LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample : H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116.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 3.173 53 57 71 rvB3 22803 55741 0.27% 0.047%
2 4_301 241 249 274 rBVY 672254 1466182 7.04% 1.239%
3 5.324 418 423 429 rBV3 14597 27554 0.13% 0.023%
4 5.570 459 465 472 rBV3 25509 57368 0.28% 0.048%
5 5.647 472 478 485 rVvV 72162 125709 0.60% 0.106%
6 5.776 493 500 517 rvB 286779 808902 3.88% 0.684%
7 5.941 524 528 534 rVB4 15306 30566 0.15% 0.026%
8 6.011 534 540 546 rBV6 17173 42438 0.20% 0.036%
9 6.093 548 554 558 rBvY 34199 71047 0.34% 0.060%
10 6.152 558 564 573 rVB 238569 476091 2.28% 0.402%
11 6.228 573 577 586 rvB4 19855 42082 0.20% 0.036%
12 6.311 586 591 600 rvB4 8626 22183 0.11% 0.019%
13 6.411 600 608 621 rBv4 78366 259646 1.25% 0.219%
14 6.522 621 627 636 rvB3 32537 78748 0.38% 0.067%
15 6.646 637 648 652 rBV6 54583 177532 0.85% 0.150%
16 6.693 652 656 660 rvB 45019 69923 0.34% 0.059%
17 6.804 660 675 686 rvB4 157795 475325 2.28% 0.402%
18 6.898 686 691 696 rvB2 38704 70068 0.34% 0.059%
19 6.963 696 702 707 rBV3 32978 66604 0.32% 0.056%

20 7.033 707 714 720 rVB4 43856 111671 0.54% 0.094%

21 7.127 720 730 736 rBV3 92986 219631 1.05% 0.186%
22 7.186 736 740 743 rVB5 26489 37331 0.18% 0.032%
23 7.239 743 749 753 rBV 144171 259493 1.25% 0.219%
24 7.298 753 759 767 rVB4 225861 481792 2.31% 0.407%
25 7.368 767 771 777 rVB2 71342 136701 0.66% 0.116%

26 7.433 777 782 784 rBV2 31684 52160 0.25% 0.044%
27 7.474 784 789 795 rBV2 124792 227638 1.09% 0.192%
28 7.539 795 800 805 rBv2 88061 167322 0.80% 0.141%
29 7.639 813 817 820 rBV3 53080 80338 0.39% 0.068%
30 7.686 820 825 839 rvB4 142882 423679 2.03% 0.358%

31 7.803 839 845 851 rBvV 197015 374993 1.80% 0.317%
32 7.868 851 856 862 rVB 119880 232936 1.12% 0.197%
33 7.938 862 868 869 rBv2 26068 43365 0.21% 0.037%
34 7.973 871 874 880 rvVB4 47439 76010 0.36% 0.064%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample : H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116.M
SVOA CALIBRATION

35 8.120 881 899 903 rBv3 321312 996200 4.78% 0.842%

36 8.220 911 916 921 rVB4 56823 116866 0.56% 0.099%
37 8.279 921 926 930 rBV3 87920 199850 0.96% 0.169%
38 8.338 931 936 941 rVvv3 146588 313157 1.50% 0.265%
39 8.397 942 946 949 rvv4 64267 136803 0.66% 0.116%
40 8.438 949 953 959 rvv2 110319 213085 1.02% 0.180%

41 8.496 960 963 972 rVB3 60513 125204 0.60% 0.106%
42 8.679 985 994 995 rBv4 132075 266268 1.28% 0.225%
43 8.802 1009 1015 1020 rBV6 133357 296610 1.42% 0.251%
44 8.861 1020 1025 1029 rVvVv 132548 229769 1.10% 0.194%
45 8.914 1030 1034 1043 rvv7 78145 213144 1.02% 0.180%

46 9.002 1043 1049 1064 rVvB3 392378 1105274 5.30% 0.934%
47 9.160 1064 1076 1083 rVB10 122929 469571 2.25% 0.397%
48 9.266 1083 1094 1100 rBV3 432413 1204318 5.78% 1.018%
49 9.360 1102 1110 1117 rVB4 235243 628917 3.02% 0.531%
50 9.425 1117 1121 1124 rBV4 56326 74436 0.36% 0.063%

51 9.478 1124 1130 1133 rBV3 225171 482110 2.31% 0.407%
52 9.630 1145 1156 1162 rBV6 192471 578037 2.77% 0.488%
53 9.713 1163 1170 1172 rBV4 117426 262643 1.26% 0.222%
54 9.795 1179 1184 1190 rVB4 260913 472472 2.27% 0.399%
55 9.895 1190 1201 1211 rVB4 704550 1869734 8.97% 1.580%

56 10.053 1217 1228 1230 rBV8 177059 537810 2.58% 0.454%
57 10.089 1231 1234 1239 rVB2 240595 369881 1.78% 0.313%
58 10.153 1239 1245 1251 rBV2 864667 1738886 8.34% 1.469%
59 10.300 1266 1270 1277 rVB5 256460 544786 2.61% 0.460%
60 10.377 1278 1283 1288 rBV5 189084 454750 2.18% 0.384%

61 10.553 1308 1313 1318 rBV7 179903 466256 2.24% 0.394%
62 10.688 1329 1336 1342 rBV3 375567 913916 4_.39% 0.772%
63 10.758 1342 1348 1355 rBV 295620 711175 3.41% 0.601%
64 10.829 1357 1360 1362 rBV3 112844 141065 0.68% 0.119%
65 10.946 1373 1380 1383 rBV5 500510 1150319 5.52% 0.972%

66 10.993 1384 1388 1393 rVB3 557818 1005445 4._.83% 0.850%
67 11.123 1404 1410 1416 rVB 1251249 2676873 12.85% 2.262%
68 11.193 1416 1422 1427 rBV5 372640 872817 4._.19% 0.738%
69 11.399 1453 1457 1463 rVV3 255856 436733 2.10% 0.369%
70 11.469 1465 1469 1474 rVB3 386056 708680 3.40% 0.599%

71 11.675 1494 1504 1510 rBV5 766893 2479419 11.90% 2.095%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample : H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116.M

= SVOA CALIBRATION

72 11.804 1521 1526 1532 rVB2 688737 1274338 6.12% 1.077%
73 11.992 1551 1558 1562 rBV 2490493 4559593 21.88% 3.853%
74 13.009 1726 1731 1736 rBV3 963060 1918654 9.21% 1.621%
75 13.332 1779 1786 1791 rVB 4104312 7413645 35.58% 6.265%

76 13.602 1827 1832 1835 rBV5 698077 1571093 7.54% 1.328%
77 14.231 1935 1939 1941 rBV2 798037 1352266 6.49% 1.143%
78 14.278 1941 1947 1951 rVB2 5569995 9881434 47.42% 8.350%
79 14.630 2003 2007 2012 rVB2 1356775 2327226 11.17% 1.967%
80 14.760 2025 2029 2033 rBV3 1119877 2270165 10.89% 1.918%

81 15.183 2098 2101 2107 rVB3 1201232 1740692 8.35% 1.471%
82 15.306 2118 2122 2128 rVB3 1413450 2612191 12.54% 2.207%
83 15.682 2182 2186 2190 rVB3 881064 1521744 7.30% 1.286%
84 16.041 2241 2247 2254 rVB 5223496 10025913 48.11% 8.472%
85 16.252 2280 2283 2287 rVB 963219 1332582 6.40% 1.126%

86 16.534 2322 2331 2335 rBV 9588493 20837706 100.00% 17.609%
87 17.339 2461 2468 2472 rBV 5566398 9885902 47.44% 8.354%
88 17.938 2566 2570 2578 rVB 1399026 2272328 10.90% 1.920%
89 19.918 2903 2907 2919 rVB2 436531 909366 4._36% 0.768%
90 21.810 3224 3229 3240 rVB2 289351 561742 2.70% 0.475%

91 23.085 3441 3446 3456 rVB3 21481 45582 0.22% 0.039%
92 24.912 3746 3757 3771 rVB3 187787 591314 2.84% 0.500%
93 25.142 3785 3796 3810 rVB3 195130 621079 2.98% 0.525%

Sum of corrected areas: 118338603
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .M
= SVOA CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022006.D
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Time--> 3.00 3.50 400 450 500 550 6.00 6.50 7. OO 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG022006.D
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Abundance TIC: BG022006.D
1.2e+07

