140 160 180
Abundance
131
11.80 12.00 12.20 12.40
5000 m/z 115.00 19.78%
9 174
27 39 53 65 77 103 115 145 160
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl- T
131 11.80 12.00 12.20 12.40
m/z 160.10 16.18%
5000
91
115 146
27 3 S 6 77 | 108 | | |
mz-> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 53 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
12.19 9.41 ng/ul 897243 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 91
2 1H-Indene, 2,3-dihydro-1,1,6-tri... 160 C12H16 014276-95-0 90
3 1H-Indene, 2,3-dihydro-1,1,4-tri... 160 C12H16 016204-72-1 90
4 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 90
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 90
Abundance Scan 1633 (12.193 min): BM005652.D (-1629) (-) m/z 145.10 100.00%
145
5000
39 57 g 83 gg 104115 130 160 179 1 11.80 12.00 12.20 12.40 12.60
191 m/z 160.10 18.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145
5000

11.80 12.00 12.20 12.40 12.60
m/z 130.05 12.14%

160
15 27 39 51 g3 77 91 10511° 1ﬁf
| L I |
i B L B A o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145
e
11.80 12.00 12.20 12.40 12.60
5000 m/z 128.00 12.07%
160
15 27 39 51 g5 77 o1 105115 128
i B e LA ma s o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30904: 1H-Indene, 2,3-dihydro-1,1,4-trimethyl- B B b
145 11.80 12.00 12.20 12.40 12.60
m/z 146.10 11.51%
5000
160
15 27 39 51 63 77 91 1951}5 1ﬁ§
In (N
i B B B R M o
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 54 unknown-09 Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
12.30 3.99 ng/ul 380340 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane, chlorodiethyl(2-methylbu... 208 C9H21CIOSi1 1000363-11-1 35
2 photocitral B 152 C10H160 006040-45-5 27
3 1,3-Dimethyl-5-isobutylcyclohexane 168 C12H24 013131-76-5 27
4 4-Hexen-1-ol, 5-methyl-2-(1-meth... 154 C10H180 058461-27-1 16
5 (ba.alpha.,9a.beta.,9b.beta.)-5,... 234 C15H2202 002326-89-8 14
Abundance Scan 1651 (12.298 min): BM005652.D (-1647) (-) m/z 69.10 100.00%
¢ 179
5000
o 12100 1220 1740 1260
m/z 179.15 94 .69%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #68295: Silane, chlorodiethyl(2-methylbutoxy)-
109 179
123
5000 LR AL SR B SULRA
12,00 12.20 12.40 12.60
81 93 m/z 111.10 76.57%
20 41 55 ‘\ ‘\ ! ‘ ‘ 137 151 s 208
B L o D A A
Abundance
81
41 o2 109 i 137 AU NN BN UM
12.00 12.20 12.40 12.60
5000 55 95 m/z 109.10 75.85%
I""I”"I"”I""I”"I"”I';$%I'”'I'"W""
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #36864: 1,3-Dimethyl-5-isobutylcyclohexane R B B
56 69 12.00 12.20 12.40 12.60
m/z 55.05 66.42%
41 111
5000
95
L)l ] 153 168
mz-> 20 40 éo éo 100 150 140 1éo 180 200 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 55 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
12.43 8.18 ng/ul 780363 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 76
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 76
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 70
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 64
Abundance Scan 1673 (12.428 min): BM005652.D (-1669) (-) m/z 145.10 100.00%
145
160
5000 131

