LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - 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 2.896 5 10 24 rVB 41755 123088 7.21% 0.723%
2 3.190 52 60 73 rBvY 63796 152710 8.94% 0.897%
3 3.313 78 81 87 rBV5 1405 2024 0.12% 0.012%
4 3.454 102 105 110 rvB4 2835 4411 0.26% 0.026%
5 3.536 114 119 127 rVV3 4589 8738 0.51% 0.051%
6 3.624 131 134 139 rVB5 1065 1829 0.11% 0.011%
7 4.071 205 210 216 rVB5 1798 3077 0.18% 0.018%
8 4.294 245 248 253 rBV3 1545 2701 0.16% 0.016%
9 5.234 400 408 417 rBvV 48373 90088 5.28% 0.529%
10 5.323 417 423 428 rBV5 4470 8798 0.52% 0.052%
11 5.569 459 465 472 rVB4 4040 7536 0.44% 0.044%
12 5.640 474 477 483 rBV5 1610 3179 0.19% 0.019%
13 5.934 523 527 533 rBV5 3694 6854 0.40% 0.040%
14 6.004 535 539 545 rBV5 4078 8731 0.51% 0.051%
15 6.092 548 554 559 rvB4 5578 11571 0.68% 0.068%
16 6.233 571 578 585 rBv4 4477 8232 0.48% 0.048%
17 6.409 600 608 617 rBV5 13181 39131 2.29% 0.230%
18 6.521 621 627 634 rVB5 5223 11264 0.66% 0.066%
19 6.633 637 646 652 rBV8 6404 22290 1.31% 0.131%
20 6.691 652 656 660 rvv4 12009 20477 1.20% 0.120%
21 6.739 660 664 665 rvv3 7255 10338 0.61% 0.061%
22 6.797 667 674 685 rvB4 23034 64846 3.80% 0.381%
23 6.897 685 691 697 rvB4 8995 17659 1.03% 0.104%
24 6.956 697 701 707 rBV5 8905 16694 0.98% 0.098%
25 7.026 707 713 720 rBV6 6779 17745 1.04% 0.104%
26 7.126 720 730 735 rBV6 11854 28507 1.67% 0.167%
27 7.238 743 749 752 rBV6 9812 16845 0.99% 0.099%
28 7.314 752 762 775 rVB2 91081 253237 14.83% 1.487%
29 7.432 777 782 784 rBV3 9541 15282 0.90% 0.090%
30 7.479 784 790 796 rvv 76464 150570 8.82% 0.884%
31 7.532 796 799 804 rvv7 13888 27381 1.60% 0.161%
32 7.590 804 809 812 rvv7y 9487 23449 1.37% 0.138%
33 7.637 812 817 820 rvv4 18650 40039 2.35% 0.235%

34 7.690 820 826 841 rVB 98088 236445 13.85% 1.388%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - 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

35 7.808 841 846 847 rBv4 7343 10695 0.63% 0.063%
36 7.867 852 856 862 rVvB3 19088 35726 2.09% 0.210%
37 7.931 862 867 869 rBv4 2173 4062 0.24% 0.024%
38 7.972 869 874 881 rvVB7 12029 22829 1.34% 0.134%
39 8.078 881 892 894 rBV7 25141 65004 3.81% 0.382%
40 8.119 894 899 902 rvv 49872 99480 5.83% 0.584%
41 8.160 902 906 913 rVB 103313 187031 10.95% 1.098%
42 8.278 921 926 927 rBV3 11886 15322 0.90% 0.090%
43 8.331 931 935 939 rvve 25590 53958 3.16% 0.317%
44 8.384 940 944 949 rvv4 23031 52983 3.10% 0.311%
45 8.437 950 953 959 rvv4 19487 35170 2.06% 0.206%
46 8.495 961 963 970 rVB4 7722 13110 0.77% 0.077%
47 8.683 986 995 996 rBV5 32776 57071 3.34% 0.335%
48 8.813 1010 1017 1020 rBV3 21377 48757 2.86% 0.286%