1e+07

8000000

6000000

4000000

2000000

23.09 24.95.14

. S i B, D L
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Benzene, 1,3-dimethyl- Concentration Rank 26

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

6.15 9.56 ng/ul 476091 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 o-Xylene 106 C8H10 000095-47-6 97
5 o-Xylene 106 C8H10 000095-47-6 95

Abundance Scan 564 (6.152 min): BG022006.D (-558) (-) m/z 91.00 100.00%
il
5000 106
39 51 5 1/ g5 o8 | 5.80 6.00 6.20 6.40
e e et e i 88 98 WL sz 106.00  47.26%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5100: Benzene, 1,3-dimethyl-
91
5000 106
5.80 6.00 6.20 6.40
o -7 m/z 104.95 21.13%
39
SN RN Al S SO G 0 - 0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
91
106 5.80 6.00 6.20 6.40
5000 m/z 77.00 11.63%
51 77
21 39 45 65 85
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5077: p-Xylene
il 5.80 6.00 6.20 6.40
m/z 92.00 7.95%
106
5000
51 7
s 2 Das s B |, o8 | e [
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Cyclic6.41 Concentration Rank 37

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

6.41 5.21 ng/ul 259646 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octene, 6-methyl- 126 C9H18 013151-10-5 68
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 59
3 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 58
4 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 58
5 2-Pyrazoline, 5-ethyl-1,4-dimethyl- 126 C7H14N2 014339-23-2 43

Abundance Scan 608 (6.411 min): BG022006.D (-600) (-) m/z 97.00 100.00%
55 o7
5000 43 69
85
| | “ 77 || | 12“5 6.00 6.20 6.40 6.60 6.80
e el ettt et el | M/Zz 55.00 87.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11523: 1-Octene, 6-methyl-
55
41 0
5000 29 AR AR SRS S
97 6.00 6.20 6.40 6.60 6.80
83 m/z 57.00 63.08%
SN M| NN ,??..ﬂ...,ﬂl.. ot ML 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 o7
6.00 6.20 6.40 6.60 6.80
5000 41 m/z 43.00 52.26%
112
27 69
83
15 62
wwmwwmﬁmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 o7 6.00 6.20 6.40 6.60 6.80
m/z 69.00 46 .95%
5000
41 69 126
2‘ 34 || 48 || 62 8} 90 ||| 104111118
m/z--> 10 20 30 40 55 60 75 80 90 100 110 120 130 600 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Fumaric acid, cis-hex-3-eny... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
6.65 3.56 ng/ul 177532 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid, cis-hex-3-enyl non... 324 C19H3204 1000348-86-5 50
2 Fumaric acid, nonyl trans-hex-3-... 324 C19H3204 1000348-88-9 50
3 cis-3-Hexenyl heptine carbonate 222 C14H2202 068698-58-8 47
4 3-Hexyne 82 C6H10 000928-49-4 47
5 2,4-Hexadiene 82 C6H10 000592-46-1 47
Abundance Scan 649 (6.652 min): BG022006.D (-637) (-) m/z 82.00 100.00%
67 8
5000 55
41 %
09 124 6.40 6.60 6.80 7.00

m/z 67.00 95.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #164328: Fumaric acid, cis-hex-3-enyl nonyl ester
82

5000 S .,...., T
67 6.40 6.60 6.80 7.00

m/z 81.00 67 .69%

41 99
297 | ‘M |9 117 141153 160181 199 225 243
S i VIS TR PR M 7 1 S L2 T M 2 i S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
82

6.40 6.60 6.80 7.00
5000 m/z 83.00 46.62%

67
41 % 99
29 117 139 157 181 199 225 243
T B e i o s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance s Ci i

#79203: cis-3-Hexenyl heptine carbonate LI e e R
67 82 640 660 680 700

m/z 55.00 44 _12%

5000
41 55 123
29
16 | 95 107 141 165179

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 27

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

6.80 9.54 ng/ul 475325 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 87
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 64
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 64
4 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59
5 2-Decene, 5-methyl-, (2)- 154 C11H22 074645-86-6 59

Abundance Scan 674 (6.798 min): BG022006.D (-660) (-) m/z 57.00 100.00%
57
5000
43 98
70 g5 6.40 6.60 6.80 7.00 7.20
,,|||, A% a2 m/z 43.00  39.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19220: Heptane, 3-ethyl-2-methyl-
57
43
5000 A e
6.40 6.60 6.80 7.00 7.20
27 %8 m/z 98.00 32.33%
‘ 1 g
R A R TR ™
miz--> 20 4'0 60 8 100 120 140 160
Abundance
57
6.40 6.60 6.80 7.00 7.20
5000 43 m/z 41.00 23.27%
29 71 P
85 113 142
miz--> 20 40 60 80 100 120 140 160
Abundance #38328: Undecane, 6-methyl- R B
57 6.40 6.60 6.80 7.00 7.20
m/z 55.00 20.87%
5000
98
71
w “ I, g 8 | 112 126 140 155 170
m/z--> 20 ' 60 80 100 120 140 160 ' 6.40 6.60 6.80 7.00 7.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_G\DATA\BG052116\
BG022006.D

22 May 2016 10:41

UM/SJ

H3124-19

29 Sample Multiplier: 1

SVOA CALIBRATION

: C:\Database\NIST11.L

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .M

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 54

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

7.03 2.24 ng/ul 111671 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 52
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 47
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 46
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 43

Abundance Scan 713 (7.028 min): BG022006.D (-707) (-) m/z 57.00 100.00%
a3 '
5000
6.60 6.80 7.00 7.20 7.40
e m/z 43.00 80.06%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #19211: Heptane, 3,4,5-trimethyl-
43
85
5000 ISR A UL L
57 6.60 6.80 7.00 7.20 7.40
m/z 56.00 38.42%
29 ‘ 69
‘ |7 98 113 142
m/z--> : 20 4b 60 80 100 120 140 160 180 200
Abundance
57
43 ISR A UL L
6.60 6.80 7.00 7.20 7.40
5000 m/z 85.00 38.20%
71
84
98 113 127 150
m/z--> ' 20 40 60 80 100 120 140 160 180 200
Abundance #7641: Hexane, 2,4-dimethyl-
43 6.60 6.80 7.00 7.20 7.40
57 m/z 41.00 32.84%
5000 85
29
2 15‘ 1Ll \\ |99 114
m/z--> ' 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Straight-Chai... Concentration Rank 41

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

7.13 4.41 ng/ul 219631 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 50
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 47
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 47
4 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 47
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 47

Abundance Scan 730 (7.127 min): BG022006.D (-720) (-) m/z 57.00 100.00%

5000

6.80 7.00 7.20 7.40
m/z 91.00 55.50%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl-
57

5000
43 71 6.80 7.00 7.20 7.40

m/z 43.00 35.74%

29 85
L T8 18 1y 141 155 169 184

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

57

43 T T
6.80 7.00 7.20 7.40

5000 m/z 71.00 34.91%

T oga

98 113 127 150

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

Abundance #48893: Decane, 2,6,8-trimethyl-

57 6.80 7.00 7.20 7.40

m/z 56.00 24 _46%
5000 43
71
85
\‘\ I H‘ \ 9\9 113 127 155 169 184
e e e e e e e e e R RAREE RS EE R

m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:06 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Benzene, l-ethyl-3-methyl- Concentration Rank 38

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

7.24 5.21 ng/ul 259493 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 70

Abundance Scan 749 (7.239 min): BG022006.D (-743) (-) m/z 105.00 100.00%
105
5000
120
69 e N
55 77 91
41 12 140 7.00 7.20 7.40 7.60
”“.”“.““.”m.”ﬁJmﬁ%Jp”M?ﬂwhmwmlwkmqnn,”“;“”, m/z 120.00  34.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 7.00 7.20 7.40 7.60
oL m/z 69.00 23.33%

39
18 27 Y Slsg® T

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

105

7.00 7.20 7.40 7.60
5000 m/z 110.95 22._.72%
120

15 27 39 51gges 7 9%

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

Abundance #9426: Benzene, 1-ethyl-3-methyl- e mam aE e S
105 7.00 7.20 7.40 7.60
m/z 91.00 11.67%
5000
120
o7 39 77 o1
L rse® isa 98 | 13
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:07 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Benzene, 1,2,3-trimethyl- Concentration Rank 49