57

43 12.20 12.40 12.60 12.80

m/z 160.10 56.37%

179 196

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145
5000 160
12.20 12.40 12.60 12.80
91 105115 130 m/z 131.05 50.57%
27 39 51 77
o Y S T N N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
AN B R e
12.20 12.40 12.60 12.80
5000 160 m/z 117.00 26.22%
91 105115 130
15 29 39 51 g5 77
T T T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methyletheny!l)- A mmmE s B
145 160 12.20 12.40 12.60 12.80
m/z 115.00 24 .83%
5000
130
05115
mws T ST
Ly ul |
"'w"'|'”'|"'w""|”"|"” B e  EREmsEEE s S
m/z--> 20 40 60 80 100 120 140 160 180 200 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 56 (DEL) Alkane: Branchedl12.61 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
12.61 10.44 ng/ul 705517 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 59
2 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 35
3 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 30
4 2-Dodecyne 166 C12H22 000629-49-2 25
5 2,5-Dihydroxy-4-isopropyl-2,4,6-... 180 C10H1203 054755-56-5 25

Abundance Scan 1704 (12.610 min): BM005652.D (-1700) (-) m/z 81.10 100.00%

8l g5 137

69

5000 41

55

12.20 12.40 12.60 12.80 13.00
m/z 137.10 96.81%

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

Abundance #56494: Naphthalene, 2-butyldecahydro-
81 137
95
5000 | BBLNLINLE IR L L LB B L
41 67 194 12.20 12.40 12.60 12.80 13.00
%5 m/z 95.10 83.08%
7 ) |
AT PR RO RO . 0 - S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
R B R s ma
81 12.20 12.40 12.60 12.80 13.00
5000 55 m/z 69.10 55.26%
137
67
110 180
123 151 165
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16977: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl- A
95 12.20 12.40 12.60 12.80 13.00
&7 81 m/z 67.05 42 . 75%
41
5000 55
27 123 138
N M |
N PR | R N | O e N S — S —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 57 (DEL) Alkane: Branchedl2.85 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.85 19.74 ng/ul 1334110 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 38
2 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 38
3 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 35
4 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 25
5 Cyclopentene, 3-dimethyl-2-(1-... 138 C10H18 061142-32-3 22

Abundance Scan 1745 (12.851 min): BM005652.D (-1739) (-) m/z 81.10 100.00%
5000
1260 12.80 13.00 13.20
o} m/z 179.20 72 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45743: cis,trans-2,9-Dimethylspiro[5.5]undecane
81
95
® 110 WV VY
5000 123 T
12.60 12.80 13.00 13.20
137 180 m/z 147.10 70.40%
U I S UL B '|"'J '%ql'}§$"|"" T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
1260 12.80 13.00 13.20
5000 o7 9% m/z 69.10 60.09%
110
39
53
15 27
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16970: Bicyclo[2.2.1]heptane, 1,3,3-trimethy!- T
81 12.60 12.80 13.00 13.20
123 m/z 123.10 56.98%
67
41
5000 55 95
109
m/z--> 20 40 60 80 100 120 140 160 180 200 12,60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 58 (DEL) Alkane: Branched13.00 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.00 10.98 ng/ul 742203 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclohexylheptene 180 C13H24 114614-83-4 41
2 Aziridine, 1-(2-methyl-1-propenyl)- 97 C6H11N 080839-93-6 35
3 1,1"-Bicyclohexyl, 2-methyl-, cis- 180 C13H24 050991-08-7 35
4 1,1"-Bicyclohexyl, 2-methyl-, tr... 180 C13H24 050991-09-8 27
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 27
Abundance Scan 1770 (12.998 min): BM005652.D (-1767) (-) m/z 55.10 100.00%
55
97
82
5000

12.60 12.80 13.00 13.20 13.40
m/z 97.10 74 .98%

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

Abundance #45720: 1-Cyclohexylheptene
55
41
67
5000 96 LI L B L L
83 109 12.60 12.80 13.00 13.20 13.40
m/z 82.10 65.83%
N
SRR | B M N i i S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 97
55 e
82 12.60 12.80 13.00 13.20 13.40
5000 m/z 96.10 50.32%
69

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

Abundance #45734: 1,1'-Bicyclohexyl, 2-methyl-, cis- A e o
55 7 12.60 12.80 13.00 13.20 13.40
m/z 41.10 47.73%
41
5000
67 82
180