49 8.865 1020 1026 1032 rVV 99903 190642 11.17% 1.119%
50 9.001 1043 1049 1065 rVB7 50762 177709 10.41% 1.043%

51 9.259 1083 1093 1099 rBV5 56057 168286 9.86% 0.988%
52 9.335 1099 1106 1117 rVB 77015 197041 11.54% 1.157%

53 9.424 1118 1121 1124 rVB3 9268 11947 0.70% 0.070%
54 9.482 1125 1131 1132 rBV2 21669 40302 2.36% 0.237%
55 9.623 1144 1155 1162 rBV10 28922 91199 5.34% 0.535%
56 9.694 1162 1167 1169 rBV5 17842 29114 1.71% 0.171%
57 9.788 1180 1183 1189 rVB4 31943 56177 3.29% 0.330%

58 9.888 1191 1200 1211 rVB3 91777 232191 13.60% 1.363%
59 10.058 1216 1229 1239 rBV3 70651 246077 14.41% 1.445%
60 10.152 1239 1245 1251 rBV2 127875 245959 14.41% 1.444%

61 10.293 1266 1269 1276 rVB4 26168 52102 3.05% 0.306%
62 10.375 1278 1283 1288 rBV7 27600 58211 3.41% 0.342%
63 10.481 1297 1301 1306 rVB4 17160 29010 1.70% 0.170%
64 10.599 1316 1321 1328 rVB 97695 189162 11.08% 1.111%
65 10.681 1329 1335 1340 rVVv7 37216 76048 4._.45% 0.446%
66 10.746 1342 1346 1355 rVV6 32495 73050 4.28% 0.429%
67 10.857 1362 1365 1371 rBV6 16603 34214 2.00% 0.201%

68 10.981 1382 1386 1392 rVB 216714 401438 23.51% 2.357%
69 11.110 1402 1408 1415 rVB2 195729 403985 23.66% 2.372%
70 11.180 1416 1420 1426 rBV7 40821 81153 4._.75% 0.476%
71 11.386 1451 1455 1461 rVV6 46200 88267 5.17% 0.518%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - 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 11.462 1462 1468 1474 rVB4 81927 162249 9.50% 0.953%
73 11.662 1493 1502 1510 rBV10 97180 308309 18.06% 1.810%
74 11.797 1520 1525 1531 rBV7 58929 108853 6.38% 0.639%
75 11.974 1549 1555 1559 rBV 223551 390501 22.87% 2.293%

76 12.015 1560 1562 1567 rVB2 64986 92984 5.45% 0.546%
77 12.162 1582 1587 1593 rVB4 68896 126778 7.43% 0.744%
78 12.244 1595 1601 1606 rBV6 94265 202161 11.84% 1.187%
79 12.996 1724 1729 1734 rBV7 92601 184316 10.80% 1.082%
80 13.307 1776 1782 1789 rBV 405189 669077 39.19% 3.928%

81 13.589 1824 1830 1839 rBV8 116187 314893 18.44% 1.849%
82 14.183 1927 1931 1935 rBV 144636 252667 14.80% 1.483%
83 14.241 1937 1941 1947 rVB3 530489 887562 51.98% 5.211%
84 14.482 1978 1982 1995 rVB 241487 585103 34.27% 3.435%
85 14.788 2030 2034 2041 rVB2 297303 509035 29.81% 2.989%

86 14.994 2064 2069 2078 rVB2 143578 370660 21.71% 2.176%
87 15.170 2094 2099 2106 rVB2 143124 320550 18.77% 1.882%
88 15.399 2134 2138 2142 rBV2 134245 237553 13.91% 1.395%
89 15.775 2198 2202 2207 rBV 255648 414534 24.28% 2.434%
90 16.010 2237 2242 2252 rVB 516930 1000686 58.61% 5.875%