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

7.37 2.74 ng/ul 136701 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 771 (7.368 min): BG022006.D (-767) (-) m/z 105.00 100.00%
105
5000 120
7 91 7.00 7.20 7.40 7.60 7.80
57
e e i el 239 Tm/Zz 119.95  49.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
7.00 7.20 7.40 7.60 7.80
27 m/z 119.00 13.00%
s B e el Lo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 7.00 7.20 7.40 7.60 7.80
5000 m/z 77.00 11.80%

39 51sges /4,91

15 27 84 | 98
memwmwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9400: Mesitylene R B e
105 7.00 7.20 7.40 7.60 7.80
m/z 106.00 10.37%
120
5000
39
27 51 791
..,..”,....,”..b.”.iw.?ﬁ.?f.,”.W,§4.ﬂ..9§.u..,”..,...w....,”..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:08 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Benzene, l-ethyl-2-methyl- Concentration Rank 46

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

7.54 3.36 ng/ul 167322 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 64
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 64
4 Mesitylene 120 C9H12 000108-67-8 64
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 64

Abundance Scan 800 (7.539 min): BG022006.D (-795) (-) m/z 105.00 100.00%
105
5000
120
8l g5
41 55 67 | 7.20 7.40 7.60 7.80
..,....,....,....','....,-.~.':.,.-.-.!-:7.“.':';!-...,|:.|!.,.':!.',..-.~.,-..-..,..1.:??.... m/z 120.00  33.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 7.20 7.40 7.60 7.80
m/z 81.00 24 _.92%
5 27 W s T

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

Abundance
105
120 7.20 7.40 7.60 7.80
5000 m/z 95.00 20.93%
7 91
15 27 39 51 65 98
memmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 \\
Abundance #9414: Benzene, 1,2,3-trimethyl- R R RRE RS
105 7.20 7.40 7.60 7.80
m/z 96.00 14.92%
5000 120
39
27 ‘ 51 4 /7 a1
..,.”.,...q...:ﬂ...HN”.,:U.7R..m,.”.qh.?ﬁ.Hl.ll%uﬁ..”,....“... A L NN, A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 740 7.60 7.80

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:09 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Benzene, 1,2,4-trimethyl- Concentration Rank 32

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

7.80 7.53 ng/ul 374993 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Mesitylene 120 C9H12 000108-67-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
5 Mesitylene 120 C9H12 000108-67-8 94

Abundance Scan 844 (7.797 min): BG022006.D (-839) (-) m/z 105.00 100.00%
105
5000 120
v 91 7.40 7.60 7.80 8.00 8.20
39 51 65
o e S8 L 12T 07712000 44 .94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
7.40 7.60 7.80 8.00 8.20
-7 m/z 119.00 13.30%
15 27 9 Sleg6 | g | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 ﬁy"w"“l'“'l“'/}[
7.40 7.60 7.80 8.00 8.20
5000 m/z 77.00 11.13%
15 27 39 5lsges 7 gy O g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene R A
105 7.40 7.60 7.80 8.00 8.20
m/z 91.00 8.54%
120
5000
27 3\9 5\1 58 §§ 7? o LAl Al
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 | | 7.40 7.60 7.80 8.00 8.20

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:10 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Cyclic7.87 Concentration Rank 39

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

7.87 4.68 ng/ul 232936 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trans-1-methyl-2-nonyl-cyclohexane 224 C16H32 1000371-47-8 72
2 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 64
3 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 59
4 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 58
5 trans-2-Oxabicyclo[4.4.0]decane 140 C9H160 059958-46-2 53

Abundance Scan 856 (7.868 min): BG022006.D (-851) (-) m/z 97.00 100.00%
g7
5000 ®
81
a | "k ko abo 620
140 : . .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81266: Trans-1-methyl-2-nonyl-cyclohexane
55 97
5000 81 R UL R L
69 7.60 7.80 8.00 8.20
m/z 81.00 36.11%
il Ll [ill 199 123 137 165 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55 97
760 7.80 8.00 820
5000 m/z 96.00 26.09%
41
69
83
i 111 125 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis- R B R B
55 97 7.60 7.80 8.00 8.20
m/z 67.00 20.80%
5000 41
69
126
'|""|""|""?% "'I'%%% |J"'|"' SRR RS SRR S R AR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:11 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Cyclohexanol, 5-methyl-2-(1... Concentration Rank 53

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

8.22 2.35 ng/ul 116866 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 002216-52-6 64
2 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001879-07-8 49
3 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 45
4 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140 000513-20-2 41
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 38

Abundance Scan 916 (8.220 min): BG022006.D (-911) (-) m/z 57.00 100.00%
57 71 8l 95
43
5000
111

138 ARPSRAEPSRRARE AR A
I e
,....,....:....,.!..,....,....; SN TN 1] B | S | m/z 81.00 98.37%

m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #28385: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, [1S-(1....
71 81
95
41
5000 55 | BN BN L L LB B
123 7.80 8.00 820 8.40 8.60
29 138 m/z 71.00 90.93%
- ‘ L. ‘ NN ‘
| I, 11 Lo (L il Ll

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

81 95

68 7.80 8.00 8.20 8.40 8.60
5000 41 o5 m/z 95.00 87.00%
138

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

Abundance #6015: Bicyclo[4.1.0]heptane, 3-methyl- R R
41 68 81 95 7.80 8.00 8.20 8.40 8.60
m/z 43.00 76.29%
54
5000
110

,,w,‘,,,,,,,,,, PVAVERVAV A4SVl

m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 780 8.00 820 8.40 8.60

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:12 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 2,4-Nonadiyne Concentration Rank 44

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

8.28 4.01 ng/ul 199850 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 55
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 55
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 55
4 2,4-Nonadiyne 120 C9H12 063621-15-8 55
5 Mesitylene 120 C9H12 000108-67-8 55

Abundance Scan 926 (8.279 min): BGOZZOO%D (-921) () m/z 105.00 100.00%
105
5000 55 97 120
69
41
83 139 160 8.00 820 8.40 860
m/z 97.00 48.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 U U R I
8.00 8.20 8.40 8.60
27 m/z 120.00 45_.07%
15 2\7 3\9 5\1 §§ l, 9\1 Ll Al
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
800 8.20 840 8.60
5000 120 m/z 55.00 40.11%

28 39 i 91
14 65
Wmmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9412: Benzene, 1,2,3-trimethyl- A RmARE RS
8.00 8.20 8.40 8.60
m/z 69.00 26.89%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:14 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Octacosanol Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
8.34 6.29 ng/ul 313157 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosanol 410 C28H580 000557-61-9 50
2 2-Hydroxy-2-methyl-but-3-enyl 2-_.._. 184 C10H1603 080758-67-4 35
3 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 30
4 Bis(2-ethylhexyl) hydrogen phosp... 306 C16H3503P 003658-48-8 27

5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 25
Abundance Scan 936 (8.338 min): BG022006.D (-931) (-) m/z 55.00 100.00%
56
83
5000 109
T T
137 8.00 8.20 8.40 8.60
e TN A e e o e e e I e N e | m/z 57.00 93.53%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57
97
5000 LA L L L L L L L LN |
8.00 8.20 8.40 8.60
Q5 m/z 83.00 75.22%
29
Cl M M m H m 5 ‘181 209 236 264 292 322 _ 364 392
L B I T T T T
m/z--> 50 150 200 250 300 350
Abundance
83
55 IIIIIIIIIIIIIIIIIIIIIII
8.00 8.20 8.40 8.60
5000 m/z 56.00 68.78%
114136 166
L e B e B LA e o o o o o e o o
m/z--> 50 100 150 200 250 300 350
Abundance #6746: 3-Ethyl-4-methyl-2-pentene R EEE e B S
56 8.00 8.20 8.40 8.60
m/z 71.00 63.80%
83
5000
112
AN
T
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:15 2016

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 (DEL) Alkane: Cyclic8.40 Concentration Rank 48

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

8.40 2.75 ng/ul 136803 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 35
2 Decane, 3-methyl- 156 C11H24 013151-34-3 32
3 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 27
4 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 25
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 25