SO O O . 1S SN R
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 59 (DEL) Alkane: Cyclicl3.22 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.22 15.37 ng/ul 1038580 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-3-Decene 140 C10H20 019398-86-8 62
2 Cyclohexane, 1,1,3-trimethyl-2-(... 210 C15H30 054965-05-8 45
3 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 43
4 9-Undecenal, 2,6,10-trimethyl- 210 C14H260 000141-13-9 42
5 Cyclopentadecane 210 C15H30 000295-48-7 38
Abundance Scan 1808 (13.222 min): BM005652.D (-1804) (-) m/z 69.10 100.00%
41
5000
~13.00 13.20 1340 13.60
e i m/z 55.10 98.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17942: cis-3-Decene
41 55
69
5000 IR SN BN SN B
- 140 13.00 13.20 13.40 13.60
84 97 m/z 83.10 82 .30%
111
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
4 o 69
U AR SRR BN B
29 13.00 13.20 13.40 13.60
5000 83 m/z 70.10 68.73%
97 111 125
140 195 210
154165 182
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17993: 3-Octene, 2,2-dimethyl- A BREmEEEs
69 8 13.00 13.20 13.40 13.60
55 m/z 131.05 66.81%
5000 41
97
140
0 O Y 174 VAl B i
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 60 Naphthalene, l-ethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.47 16.14 ng/ul 1090400 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 90
3 Naphthalene, l-ethyl- 156 C12H12 001127-76-0 90
4 Naphthalene, l-ethyl- 156 C12H12 001127-76-0 87
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 81

Abundance Scan 1850 (13.469 min): BM005652.D (-1846) (-) m/z 141.10 100.00%
141
e 156 ‘IWM
115 IIIIIIIIIIIIIIIIIII
41?6 " |H% | ﬁ3wom8 13.20 13.40 13.60 13.80
S TR N T 'h et "'."4Wﬂn”.,.m.,.”. m/z 156.10  40.81%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28467: Naphthalene, 1-ethyl-
141
156
5000
13.20 13.40 13.60 13.80
115 m/z 115.00 23.83%
15 27 39 51 63 77 g9 102 28 |
s
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
141
e = o SN
13.20 13.40 13.60 13.80
5000 156 m/z 147.00 18.10%
115
27 39 51 63 76 gg 19p = 128
e T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28466: Naphthalene, 1-ethyl- e e R B
141 13.20 13.40 13.60 13.80
m/z 83.10 15.75%
5000 156
. 115
27 39 50 63 70 g9 0o | 128 |
e N 1 e
mz--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Page: 64



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 61 Naphthalene, 1,4,6-trimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

14.55 14.74 ng/ul 995882 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 70
2 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 68
3 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 68
4 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 58
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 55

Abundance Scan 2034 (14.551 min): BM005652.D (-2030) (-) m/z 155.10 100.00%

185
5000 170

14.20 14.40 14.60 14.80
m/z 170.10  48.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155

170

5000
14.20 14.40 14.60 14.80

115 128 m/z 135.10 28.66%
a0 51 O3 77 89 102 |

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

155
14 20 14. 40 14 60 14.80
5000 m/z 192.20 26.53%
170
128
27 39 51 63 76 gg 102 115 141
R A I L B o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38383: Naphthalene, 2-(1-methylethyl)- T T
155 14. 20 14. 40 14. 60 14. 80
m/z 67.10 21.09%
5000
170
128
27 39 51 63 76 gg 101 11577141 ) |
T s B L A B2 I R maaa o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 62 Naphthalene, 1,6,7-trimethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14 .82 12.93 ng/ul 873973 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
Abundance Scan 2080 (14.822 min): BM005652.D (-2077) (-) m/z 170.10 100.00%
155 110
5000
76 115 128 141 14.60 14.80 15.00 15.20
39 51 03 12,3210 186 208222 238 | n77 155.10  82.05%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155
170
5000
14.60 14.80 15.00 15.20
115128 m/z 153.10 21.22%
63 77 141
|....4P.ﬁfl.|‘...l‘|”.£.;9. .1,0.2..‘.,.‘.‘..“..‘.“1 .‘.M.. AR ma e mam e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155 170
1460 14.:80 15.00 15.20
5000 m/z 169.10 19.90%
115128
51 76 89 103 141
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170 14.60 14.80 15.00 15.20
155 m/z 152.10 16.78%
5000
27 39 51 63 76 89 102115128141 || ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 63 Naphthalene, 2,3,6-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.04 45_.54 ng/ul 3077620 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96