91 16.492 2318 2324 2330 rVB 1051608 1707353 100.00% 10.024%
92 17.308 2458 2463 2468 rBV 499769 769331 45.06% 4.517%
93 17.532 2497 2501 2506 rBV2 245807 371604 21.76% 2.182%
94 17.632 2513 2518 2526 rVB 311654 535164 31.34% 3.142%
95 19.911 2901 2906 2909 rBV 314289 542879 31.80% 3.187%

96 21.815 3225 3230 3236 rVB 237267 420865 24.65% 2.471%
97 24.923 3755 3759 3768 rVB 88774 216689 12.69% 1.272%

Sum of corrected areas: 17032604
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022053.D
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1200000

1000000
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Abundance TIC: BG022053.D
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1200000
1000000
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600000
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200000%
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

SOM02.2-EPA-BG052116.M Tue May 24 16:27:40 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 unknown-01 Concentration Rank 10

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

2.90 13.16 ng/ul 123088 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aziridine, 1-(2-buten-2-yl)- 97 C6H11N 1000158-95-2 39
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 39
3 Cyclobutanecarbonitrile, 3,3-dim... 109 C7H11N 053783-86-1 38
4 1-Butanol 74 C4H100 000071-36-3 38
5 2-Azetidinone, 3,3-dimethyl- 99 C5H9NO 007486-91-1 9

Abundance Scan 11 (2.902 min): BG022053.D (-5) (-) m/z 56.00 100.00%
96
69
5000 a1
| | 50 77 2.90 3.00 3.10 3.20 3.30
r—rr—rir—rttrr—t—r m/z 69.00 46.82%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2942: Aziridine, 1-(2-buten-2-yl)-
56
5000
4 2.90 3.00 3.10 3.20 3.30
28 m/z 41.00 37.97%
0 Uaall 50 e26 & o
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
56
41 2.90 3.00 3.10 3.20 3.30
5000 m/z 55.00 26.67%
27
69
0 1 15 33 50 63 75 84
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #5478: Cyclobutanecarbonitrile, 3,3-dimethyl-
56 2.90 3.00 3.10 3.20 3.30
m/z 41.95 20.81%
5000 41
27
0 ]75 \H il 50‘\\ ! 6\7 78
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 (DEL) Alkane: Cyclic3.19 Concentration Rank 8

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

3.19 16.33 ng/ul 152710 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclohexane 84 C6H12 000110-82-7 91
3 Cyclohexane 84 C6H12 000110-82-7 90
4 Cyclohexane 84 C6H12 000110-82-7 90
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78

Abundance Scan 60 (3.190 min): BG022053.D (-52) (-) m/z 56.00 100.00%

56 84
5000 41
69

3.00 320 340 3.60

o.,....,....,....,....,....,....,.?ﬁ;.I!.,‘.‘~.7..‘L,3.1.:!, e e 88 Tm/z  83.95  82.90%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1436: Cyclohexane
56 84
5000 4l DU SRR SR SR
69 3.00 320 340 3.60

- m/z 41.00 43.17%

15 ¥ 37‘ 44 5L 6165 747780
T [ e R P e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
56

o

a1 84 L B e L e e o
3.00 320 340 3.60
5000 m/z 55.00 38.58%
27
69
0 15 37 44 51 6165 747780
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1435: Cyclohexane e B B e L I
56 3.00 320 340 3.60
84 m/z 69.00 31.70%
5000 4l
69
0 15 \ 37\“L4 51 65 | 7477
N NRCLA T UndNLdadRy I UM ITG IO L IR R N ——
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 300 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 unknown-02 Concentration Rank 16

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

5.23 9.63 ng/ul 90088 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 12

Abundance Scan 407 (5.229 min): BG022053.D (-400) (-) m/z 43.00 100.00%
43
59
5000
101 e N
51 | 83 480 5.00 520 5.40 5.60
ot e e e e e m/z 59.00 64.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IR S UL I
480 5.00 520 5.40 5.60
m/z 101.00 25.51%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540 560
5000 5 m/z 58.00 19.86%
15 101
0 "'I""I'?§'?%'??I""I??"I""I""I??"I'"'I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 480 5.00 520 5.40 5.60
m/z 41.00 8.51%
5000 101
28 59
15 ‘ 70 84
0 ...,..‘a.,..l‘.‘l....‘i‘.l..,.s?‘lli....l.‘..7.8,.‘l..,.?5..,a...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 (DEL) Alkane: Cyclic6.41 Concentration Rank 33