Abundance Scan 947 (8.402 min): BG022006.D (-942) (-) m/z 57.00 100.00%
7
69

5000
43

8.00 8.20 8.40 8.60 8.80
m/z 69.00 78 .96%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #27092: Cyclohexane, 1,2-diethyl-3-methyl-
69
5000 55 83 125 R S e S
a1 8.00 8.20 8.40 8.60 8.80
m/z 71.00 64.72%
! \ ! ‘ L % 1 15\4
T T T T T e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
57
71 8.00 8.20 8.40 8.60 8.80
5000 m/z 85.00 56.92%
29 85
127
98 112 140 156
WTWWWTWWWWWWWWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #125655: Sulfurous acid, hexyl octyl ester R REEaEEe ST
4 57 71 85 8.00 8.20 8.40 8.60 8.80
m/z 56.00 41._.80%
5000
113
N Ul I, 97 | 137 147 165 177
T T e e e T T e e T R S e S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Cyclic8.44 Concentration Rank 43

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

8.44 4.28 ng/ul 213085 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 74
3 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 72
4 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 72
5 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 72

Abundance Scan 953 (8.438 min): BG022006.D (-949) (-) m/z 83.00 100.00%
83
55
5000
67 AN o
4|1 5 111 . 10 8.0 840 8.60 8.80
el el et 23 22 Tm/z 82.00  61.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17971: Cyclohexane, butyl-
55 83
5000 AR LS LA L
4l 8.0 840 8.60 8.80
29 67 140 m/z 55.00 55.17%
"W'%?'P'JJP"th"PwL'P'ﬂ”b'"P"'P'%?P"}ﬁ%"P"'I”"P"'P"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
83
55 820 840 8.60 880
5000 m/z 67.00 21.16%
41
67 140
15 22 97 111
R A AL KRR AL LA RN RN KRN RLRAS LA RARAS LA RARA SARAN LRI B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18026: Cyclohexane, (2-methylpropyl)- L L L L LB
55 8 8.20 8.40 8.60 8.80
m/z 41.00 14.74%
41
5000
69 97
140
"'v%?w"Lh“'jﬂk'w”Ltl“'Hh"w“l“ T ”'}%?”I}%gl”'ﬁ"”l'”'l RS U I L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Cyclic8.50 Concentration Rank 52

R.T. EstConc Area Relative to ISTD R.T.
" 8.50  2.51 ng/ul 125204  1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cyclohexane, 1,4-dimethyl- 112 csHie 000589-90-2 59

2 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 59
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 58
4 Cyclohexane, 1,l1-dimethyl- 112 C8H16 000590-66-9 58

5 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 53

Abundance Scan 964 (8.502 min): BG022006.D (-960) (-) m/z 97.00 100.00%
97
55
5000
70 81 lll|llll|llll|llll|llll|
4|1 | L L U2 e gy 184 8.20 8.40 8.60 8.80
e AR m/z 55.00 68.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6747: Cyclohexane, 1,4-dimethyl-
55
97
5000 41 LA L L L L L L LB |
112 8.20 8.40 8.60 8.80
27 69 m/z 56.00 26.98%
83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 97
S R R e
8.20 8.40 8.60 8.80
5000 m/z 57.00 23.68%
41
69
29 83
111 125 0
mwmwwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6745: Cyclohexane, 1,1-dimethyl- R e e e ERRaA
97 8.20 8.40 8.60 8.80
55 m/z 96.00 21.38%
5000 69
41
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80
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Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 unknown-01 Concentration Rank 35

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

8.68 5.35 ng/ul 266268 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, octahydro-5-methyl- 138 C10H18 019744-64-0 42
2 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140 000513-20-2 38
3 2,4-Dimethylfuran 96 C6H80 003710-43-8 38
4 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 30
5 3-Cyclohexen-1-one, 3,5,5-trimet... 138 C9H140 000471-01-2 27

Abundance Scan 994 (8.679 min): BG022006.D (-985) (-) m/z 57.00 100.00%
43
60 8 o
5000 111
| ||| L 12e 1B asa 840 860 880 9.00
1A 1 1 O A PN A m/z 43.00 69.17%

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

Abundance #16918: 1H-Indene, octahydro-5-methyl-
81 96
67
5000 LIS I L L L L L
a 8.40 8.60 8.80 9.00
55 138 m/z 81.00 66.67%
110
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
96 L S
8.40 8.60 8.80 9.00
5000 a P m/z 69.00 60.32%
123 138
110
mmmmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2795: 2,4-Dimethylfuran N EBEEEEEE S S
7 96 8.40 8.60 8.80 9.00
m/z 96.00 56.32%
41 53
5000
81
.wnﬂh””lﬂnp.”“ﬁw.”wt..”u N —— N A A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Benzene, 1,4-diethyl- Concentration Rank 34

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

8.80 5.95 ng/ul 296610 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
3 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 89
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 70
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 55

Abundance Scan 1015 (8.802 min): BG022006.D (-1009) (-) m/z 57.00 100.00%
43 7 119

5000

8.40 8.60 8.80 9.00 9.20
m/z 119.00 94 .09%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14841: Benzene, 1,4-diethyl-

5000
8.40 8.60 8.80 9.00 9.20

m/z 43.00 84 .94%

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105 119
I e o o e N R
8.40 8.60 8.80 9.00 9.20
5000 134 m/z 71.00 67.26%
77 91

27 39 51 g5

wwwwmmmmmmw
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110 120 130 140150
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl- R E s
8.40 8.60 8.80 9.00 9.20

m/z 105.00 57 .65%

5000

, 15 27 39 s 65 77

m/z--> 0O 10 20 30 40 50 60 70 80 90 100110 120 130 140150 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Straight-Chai... Concentration Rank 42

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

8.91 4.28 ng/ul 213144 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 59
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 59
4 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 53
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 1033 (8.908 min): BG022006.D (-1030) (-) m/z 57.00 100.00%
7
71
5000 43 85
‘ 125 R RERES mamma ST
8.60 8.80 9.00 9.20
99 154
SN || - :.,|....,....,~.||'..1.3,9....,....,...., m/z 71.00 74.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28429: Decane, 3-methyl-
57
43 n
5000 85 R R AN S LR
29 8.60 8.80 9.00 9.20
126 m/z 43.00 47 _.44%
w [l B s
miz--> % 4 0 80 100 130 140 180 180
Abundance
57
71 860 880 900 920
0,
5000 43 g5 m/z 85.00 41.49%
29
97 127 139 151161 179 101
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38340: Decane, 2,9-dimethyl- i R o
8 8.60 8.80 9.00 9.20
m/z 56.00 38.40%
5000 71
85
\\ | 99 113 127 155
m/z--> 20 40 60 80 1(')0 12'0 140 160 180 ' 860 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Naphthalene, decahydro- Concentration Rank 11

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

9.00 22.19 ng/ul 1105270 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 98
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 98
3 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 97
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 97
5 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94

Abundance Scan 1049 (9.002 min): BG022006.D (-1043) (-) m/z 67.00 100.00%
67 138
82 9%
5000
41 g
109 SRR AR SR
| z5 1l | 123 | 8.60 8.80 9.00 9.20 9.40
rerrrer e el PRl Tm/z 138.00  96.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16892: Naphthalene, decahydro-
67 96 138
81
5000 4l ﬁrv‘[l——m
55 109 8.60 8.80 9.00 9.20 9.40
27 ‘ m/z 68.00 79.24%
"|'“'|'“Lh'“'h““'FJ”'|'”Li"“wj'ﬁq””Jw""l“"%?ﬁ'l'“ “'”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67 138
82 96 SRR AR SRR
41 8.60 8.80 9.00 9.20 9.40
5000 . m/z 82.00 71.04%
27 109
75 89 123
Wmmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16925: Naphthalene, decahydro-, trans- L B
6 138 8.60 8.80 9.00 9.20 9.40
41 95 m/z 96.00 70.60%
82
5000
27 55
109
..,.%?.,..;l‘,....w...,uwa.,.‘.‘l.i.??ﬂ;.‘...,‘.w.‘.l,??..‘....1.2.3..,... I RS A A Aa A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 o0-Cymene Concentration Rank 28

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

9.16 9.43 ng/ul 469571 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 56
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 56
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 56
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 56
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 53

Abundance Scan 1076 (9.160 min): BG022006 D ( 1064) (-) m/z 119.00 100.00%
55 00 8l
97
5000 a1
134

8.80 9.00 9.20 9.40

154
168 m/z 69.00 81.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120130 140 150160 170
Abundance #14811: o-Cymene
119
5000 LA L L L L LB L
8.80 9.00 9.20 9.40
o1 134 m/z 81.00 80.12%
27 fte 6 7| 103
S ¥ PO S S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120130 140 150160 170
Abundance
119
N
8.80 9.00 9.20 9.40
5000 m/z 55.00 73.10%