Abundance Scan 2117 (15.039 min): BM005652.D (-2112) (-) m/z 170.10 100.00%

155 170

5000

14.80 15.00 15.20 15.40

39 51 63 77 91 188
o 108 210223 238 m/z 155.10 93.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
155 170
5000
14.80 15.00 15.20 15.40
m/z 153.10 23.92%
76 11512849
14 27 39 51 6\3 ‘\\89 102 ‘ \‘\ Ll \‘H | ‘
L I I B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155
170 R B e ST
14.80 15.00 15.20 15.40
5000 m/z 169.10 20.54%
115128
51 63 77 g9 102 141
T T T T T T R T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170 14.80 15.00 15.20 15.40
155 m/z 152.10 18.63%
5000

27 39 51 63 76 89 102115128141 || ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.80 15. OO 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 67 Naphthalene, 2-methyl-1-pro... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.52 22 .55 ng/ul 1523940 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl-1-propyl- 184 C14H16 054774-89-9 93
2 Naphthalene, 1-(chloromethyl)-2-_._._. 190 C12H11ClI 006626-23-9 68
3 Naphthalene, 1-(chloromethyl)-2-_._._. 190 C12H11ClI 006626-23-9 58
4 1-Naphthalen-1-yl-2-(1-phenyl-1H... 346 C19H14N40S 1000295-34-4 50
5 Pyridine, 4-phenyl- 155 C11H9N 000939-23-1 43
Abundance Scan 2199 (15.522 min): BM005652.D (-2194) (-) m/z 155.10 100.00%
145
5000
184
115128 14 15.20 15.40 15.60 15.80
ol 39,51 63 17 89 102 col 4196210 229 Thy77184.10  33.28%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48929: Naphthalene, 2-methyl-1-propyl-
155
5000 ARUUARAS AR RARAR RARES
184 15.20 15.40 15.60 15.80
115 m/z 153.10 15.91%
39 51 63 77 g 102 128141 | 167
miz-> 20 45 eb éo 100 120 140 1éo 180 200 220 240
Abundance
155
15.20 15.40 15.60 1580
5000 m/z 156.10 15.36%
190
76 5128
27 39 51 63 77 g9 1021 141 175
mz-> 20 40 60 80 100 150 140 160 180 200 220 240
Abundance #52928: Naphthalene, 1-(chloromethyl)-2-methyl- B
155 15.20 15.40 15.60 15.80
m/z 152.10 10.79%
5000
76 190
051 % | &7 102137 | 175 |
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 68 Chamazulene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

15.68 17.60 ng/ul 1189180 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chamazulene 184 C14H16 000529-05-5 81
2 Naphthalene, 1-methyl-7-(1-methy... 184 C14H16 000490-65-3 70
3 1,4,5,8-Tetramethylnaphthalene 184 C14H16 002717-39-7 64
4 Phenol, 3,4,5-trimethoxy- 184 C9H1204 000642-71-7 46
5 Naphthalene, 1,2,3,4-tetramethyl- 184 C14H16 003031-15-0 45