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

6.41 4.18 ng/ul 39131 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 52
2 Cyclohexane, l1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 49
3 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 47
4 4-Octen-3-one 126 C8H140 014129-48-7 47
5 3-Heptene, 3-ethyl- 126 C9H18 074764-46-8 47

Abundance Scan 608 (6.409 min): BG022053.D (-600) (-) m/z 97.00 100.00%
o7
69
5000 43
83 125
I | | || “ 6.00 6.20 6.40 6.60 6.80
Obrprrrrprrrr b el b e Tm/Zz 55.00  91.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11263: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97
5000 /H RPN UARARE SRR N
41 600 6.20 640 6.60 6.80
69 126 m/z 69.00 54 .36%
0"I'%?'I"'th""hU"'I”"'I"”JI""?%"'I"'ll"'}}i"l""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
6.00 6.20 6.40 6.60 6.80
5000 41 m/z 57.00 37 .56%
69 81 126
o 48 62 89 | 104111119 | 135
wwwmfmﬁrwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11207: 2-Hexene, 3,4,4-trimethyl-
55 o7 6.00 6.20 6.40 6.60 6.80
m/z 43.00 36.77%
5000
41 69
27
126
oSSR SN IO ] M7 PR 0O | M S . A A
m/z--> 10 20 30 45 50 60 70 80 90 100 1i0 120 130 140 600 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 unknown-03 Concentration Rank 46

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

6.63 2.38 ng/ul 22290 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Azabicyclo[3.1.0]hexane 83 C5HON 000285-76-7 25
2 3-Penten-1-ol 86 C5H100 039161-19-8 9
3 1H-Pyrrole, 2,3-dihydro-1-methyl- 83 C5HON 033838-11-8 9
4 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 9
5 Hexanedinitrile, 2-methyl- 122 C7H10N2 016525-39-6 9

Abundance Scan 646 (6.633 min): BG022053.D (-637) (-) m/z 82.00 100.00%
55 3
5000 41 67
| | | |‘ | | 9|5 6.20 6.40 6.60 6.80 7.00
O i B e A Bt o m/z 83.00 96.92%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #1276: 1-Azabicyclo[3.1.0]hexane
55
5000 28 82
42 6.20 6.40 6.60 6.80 7.00
m/z 54.95 83.99%
0 ‘ ‘ ‘ | ‘ I
LR UL UL S SURLELLS SR FUELLE SURLELL SR WA
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
55
68 RS SRR RS RN AR
6.20 6.40 6.60 6.80 7.00
5000 29 M m/z 41.00 48.55%
50 63 81 8
e S L L O L A S BN UL W
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #1292: 1H-Pyrrole, 2,3-dihydro-1-methyl-
42 82 6.20 6.40 6.60 6.80 7.00
m/z 67.00 47 .23%
5000 67
55
O "?FI' '?Z‘H" "ﬁqjlk"l' L I . U N
m/z--> 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 47

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

6.69 2.19 ng/ul 20477 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 59
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 50
4 Octyl thioglycolate 204 C10H2002S 007664-80-4 45
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 43

Abundance Scan 656 (6.691 min): BG022053.D (-652) (-) m/z 57.00 100.00%
57
71
5000 43
o 97 us
||| || ° || | 6.40 6.60 6.80 7.00
0”'P”W'“W”'W“'4m'W””I””Ph”P”!P”W'”W”'W””I“”P m/z 71.00 68.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18460: Octane, 2,6-dimethyl-
57
71
41
5000
6.40 6.60 6.80 7.00
29 g5 113 m/z 43.00 47 .93%
ST T N~ .7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
A
43 71 6.40 6.60 6.80 7.00
5000 29 m/z 56.00 40.01%
113
ol 15 85 o8 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18455: Octane, 2,6-dimethyl-
57 6.40 6.60 6.80 7.00
43 m/z 55.00 30.06%
5000 29 i
113
0"'I”"I”"I”"I'”'I"'W"'W"'W'éé'P"??'”'l'”'l'}%Z"”%??”I' S LSS RS SIS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