134
27 39 51 e 77 9 405

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

Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)- A RERRmaEE

119 8.80 9.00 9.20 9.40
m/z 97.00 55.25%

5000
134
91
15 27 41 51 65 77 ‘ 103

B B B L e R A

m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 880 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Cyclic9.27 Concentration Rank 9

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

9.27 24 .18 ng/ul 1204320 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 46
2 Cyclohexane, l1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 43
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 42
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 38
5 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 38

Abundance Scan 1095 (9.272 min): BG022006.D (-1083) (-) m/z 97.00 100.00%
55 97
5000
900 920 9.40 9.60
m/z 55.00 83.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69 AR RN I LS UL
9.00 9.20 9.40 9.60
27 m/z 69.00 58.65%
...1.5| .‘l‘..‘i“..‘.‘.‘l.‘l‘.. 8‘l4..l‘|..1].-2.|....l....l....
m/z--> 20 40 60 80 100 120 140 160
Abundance
55 97
900 9.20 9.40 9.60
5000 m/z 118.95 39.99%
41
69 126
29 81
111
miz--> 20 40 60 8 100 120 140 160
Abundance #6749: Cyclohexane, 1,1-dimethyl-
97 9.00 9.20 9.40 9.60
55 m/z 96.00 28.22%
5000 41 69
27
SN Y T O N () PSS 0 AV VA W ot
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Sulfurous acid, cyclohexylm... Concentration Rank 25

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

9.48 9.68 ng/ul 482110 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 64
2 Sulfurous acid, cyclohexylmethyl._.. 388 C22H4403S 1000309-22-3 59
3 1-Allyl-1-but-3-enyl-1-silacyclo... 166 C10H18Si 127597-51-7 59
4 Sulfurous acid, cyclohexylmethyl... 346 C19H3803S 1000309-22-0 50
5 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 50

Abundance Scan 1130 (9.478 min): BG022006.D (-1124) (-) m/z 97.00 100.00%
o7
55
5000
43 71 83
154 920 9.40 9.60 980
127
LA s e M/Z 55.00  70.16%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #147844: Sulfurous acid, cyclohexylmethyl nony! ester
97
5000 55 ISR R
9.20 9.40 9.60 9.80
41 71 83 m/z 83.00 35.42%
|'%g -ﬂk--‘ﬂu-ﬂw 'fM"‘Nl'%%l'l%%7"l" I DAL S B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
97
920 9.40 9.60 9.80
5000 m/z 43.00 31.85%
55
43 71 83
29 111 127 141 155 211
mz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance #35011: 1-Allyl-1-but-3-enyl-1-silacyclobutane R R R R R R
97 9.20 9.40 9.60 9.80
m/z 71.00 29.81%
43
5000 83 125
55 71
‘ ‘ ‘ 110 138
,...NMM.N\HM.ﬁW.WH..;W...ﬁ“...]@9.,..”,...w AU SARBEAAER A
mz-> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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-02 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.63 11.50 ng/ul 578037 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanol, 3,5-dimethyl- 128 C8H160 005441-52-1 35
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 35
3 Oxalic acid, monoamide, n-propyl... 327 C19H37N0O3 1000309-65-3 35
4 2,6-Dimethyldecane 170 C12H26 013150-81-7 35
5 11-Tricosene 322 C23H46 052078-56-5 30
Abundance Scan 1156 (9.630 min): BG022006.D (-1145) (-) m/z 57.00 100.00%

5000
111 131 153 9.40 9.60 9.80 10.00
m/z 43.00 62.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #12615: Cyclohexanol, 3,5-dimethyl-
71
95
5000 LA B L L L L L LB
4 9.40 9.60 9.80 10.00
m/z 71.00 50.91%
111127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R EREEEEEEE SR R
9.40 9.60 9.80 10.00
5000 o m/z 55.00 43.90%
41
113
25 141 170
Wmmmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166804: Oxalic acid, monoamide, n-propyl, tetradecyl ester e BN s e
43 9.40 9.60 9.80 10.00
m/z 41.00 41 _46%
5000 86
132
40T
] 111 241 327
,un,nq.nqun.n.vu.”“.”..”.””.”..”.u”.”..”q”” R N EEEEEEs s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.40 9.60 9.80 10.00

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:26 2016 Page: 29



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 unknown-03 Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
9.71 5.22 ng/ul 262643 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 018358-53-7 49
2 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 38

3 Cyclooctane, ethyl- 140 C10H20 013152-02-8 38
4 Cyclooctane, ethyl- 140 C10H20 013152-02-8 38
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 38
Abundance Scan 1170 (9.713 min): BG022006.D (-1163) (-) m/z 69.00 100.00%
5000
9.40 9.60 9.80 10.00
m/z 55.00 59.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25246: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethy!-
55 83
41
5000 LA L L L L L L L L
9.40 9.60 9.80 10.00
27 m/z 109.00 45 .23%
110 124137 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69
55 R E RS L
111 9.40 9.60 9.80 10.00
5000 m/z 111.00 42 .52%
41
27 83
97 ,o5140
A B R R AEa R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17970: Cyclooctane, ethyl- R ARERERmE
69 9.40 9.60 9.80 10.00
m/z 41.00 37.45%
111
5000 55
41
.,.‘l‘..‘,“...l‘,.u‘..??..9.7,..\..1.2?.1.‘,‘9... S — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
9.79 9.40 ng/ul 472472 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 89
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 50
3 Isobutyl 3-methylbutan-2-yl carb... 188 C10H2003 1000372-77-0 47
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 47
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 43
Abundance Scan 1183 (9.789 min): BG022006.D (-1179) (-) m/z 71.00 100.00%

5000

134 IIIIIIIIIIIIIIIIIIIIIII
153 168 9.40 9.60 9.80 10.00 10.20

m/z 57.00 96.37%

m/z--> 20 40 60 80 100 120 140 160
Abundance #38338: Decane, 3,7-dimethyl-
43 7
71
5000 | NI LI L L L LB L
29 85 9.40 9.60 9.80 10.00 10.20

m/z 43.00 78.01%

\‘ A ﬂ 9 113 127 141 155 179

m/z--> 20 40 60 80 100 120 140 160
Abundance
43 57 71
R EEAREEATE A
8 9.40 9.60 9.80 10.00 10.20
5000 > m/z 85.00 56.76%
29 126
98 111 140 154
— T T T T T T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #51340: Isobuty| 3-methylbutan-2-yl carbonate L B o
7 Tl 9.40 9.60 9.80 10.00 10.20
m/z 119.00  40.22%
5000 43
29 87
15 Ll [ 101 117 132 145 173
— e e
m/z--> 20 40 60 80 100 120 140 160 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 Naphthalene, decahydro-2-me... Concentration Rank 6

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

9.89 37.19 ng/ul 1869730 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 Cyclodecene, 1l-methyl- 152 C11H20 066633-38-3 90
3 Pulegone 152 C10H160 000089-82-7 70
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 70
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 64

Abundance Scan 1200 (9.889 min): BG022006.D (-1190) (-) m/z 81.00 100.00%
81
67 95 152
5000
a1 55 137
109 S S AN IR IR
| | ‘ | 123 167 9.60 9.80 10.00 10.20
el el bl ol 18T sz 152,100 72.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25446: Naphthalene, decahydro-2-methyl-
41 67 81 o 152
55
27
5000
137 9.60 9.80 10.00 10.20
109 m/z 95.00 71.85%
I ‘\ ‘ I ‘ | s
L LU . il | |