Abundance Scan 2226 (15.681 min): BM005652.D (-2223) (-) m/z 169.10 100.00%

9

184
5000

115128141 15.40 15.60 15.80 16.00

39 63 82 0 202 221 248

01 m/z 184.10 52.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48919: Chamazulene
169 184
5000
15.40 15.60 15.80 16.00
128 153 m/z 153.10 51.25%
I R i vl Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
169
R R R A
184 15.40 15.60 15.80 16.00
5000 m/z 168.10 31.48%
141
1274 6377 g 115128
LR i o e o o L e e R e SRR RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48928: 1,4,5,8-Tetramethylnaphthalene
184 15.40 15.60 15.80 16.00
169 m/z 152.10 29.93%
5000

26 3951 64 77 92 115128141'0° |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 69 4,4"-Dimethylbiphenyl Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.53 23.68 ng/ul 1080130 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,47 -Dimethylbiphenyl 182 C14H14 000613-33-2 70
2 1,4-Methanonaphthalene,1,4-dihyd... 182 C14H14 007350-72-3 64
3 4,47 -Dimethylbiphenyl 182 C14H14 000613-33-2 62
4 1,1°-Biphenyl, 2,3"-dimethyl- 182 C14H14 000611-43-8 60
5 2,2"-Dimethylbiphenyl 182 C14H14 000605-39-0 60

Abundance Scan 2370 (16.528 min): BM005652.D (-2367) (-) m/z 165.10 100.00%

165 182

5000

152

16.20 16.40 16.60 16.80
m/z 182.10  93.98%

5 63 76 89

102115128 196210 227 246 264

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47318: 4,4'-Dimethylbiphenyl
182
167
5000
16.20 16.40 16.60 16.80
m/z 167.10 90.06%
39 63 76 5 8 152
15\\“\102\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
167 182
R RERREREEEEEEE
16.20 16.40 16.60 16.80
5000 m/z 180.10 38.17%
152
115178
39 63 76 89102
I R o o o o o e SR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47313: 4,4'-Dimethylbiphenyl
182 16.20 16.40 16.60 16.80
m/z 181.10 34.08%
5000
167
26 39 6376 91 115128 152 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16. 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 70 Phenanthrene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.04 31.45 ng/ul 1434350 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 Anthracene, l-methyl- 192 C15H12 000610-48-0 95
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95

Abundance Scan 2627 (18.039 min): BM005652.D (-2623) (-) m/z 192.10 100.00%

192
5000

63 82 96 139 210 17.80 18.00 18.20 18.40
0 L 224 247264 286 m/z 191.10 58.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54746: Phenanthrene, 1-methyl-
192
5000 L B

17.80 18.00 18.20 18.40
m/z 189.10  31.98%

63 82 96 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

192

17.80 18.00 18.20 18.40
5000 m/z 193.10 17.14%

165
39 63 82 9% 115 139
Twwmwﬁwwwmﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54750: Phenanthrene, 2-methyl- A AREEmEEES LA
192 17.80 18.00 18.20 18.40
m/z 165.10 16.64%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18. 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 71 Anthracene, 9-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.23 21.09 ng/ul 961804 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 58
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 53
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 53

Abundance Scan 2659 (18.227 min): BM005652.D (-2656) (-) m/z 192.10 100.00%

2

5000

=

165 S e
63 82 9% 115 139 207222036 255 274288

18.00 18.20 18.40 18.60
m/z 191.10 61.21%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54731: Anthracene, 9-methyl-

%

18:00 18.20 18.40 18.60
m/z 189.10 51.43%

5000

9% 165

115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
R EEREEEE R R R
18.00 18.20 18.40 18.60
5000 m/z 190.10 39.64%
165

44 63 82 9% 115 139

Tmmmwwmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54746: Phenanthrene, 1-methy!l- T T T
192 18.00 18.20 18.40 18.60
m/z 165.10 18.56%

-

5000

?