SOM02.2-EPA-BG052116.M Tue May 24 16:27:46 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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 21

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

6.80 6.93 ng/ul 64846 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 59
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 47
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 45
4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 43
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 43

Abundance Scan 674 (6.797 min): BG022053.D (-667) (-) m/z 57.00 100.00%
g7
5000
43 %8
” | 6 85 | 100 6.40 6.60 6.80 7.00 7.20
Olerrprrerprererrert el b . m/z 98.00  34.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18483: Heptane, 3-ethyl-2-methyl-
57
5000 43
6.40 6.60 6.80 7.00 7.20
98 m/z 43.00 29.96%
29 1 g
L \“ 1| \ 118 142
S R A AR AR AR AL RN AN AL RARRS SRS RARAR RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 6.40 6.60 6.80 7.00 7.20
5000 m/z 41.00 22 .86%
27 98
71
ol 1o & 13 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18480: Heptane, 3-ethyl-2-methyl-
57 6.40 6.60 6.80 7.00 7.20
m/z 56.00 21.05%
5000 41 98
29 1 e
0"'I}ﬂ'l"ih"”h"”lﬂj'“"“M"'W'w"P"JP"'%%?'I"”I"”%??”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20

SOM02.2-EPA-BG052116.M Tue May 24 16:27:50 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 39

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

7.13 3.05 ng/ul 28507 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 43
2 Octane, 3-methyl- 128 C9H20 002216-33-3 38
3 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 38
4 Nonane, 4-methyl- 142 C10H22 017301-94-9 37
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 37

Abundance Scan 731 (7.132 min): BG022053.D (-720) (-) m/z 57.00 100.00%
g7
5000
43 71
82 g
| | || | o 6.80 7.00 7.20 7.40
0'WH'W“”l““m'“vl'w“h'“wqu“hl““m'“w“'w“w'“w m/z 43.00 33.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18470: Heptane, 2,3,6-trimethyl-
57
43
5000 R L R
6.80 7.00 7.20 7.40
m/z 71.00 30.32%
29 &
0 III'"'I"""I""‘I‘l"'I'"l*I""‘l""'l'S"S'I"'92‘8I""I""I"''I""]I-"l'z"l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
6.80 7.00 7.20 7.40
5000 43 m/z 70.00 25.14%
29
98
. 1ogy 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18453: Octane, 2,3-dimethyl-
57 6.80 7.00 7.20 7.40
m/z 67.00 20.07%
5000 41 98
- 70
ol 14 ’ \H 77 85 | 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

SOMO2.2-EPA-BG052116.M Tue May 24 16:27:51 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Branched7.53 Concentration Rank 40

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

7.53 2.93 ng/ul 27381 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecyne 194 C14H26 000765-10-6 50
2 1-Tridecyne 180 C13H24 026186-02-7 50
3 Spiro[2.5]octane-1,1-dicarbonitr... 174 C11H14N2 1000151-43-1 43
4 1-Tridecyne 180 C13H24 026186-02-7 38
5 1-Pentadecyne 208 C15H28 000765-13-9 27