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

2

Abundance
67 81
95 IIIIIIIIIIIIIIIIIIIIIII
M 55 9.60 9.80 10.00 10.20
5000 m/z 67.00 67.14%
109 152
29 137
123
Wmmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25066: Pulegone LA B B
81 9.60 9.80 10.00 10.20
67 152 m/z 82.00 44 .21%
5000 41 109
137
I T |
..,....,....H‘...,‘:‘l‘a.,..‘a.“...‘.‘l.‘...,‘.‘.‘l.,....l....,1.%1.,...a,....,....,....,... LA e s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG052116.M
Quant Title : 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: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.30 10.84 ng/ul 544786 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 64
2 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 50
3 Sulfurous acid, decyl pentyl ester 292 C15H3203S 1000309-14-3 47
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 43
5 Decane, 4-methyl- 156 C11H24 002847-72-5 43
Abundance Scan 1270 (10.300 min): BG022006.D (-1266) (-) m/z 71.00 100.00%
7
43
57
5000 85
106 10139 10.00 10.20 10.40 10.60 _
L Aseie | Tm/z 43.00 75.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38333: Undecane, 4-methyl-
43
71
57
5000 RN AR UL SULRL IR
10.00 10.20 10.40 10.60
85 m/z 57.00 61.19%
\‘ ‘ | “ ‘ 98 113126 140 155 170
m/z--> 20 b éo 80 100 150 140 160 180 200 220
Abundance
71
3 10.00 10.20 10.40 10.60 _
5000 m/z 70.00 50.00%
85
29
® 113126 155 171 189 20721
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137566: Sulfurous acid, decy! pentyl ester R R Baa s
7 10.00 10.20 10.40 10.60
43 m/z 85.00 44 _53%
5000 57 85
29
| ‘h h |l % 112123 Mliss 175 103205
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.69 18.18 ng/ul 913916 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 4-ethyl- 170 C12H26 001636-44-8 50
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 46
3 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 35
4 Ether, hexyl pentyl 172 C11H240 032357-83-8 27
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 27
Abundance Scan 1336 (10.688 min): BG022006.D (-1329) (-) m/z 57.00 100.00%
85
e N\/\/\MA_J\/
10.40 10,60 10.80 11.00
m/z 43.00 92 .58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38320: Decane, 4-ethyl-
43
57
5000 71 85 LA L L L L L L LB
29 10,40 10.60 10.80 11.00
140 m/z 85.00 88 .84%
S P
miz--> 2 40 60 8 100 130 140 160 180
Abundance
57
a8 10.40 10,60 10.80 11.00
5000 m/z 71.00 74 _.43%
71 g5
29
9 113 127 141 156
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48863: Undecane, 2,4-dimethyl- T
43 10.40 10.60 10.80 11.00
m/z 55.00 51.30%
1 1 M/WU\MW\/
5000
71
I 99 113 1% 141 155 160 184
m/z--> 20 ' 60 8IO 100 12'0 14'10 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Cyclicl0.83 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
10.83 2.81 ng/ul 141065 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (3-methylpentyl)- 168 C12H24 061142-38-9 47
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 38
3 n-Heptadecanol-1 256 C17H360 001454-85-9 35
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 35
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 35
Abundance Scan 1360 (10.829 min): BG022006.D (-1357) (-) m/z 83.00 100.00%
3
55
5000
10,60 10.80 11.00 11.20
m/z 55.00 69.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36843: Cyclohexane, (3-methylpentyl)-
55 83
5000 41 LI SULIULE BN UL BULR
10,60 10.80 11.00 11.20
29 %1 & m/z 69.00 41.31%
NN
S| I O N W - NV . N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
83
- 10,60 10.80 11.00 11.20
5000 m/z 97.00 37.90%
41
67 126
15 2t 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1 A EEREE BE R L
55 83 10.60 10.80 11.00 11.20
43 | 69 | o7 m/z 125.00 37.75%
5000 111
S R PSR-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,60 10.80 11.00 11.20

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:33 2016 Page: 35



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 (DEL) Alkane: Cyclicll1.19 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.19 17.36 ng/ul 872817 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,5-diethyl-2,3-dim... 168 C12H24 074663-66-4 46
2 Cyclohexanecarboxylic acid, ethe... 154 C9H1402 004840-76-0 38
3 Cyclohexanecarboxylic acid, 4-bu... 396 C24H32N203 075941-51-4 35
4 Oxalic acid, decyl 1l-menthyl ester 368 C22H4004 1000314-97-8 35
5 Oxalic acid, di(1-menthyl) ester 366 C22H3804 1000314-98-6 35
Abundance Scan 1421 (11.187 min): BG022006.D (-1416) (-) 83.00 100.00%
5000 W
10.80 11,00 11.20 11.40 11.60
m/z 57.00 70.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36869: Cyclohexane, 1,5-diethyl-2,3-dimethy!-
83
55 g9
5000 LA AR RN BN R
M 10.80 11.00 11.20 11.40 11.60
29 97 139 m/z 55.00 68.52%
\‘ | \‘ ol il LIl 111 123 153 168
miz--> 20 40 60 80 100 120 140 160 180
Abundance
83
AU SUNLA B BN
55 10.80 11.00 11.20 11.40 11.60
5000 a1 m/z 69.00 65.23%
111
29 67
el ol 85 ] 120129 IS4
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #210257: Cyclohexanecarboxylic acid, 4-butyl-, 2,3-dicyano... A EREEE s
83 10.80 11.00 11.20 11.40 11.60
m/z 41.00 50.05%
5000 - 139
41 97
i
TN ™S I S i A
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Cyclicll._47 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.47 14.10 ng/ul 708680 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 76
2 6-Tridecene, (E)- 182 C13H26 006434-76-0 70
3 6-Tridecene, (2)- 182 C13H26 006508-77-6 70
4 5-Tridecene, (E)- 182 C13H26 023051-84-5 64
5 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 64
Abundance Scan 1469 (11.469 min): BG022006.D (-1465) (-) m/z 69.00 100.00%
¢
5000
97109 145 T TTT~T—T—~T—TT
126 le7 182 11.20 11.40 11.60 11.80
m/z 83.00 66 .92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47295: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
a1 >
5000 LA UNIURE IR BN U
29 83 o7 11.20 11.40 11.60 11.80
0
‘ 112 156 167 182 m/z 70.00 61.35%
IIIIIIII‘I‘III‘IIIH‘III\\l\II\HIIIHIII\‘II]I-%QIIIIII‘IIII‘IIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 55 69
. 11,20 11.40 11,60 11.80
5000 83 m/z 55.00 59.95%
97
182
15 15 140 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47277: 6-Tridecene, (2)- BN EEEEEEE
4 55 11.20 11.40 11.60 11.80
69 m/z 56.00 50.70%
29
5000 83
97
111 182
. }?.----.---- ,.ML .f¢ ‘H. .M.,l?§.%%9..¥5ﬁ,. ...,‘.... - e —
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.80 25.35 ng/ul 1274340 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 70
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 55
3 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 30
4 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 27
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 27
Abundance Scan 1525 (11.798 min): BG022006.D (-1521) (-) m/z 71.00 100.00%
5000
166
11.40 11.60 11.80 12.00 12.20
154
| AL 82102 h7o43700  86.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48846: Dodecane, 4-methyl-
43 57 71
5000 85 R B UL UL B
1140 11.60 11.80 12.00 12.20
- m/z 57.00 85.15%
99
15 | h‘ Lo T 12 gy \\ 155 169 184
m/z--> 20 Jo 60 85 160 120 140 160 180 200
Abundance
43
5771 LRI A SO SN B
11.40 11.60 11.80 12.00 12.20
5000 o m/z 85.00 57 .42%
29 140
9 112 197 155 169 184
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #12725: Hexane, 2,4,4-trimethyl- B e
57 71 11.40 11.60 11.80 12.00 12.20
43 m/z 81.00 51.45%
5000
28 99
m/z--> 20 40 60 8 100 120 140 160 180 200 1140 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.99 90.70 ng/ul 4559590 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 72
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
Abundance Scan 1558 (11.992 min): BG022006.D (-1551) (-) m/z 57.00 100.00%
g7 7
e i ,\_,,ﬂxJ\.,v/\v\,/hf‘_-\dt
g U 1160 11,80 12.00 12.20 12.40
97 : : : : :
o - L i L 127 141 155165 183 198 | 19000 03, 670
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
11.60 11.80 12.00 12.20 12.40
13 m/z 43.00 47 .32%
85
15 \‘ \‘\ A T \‘ 127 142
miz--> X & & 100 3o 140 1o 180 2
Abundance
57
n LN IS SRR SR B
11.60 11.80 12.00 12.20 12.40
5000 43 m/z 41.00 23.96%
85
29 97 113 127 V\¢j/\AJﬁfqvj\\qk/\/AJ\ﬁ~//
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester A B
57 11.60 11.80 12.00 12.20 12.40
71 m/z 56.00 23.13%
- ‘,/\MAV\M
43
85 113
29
S| T Y Bl S N e T
m/z--> 20 40 60 80 100 120 140 160 180 200 11,60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.33 65.31 ng/ul 7413650 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 83
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 53
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 49
Abundance Scan 1786 (13.332 min): BG022006.D (-1779) (-) m/z 71.05 100.00%