165

39 63 82 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18. 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 72 di-p-Tolylacetylene Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
18.84 10.09 ng/ul 460374 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolylacetylene 206 C16H14 002789-88-0 93
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 91
3 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 86
4 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 83
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 80
Abundance Scan 2763 (18.839 min): BMOOSGS%D.D (-2760) (-) m/z 206.10 100.00%
206
5000
189
76 102 165 ‘I 224 18.60 18.80 19.00 19.20
rrrrrraprem stk prbe e bttt e g 255990 "m/z 189.10  28.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66238: di-p-Tolylacetylene
206
5000 LN BN SN IR U
18.60 18.80 19.00 19.20
191 m/z 191.10 27.41%
39 76 102 19139 165 | |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
206
' 18.60 18.80 19.00 19.20
5000 191 m/z 205.10 26.54%
102
27 51 '8 126 150165

WWWWWTWWW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66262: Phenanthrene, 2,7-dimethyl- S B I e
18.60 18.80 19.00 19.20
m/z 207.10 15.79%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18. 80 19. 00 19 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 73 Phenanthrene, 1,7-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.96 31.65 ng/ul 1443490 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 93
2 9,10-Dimethylanthracene 206 C16H14 000781-43-1 93
3 9,10-Dimethylanthracene 206 C16H14 000781-43-1 93
4 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 93
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
Abundance Scan 2784 (18.963 min): BMOOSGS%D.D (-2779) (-) m/z 206.10 100.00%
206
5000 91
89 165 18.60 18.80 19.00 19.20
222
Obrrrprrad o g g 325 139 Ml 757238254 284 304 | 777991 10 49.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66261: Phenanthrene, 1,7-dimethyl-
206
5000 SRR SV IR IR B
18.60 18.80 19.00 19.20
191 m/z 189.10 27.61%
27 51 76 ' 16 1so1e5 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
1860 18.80 19.00 19.20
5000 101 m/z 205.10 24 _04%

15 39 63 89 111127 150165

wmmmmmmwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66247: 9,10-Dimethylanthracene BN mamas e
18.60 18.80 19.00 19.20
m/z 207.10 20.03%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 60 18. 80 19. OO 19 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052716\
Data File : BM005652.D