TAR (I

5000

:

97 113 127
141 159 175183 197 212 13.00 13.20 13.40 13.60

0! m/z 57.05 95_.54%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethy!-

57 71

43
5000 85 AAURARAURARAR RALRARARES
13. OO 13 20 13. 40 13.60
m/z 85.00 51.63%
97 113 127
n\ il ”‘ Al || 141 155 169 183

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

57

¥,

71 A el i i
43 13.00 13.20 13.40 13.60

5000 m/z 43.00 44 _16%

29 85
99 113 127 141 155 169 183 197

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

3

Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester T T
57 13.00 13.20 13.40 13.60
m/z 41.00 27 .48%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13 20 13. 40 13. 60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_G\DATA\BG052116\
BG022006.D

22 May 2016 10:41

UM/SJ

H3124-19

29 Sample Multiplier: 1

SVOA CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .M

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

Peak Number 45 (DEL) Alkane: Cyclicl3.60 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.60 13.84 ng/ul 1571090 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 86
2 Cyclododecane 168 C12H24 000294-62-2 58
3 Cyclopentadecane 210 C15H30 000295-48-7 52
4 Cyclododecane 168 C12H24 000294-62-2 52
5 1-Decene 140 C10H20 000872-05-9 52

Abundance Scan 1832 (13.602 min): BG022006.D (-1827) (-) m/z 83.00 100.00%
5000
111 131
159 173 AU
a4 210 13.20 13.40 13.60 13.80 14.00
m/z 55.00 86.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69583: Cyclopentadecane
55 g9 83
97
a 210
5000 111 ARSI SRS N B
13.20 13.40 13.60 13.80 14.00
29 ‘ 125139 82 m/z 69.00 77 -39%
EL3 ,d, -‘.‘- Al i Al :“. L Saes | aes |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
41 5 83 TTTTpTTT T T T T T T
13.20 13.40 13.60 13.80 14.00
5000 97 m/z 82.00 62.91%
29 111
125 140 168
'}?I"' URIMSURILR U IUR L SR S W SN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69584: Cyclopentadecane T
41 55 13.20 13.40 13.60 13.80 14.00
69 g3 m/z 70.00 59.87%
5000 o1
29 111 -
210
S ,ﬂlk.ﬂh..ih. ...,...%ﬁ? }??,....1§?...,..M., R
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .M

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

Peak Number 46 (DEL) Alkane: Straight-Chai...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.63 20.50 ng/ul 2327230 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32
2 Decahydro-4,4,8,9,10-pentamethyl ... 208 C15H28

062376-17-4 64
080655-44-3 38

3 Cyclohexadecane 224 C16H32 000295-65-8 30
4 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 27
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 25
Abundance Scan 2007 (14.630 min): BG022006.D (-2003) (-) m/z 97.00 100.00%
5000 109 123 \f“j\—JLJ\\/\/\ﬂ/\\fA\\/\*”
152 165177 208 14.40 14.60 14.80 15.00
224 238 m/z 69.00 76.24%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
55 69 g3 '
5000 41 LA B L L L L L LB
111 153 14.40 14.60 14.80 15.00
29 m/z 193.10 70.08%
|, 126139 | 167181 224
s == SIS
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
193
A
123 14.40 14.60 14.80 15.00
5000 69 95 109 m/z 55.00 67.92%
55 83 137
1
165 179 208
e s S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81246: Cyclohexadecane T
41 55 83 14.40 14.60 14.80 15.00
69 m/z 83.00 63.11%
97
5000
29 111
139 224
] e 2 T T
miz--> 20 40 60 100 120 140 160 180 200 220 240 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.18 15.34 ng/ul 1740690 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 76
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 72
3 Dodecane 170 C12H26 000112-40-3 68
4 Heptacosane 380 C27H56 000593-49-7 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58
Abundance Scan 2101 (15.183 min): BG022006.D (-2098) (-) m/z 57.00 100.00%
43
5000
e 1480 15.00 1520 15.40
183 : : - :
Ol el 196208 222 249 m/z 71.00 87.49%

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

Abundance #83033: Tetradecane, 4-ethyl-
43 57
5000 71 85 LI L L L
14.80 15.00 15.20 15.40
m/z 85.00 68.54%
99
30 | h I 9 113 127 141 155 168 182 197 55
,.”.,”..,”..,”..,”..,”.. e e
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
57
43
R e  EREE e )
71 14.80 15.00 15.20 15.40
5000 85 m/z 43.00 62.71%
99 113 155

127 141 169 183 197 211 225 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38316: Dodecane A REEEs EEa S
43 57 14.80 15.00 15.20 15.40

m/z 155.00 29.89%

71
5000
29 85

| | iy D

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_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 (DEL) Alkane: Cyclicl5.31 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.31 23.01 ng/ul 2612190 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 4-cyclohexyl- 238 C17H34 013151-79-6 64
2 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 55
3 Cyclohexane, 1,1"-(1,3-propanedi... 208 C15H28 003178-24-3 55
4 n-Nonylcyclohexane 210 C15H30 002883-02-5 49
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 49

Abundance Scan 2123 (15.312 min): BG022006.D (-2118) (-) m/z 83.00 100.00%

83
5000 55

133 R e S  ERmmmmmmme
145159173 196 210 224 233 15.00 15.20 15.40 15.60

0 m/z 82.00 69.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92578: Undecane, 4-cyclohexyl-
7 83
43
5000 71 LA L L L L L L LB |
o7 15.00 15.20 15.40 15.60
29 ‘ 111 130 154 m/z 55.00 45 .98%
125 195
S A W T £ s o~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
83
55 A mE R e
15.00 15.20 15.40 15.60
5000 m/z 97.00 26.82%
41
67
96
29 139
109 124 222
T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67957: Cyclohexane, 1,1'-(1,3-propanediyl)bis- A mE R e
83 15.00 15.20 15.40 15.60
m/z 67.00 20.65%
5000 55
41
29 67 9% 208
14 A M Il | 109 125137 151 165 180
A L o A aama e e e A mE R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. OO 15 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.04 88.33 ng/ul 10025900 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Pentacosane 352 C25H52 000629-99-2 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
5 5,5-Dibutylnonane 240 C17H36 006008-17-9 72

Abundance Scan 2247 (16.041 min): BG022006.D (-2241) (-) m/z 57.05 100.00%
" 15.80 16.00 16.20 16.40
0 m/z 71.05 79.32%
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57
5000 85 LRI SN UL SN B
1580 1600 16,20 16.40
- m/z 85.05 48.99%
i h “ A H‘ “-”1?1|‘.1§9.:!'9|7.2.2.6. N —
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 15.80 16.00 16.20 16.40
5000 85 m/z 43.05 42 .63%
113
29 141 169189211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane R A B
57 15.80 16.00 16.20 16.40
m/z 99.00 24 .14%
5000 85
29 113 141
L L J77" 169 197 25 253 281 309 337 365 394
LI B B LI B T—T | T L LI B LI I T T T 7T —v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—r
m/z--> 50 100 1%0 260 250 300 350 ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 (DEL) Alkane: Cyclicl6.25 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
16.25 2.70 ng/ul 1332580 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, decyl- 224 C16H32 001795-16-0 76
2 Cyclohexane, decyl- 224 C16H32 001795-16-0 68
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 59
5 n-Nonylcyclohexane 210 C15H30 002883-02-5 59
Abundance Scan 2283 (16.252 min): BG022006.D (-2280) (-) m/z 83.00 100.00%
83 wM,J\MJ\\N
5000 55
a | e | o 169 " 15/00 1620 1640 15,60
11 133 153 | 184 224 : : : :
N ...|,.Jf.'..,...-.,....,..|.. I8 L8825 | 77 82.00  71.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81253: Cyclohexane, decyl-
83
5000 LR SRR SUMLE IR R
55 16.00 16.20 16.40 16.60
41 m/z 55.00 38.02%
27 |, % | %7111125140153167 196 2?4
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
83
1600 16:20 16/40 16.60
5000 41 55 m/z 97.00 17 .40%
69 97
e 1125 140153166 181 196209224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #27055: Cyclohexane, pentyl- BT R R
83 16.00 16.20 16.40 16.60
55 m/z 67.00 16.39%
5000
41
9 154
bl PSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.53 42.16 ng/ul 20837700 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 87
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 68
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 55
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 52

Abundance Scan 2330 (16.528 min): BG022006.D (-2322) (-) m/z 71.05 100.00%

5000

16.20 16.40 16.60 16.80

197211225 244

268

0 m/z 57.05 94 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57
71
5000 43 LA L L L L L L LB |

g5 16.20 16.40 16.60 16.80
‘ 113 m/z 85.05 64 .12%

2
2 | | 127141155169 '% 107 211225239253 268

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

57

%

PR ! e =
16.20 16.40 16.60 16.80

5000 m/z 43.05 51.96%

85
29 99

113
183
127141155169 197211 225239253 263

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

%

Abundance #105904: Pentadecane, 2,6,10-trimethyl- T

57 16.20 16.40 16.60 16.80

m/z 113.10 41.31%
43
5000 [
85
99
ﬂ ‘ |l | J i 1}31?7141155169183196211225239254

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_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.34 20.00 ng/ul 9885900 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Hexadecane 226 C16H34 000544-76-3 86
3 Hentriacontane 437 C31H64 000630-04-6 78
4 Heptadecane 240 C17H36 000629-78-7 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 2468 (17.339 min): BG022006.D (-2461) (-) m/z 71.05 100.00%

7n
5000 43
99

127
155 1 17.00 17.20 17.40 17.60
[ 2“ 28282 | m/z 57.05 95.09%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 LA L L L L L L |
85 17.00 17.20 17.40 17.60

m/z 85.05 71.26%

113
| | 141 183 211 253 282

m/z--> 0 100 150 200 250 300 350 400
Abundance
57
N Em B S B
17.00 17.20 17.40 17.60
5000 85 m/z 43.05 42 .61%
o e L B L e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane R A REER R
57 17.00 17.20 17.40 17.60
m/z 99.00 25.01%
5000 85
113 141 169
| 141 169 197 225 253 281 309 337 365 437
T T T e T e T T
m/z--> 0 50 100 150 200 250 300 350 400 17. 00 17. 20 17. 40 17. 60

SOM02.2-EPA-BG052116.M Sat Jun 04 05:29:48 2016 Page: 48



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample - H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
17.94 4.60 ng/ul 2272330 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 86
2 Hexadecane, 1-iodo- 352 C16H33l1 000544-77-4 86
3 Hexadecane 226 Cl16H34 000544-76-3 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83
Abundance Scan 2570 (17.938 min): BG022006.D (-2566) (-) m/z 71.00 100.00%
7
9 LN SUNIURA SN SR
I 19 183 5 17.60 17.80 18.00 18.20
oL ,|. b £ lL 463 7 5232288 281 | "m/z 57.00 91.46%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 LN SUNIURA SN SR
g5 17.60 17.80 18.00 18.20
29 m/z 85.00 65.88%
NEN J 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 17.60 17.80 18.00 18.20
5000 m/z 43.00 51.94%
225
113
29 141 169 196 352 W&/\N]\wf\w
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane  EREE B e
57 17.60 17.80 18.00 18.20
m/z 99.00 22.12%
- ] L/\/LM
29 113
| ‘\ '\ Il J | 1‘\\11 . 169 197 2%6
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052116\
Data File : BG022006.D

Acq On : 22 May 2016 10:41

Operator : UM/SJ

Sample : H3124-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052116 .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]
Benzene, 1,3-dime... 6.15 9.6 ng/ul 476091 1 8.16 996200 20.0
(DEL) Alkane: Cyc... 6.41 5.2 ng/ul 259646 1 8.16 996200 20.0
Fumaric acid, cis... 6.65 3.6 ng/ul 177532 1 8.16 996200 20.0
(DEL) Alkane: Str... 6.80 9.5 ng/ul 475325 1 8.16 996200 20.0
(DEL) Alkane: Str... 7.03 2.2 ng/ul 111671 1 8.16 996200 20.0
(DEL) Alkane: Str... 7.13 4.4 ng/ul 219631 1 8.16 996200 20.0
Benzene, l-ethyl-_.. 7.24 5.2 ng/ul 259493 1 8.16 996200 20.0
Benzene, 1,2,3-tr... 7.37 2.7 ng/ul 136701 1 8.16 996200 20.0
Benzene, l-ethyl-_.. 7.54 3.4 ng/ul 167322 1 8.16 996200 20.0
Benzene, 1,2,4-tr... 7.80 7.5 ng/ul 374993 1 8.16 996200 20.0
(DEL) Alkane: Cyc... 7.87 4.7 ng/ul 232936 1 8.16 996200 20.0
Cyclohexanol, 5-m... 8.22 2.4 ng/ul 116866 1 8.16 996200 20.0
2 ,4-Nonadiyne 8.28 4.0 ng/ul 199850 1 8.16 996200 20.0
Octacosanol 8.34 6.3 ng/ul 313157 1 8.16 996200 20.0
(DEL) Alkane: Cyc... 8.40 2.8 ng/ul 136803 1 8.16 996200 20.0
(DEL) Alkane: Cyc... 8.44 4.3 ng/ul 213085 1 8.16 996200 20.0
(DEL) Alkane: Cyc... 8.50 2.5 ng/ul 125204 1 8.16 996200 20.0
unknown-01 8.68 5.3 ng/ul 266268 1 8.16 996200 20.0
Benzene, 1,4-diet... 8.80 6.0 ng/ul 296610 1 8.16 996200 20.0
(DEL) Alkane: Str... 8.91 4.3 ng/ul 213144 1 8.16 996200 20.0
Naphthalene, deca... 9.00 22.2 ng/ul 1105270 1 8.16 996200 20.0
o-Cymene 9.16 9.4 ng/ul 469571 1 8.16 996200 20.0
(DEL) Alkane: Cyc... 9.27 24_2 ng/ul 1204320 1 8.16 996200 20.0
Sulfurous acid, c... 9.48 9.7 ng/ul 482110 1 8.16 996200 20.0
unknown-02 9.63 11.5 ng/ul 578037 2 10.98 1005450 20.0
unknown-03 9.71 5.2 ng/ul 262643 2 10.98 1005450 20.0
(DEL) Alkane: Str... 9.79 9.4 ng/ul 472472 2 10.98 1005450 20.0
Naphthalene, deca... 9.89 37.2 ng/ul 1869730 2 10.98 1005450 20.0
(DEL) Alkane: Str... 10.30 10.8 ng/ul 544786 2 10.98 1005450 20.0
(DEL) Alkane: Str... 10.69 18.2 ng/ul 913916 2 10.98 1005450 20.0
(DEL) Alkane: Cyc... 10.83 2.8 ng/ul 141065 2 10.98 1005450 20.0
(DEL) Alkane: Cyc... 11.19 17.4 ng/ul 872817 2 10.98 1005450 20.0
(DEL) Alkane: Cyc... 11.47 14.1 ng/ul 708680 2 10.98 1005450 20.0
(DEL) Alkane: Str... 11.80 25.4 ng/ul 1274340 2 10.98 1005450 20.0
(DEL) Alkane: Str... 11.99 90.7 ng/ul 4559590 2 10.98 1005450 20.0
(DEL) Alkane: Str... 13.33 65.3 ng/ul 7413650 3 14.80 2270170 20.0
(DEL) Alkane: Cyc... 13.60 13.8 ng/ul 1571090 3 14.80 2270170 20.0
(DEL) Alkane: Str... 14.63 20.5 ng/ul 2327230 3 14.80 2270170 20.0
(DEL) Alkane: Str... 15.18 15.3 ng/ul 1740690 3 14.80 2270170 20.0
(DEL) Alkane: Cyc... 15.31 23.0 ng/ul 2612190 3 14.80 2270170 20.0
(DEL) Alkane: Str... 16.04 88.3 ng/ul 10025900 3 14.80 2270170 20.0
(DEL) Alkane: Cyc... 16.25 2.7 ng/ul 1332580 4 17.55 9885900 20.0
(DEL) Alkane: Str... 16.53 42_.2 ng/ul 20837700 4 17.55 9885900 20.0
(DEL) Alkane: Str... 17.34 20.0 ng/ul 9885900 4 17.55 9885900 20.0
(DEL) Alkane: Str... 17.94 4.6 ng/ul 2272330 4 17.55 9885900 20.0
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