Acq On 27 May 2016 17:25

Operator : UM/SJ

Sample : H3086-17DL 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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]
(DEL) Alkane: Cyc... 5.65 7.3 ng/ul 240228 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 5.86 13.3 ng/ul 437886 1 7.77 658112 20.0
Zinc, bis[2-(1,1-... 6.02 17.0 ng/ul 558581 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 6.16 7.7 ng/ul 251999 1 7.77 658112 20.0
(DEL) Alkane: Str... 6.25 12.9 ng/ul 426010 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 6.32 9.4 ng/ul 308233 1 7.77 658112 20.0
(DEL) Alkane: Str... 6.36 16.9 ng/ul 554860 1 7.77 658112 20.0
(DEL) Alkane: Str... 6.43 24 .6 ng/ul 809494 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 6.52 16.1 ng/ul 530696 1 7.77 658112 20.0
(DEL) Alkane: Bra... 6.58 20.4 ng/ul 673071 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 6.72 5.8 ng/ul 192284 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 6.86 7.2 ng/ul 236610 1 7.77 658112 20.0
2,4-Nonadienal, (... 7.05 18.0 ng/ul 593497 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 7.19 7.7 ng/ul 253713 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 7.42 7.9 ng/ul 260810 1 7.77 658112 20.0
(DEL) Alkane: Bra... 7.49 16.0 ng/ul 525825 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 7.57 12.3 ng/ul 404637 1 7.77 658112 20.0
Bicyclo[3.1.1]hep... 7.69 32.6 ng/ul 1071820 1 7.77 658112 20.0
(DEL) Alkane: Bra... 7.83 11.3 ng/ul 373080 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 7.90 10.5 ng/ul 344967 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 7.95 23.6 ng/ul 777715 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 8.03 6.2 ng/ul 202478 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 8.11 8.4 ng/ul 275523 1 7.77 658112 20.0
(DEL) Alkane: Bra... 8.17 6.7 ng/ul 221561 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 8.21 6.5 ng/ul 212855 1 7.77 658112 20.0
(DEL) Alkane: Bra... 8.29 12.3 ng/ul 403575 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 8.32 13.2 ng/ul 435011 1 7.77 658112 20.0
unknown-01 8.63 28.5 ng/ul 936547 1 7.77 658112 20.0
Glycine, furan-2-_.. 8.75 17.0 ng/ul 559483 1 7.77 658112 20.0
unknown-02 8.86 29.2 ng/ul 960865 1 7.77 658112 20.0
unknown-03 9.02 7.1 ng/ul 234521 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 9.08 10.5 ng/ul 345265 1 7.77 658112 20.0
(DEL) Alkane: Cyc... 9.10 19.0 ng/ul 625437 1 7.77 658112 20.0
(DEL) Alkane: Bra... 9.19 2.2 ng/ul 205662 2 10.56 1907980 20.0
(DEL) Alkane: Bra... 9.29 3.1 ng/ul 298647 2 10.56 1907980 20.0
(DEL) Alkane: Bra... 9.48 11.2 ng/ul 1071410 2 10.56 1907980 20.0
Benzene, (3-methy... 9.84 2.5 ng/ul 238949 2 10.56 1907980 20.0
unknown-04 10.14 4.0 ng/ul 380152 2 10.56 1907980 20.0
(DEL) Alkane: Bra... 10.26 3.5 ng/ul 330845 2 10.56 1907980 20.0
(DEL) Alkane: Bra... 10.34 8.1 ng/ul 773903 2 10.56 1907980 20.0
Benzene, 1-(1-met... 10.63 6.8 ng/ul 647184 2 10.56 1907980 20.0
(DEL) Alkane: Bra... 10.85 2.5 ng/ul 242808 2 10.56 1907980 20.0
(DEL) Alkane: Bra... 10.97 3.9 ng/ul 374008 2 10.56 1907980 20.0
(DEL) Alkane: Cyc... 11.05 10.2 ng/ul 975407 2 10.56 1907980 20.0
(DEL) Alkane: Bra... 11.24 18.0 ng/ul 1715240 2 10.56 1907980 20.0
1H-Indene, 2,3-di... 11.32 3.9 ng/ul 368977 2 10.56 1907980 20.0
unknown-05 11.39 4.9 ng/ul 466258 2 10.56 1907980 20.0
unknown-06 11.62 10.3 ng/ul 980545 2 10.56 1907980 20.0
unknown-07 11.75 7.8 ng/ul 744483 2 10.56 1907980 20.0
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(DEL) Alkane: Cyc...
unknown-08

Naphthalene, 1l-et...
1H-Indene, 2,3-di...
unknown-09

Benzene, 4-(2-but...
(DEL) Alkane: Bra...
(DEL) Alkane: Bra...
(DEL) Alkane: Bra...
(DEL) Alkane: Cyc...
Naphthalene, 1-et...
Naphthalene, 1,4,...
Naphthalene, 1,6,...
Naphthalene, 2,3,...
Naphthalene, 2-me...
Chamazulene

4,47 -Dimethylbiph...
Phenanthrene, 1-m...
Anthracene, 9-met...
di-p-Tolylacetylene
Phenanthrene, 1,7...

11.84
12.03
12.09
12.19
12.30
12.43
12.61
12.85
13.00
13.22
13.47
14 .55
14 .82
15.04
15.52
15.68
16.53
18.04
18.23
18.84
18.96

ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul

1170450
898996
250978
897243
380340
780363
705517

1334110
742203

1038580

1090400
995882
873973

3077620

1523940

1189180

1080130

1434350
961804
460374

1443490
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10.56
10.56
10.56
10.56
10.56
10.56
14 .42
14 .42
14 .42
14 .42
14 .42
14 .42
14 .42
14 .42
14 .42
14 .42
17.16
17.16
17.16
17.16
17.16

1907980
1907980
1907980
1907980
1907980
1907980
1351600
1351600
1351600
1351600
1351600
1351600
1351600
1351600
1351600
1351600

912160

912160

912160

912160

912160

20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
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