Abundance Scan 799 (7.532 min): BG022053.D (-796) (-) m/z 81.00 100.00%
g1 96
5000 55 67
40 112 123
| || || 7.20 7.40 7.60 7.80
o L8 m/z 96.00  88.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52069: 1-Tetradecyne
81
43 67
55
5000 95
7.20 7.40 7.60 7.80
100 m/z 95.00 71.73%
oL 15 \‘ Il \‘\ “HM L | 123 aa s e
miz--> % 4o e 80 10 20 140 1% 180
Abundance
81
67
A 7.20 7.40 7.60 7.80
5000 95 m/z 67.00 41.53%
29
109
oL_15 123 137 151 165 179
LRI UL S S SEELELELA UL SURLELEL SURLELELE SR B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38632: Spiro[2.5]octane-1,1-dicarbonitrile, 4-methyl-
8l g 7.20 7.40 7.60 7.80
m/z 81.95 39.79%
67
5000
0 H\ Hm S TR 1 105 119 131 145 159 173
m/z--> 80 1(')0 120 140 160 180 7.20 7.40 7.60 7.80

SOM02.2-EPA-BG052116.M Tue May 24 16:27:52 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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 1H,5H,7H,11H-Dipyrazolo[1l,2... Concentration Rank 44

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

7.59 2.51 ng/ul 23449 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H,5H,7H,11H-Dipyrazolo[1,2-a:1"... 168 C8H16N4 037882-92-1 50
2 1-Heptadecanol 256 C17H360 001454-85-9 43
3 1,2-Diazaspiro(2.5)octane 112 C6H12N2 000185-79-5 43
4 Acetic acid, octyl ester 172 C10H2002 000112-14-1 36
5 Cyclohexanecarboxylic acid, 4-oc... 240 C15H2802 1000279-52-2 25

Abundance Scan 809 (7.590 min): BG022053.D (-804) (-) m/z 56.00 100.00%
56 83
111
5000 a3 69
| e 10 7o '7'46' 7.60 7.80 8.00
0 A e . M7z 83.00  78.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35122: 1H,5H,7H,11H-Dipyrazolo[1,2-a:1',2'-d][1,2,4,5]tet...
56 83
5000 28 qﬁw""I""I""I""I"
42 112 7.20 7.40 7.60 7.80 8.00
m/z 111.00 62.57%
69
0 T ‘”9|7””|””|””|”” R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 55
09 83 7.20 7.40 7.60 7.80 8.00
5000 29 m/z 83.95 58.68%
97
111
oL 18 125 140 154 168 182 196 210 224 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6131: 1,2-Diazaspiro(2.5)octane R e e
84 7.20 7.40 7.60 7.80 8.00
11 m/z 42.95 53.10%
41 54
5000 67
0 HM ...........l....l........l....l....l.. L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80 8.00

SOM02.2-EPA-BG052116.M Tue May 24 16:27:55 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 (DEL) Alkane: Cyclic7.64 Concentration Rank 32

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

7.64 4.28 ng/ul 40039 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 53
2 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 50
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 46
4 2-Pyrazoline, 1-butyl-5-methyl- 140 C8H16N2 022581-50-6 43
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 43

Abundance Scan 817 (7.637 min): BG022053.D (-812) (-) m/z 97.00 100.00%
g7
55
5000
69 83
139
39 | 109 125 7.40 7.60 7.80 8.00
0.”,””“.““.Jﬁhnphn.mwnﬂq””,JJ“.J“”.“mw.“w”.w m/z 55.00 72.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6522: Cycloheptane, methyl-
55 97
41
5000 LR I LU IR U
63 & 7.40 7.60 7.80 8.00
27 m/z 69.00 34 .25%
‘ 112
0 W‘ T RO |
R I LA SRS UL R I N IR RN SRR LS RS SRS BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
740 7.60 7.80 8.00
5000 m/z 83.00 33.93%
41
69
83
o 2 111 125 40
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17413: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- A e
55 97 7.40 7.60 7.80 8.00

m/z 81.00 26.08%

5000
41

27
‘ 69 81 140

15 Wl liee || 109 125

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

o

SOM02.2-EPA-BG052116.M Tue May 24 16:27:56 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 12 (DEL) Alkane: Cyclic7.87

Concentration Rank 35

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

7.87 3.82 ng/ul 35726 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 59
2 5-Amino-3-methylpyrazole 97 C4H7N3 031230-17-8 58
3 trans-2-Oxabicyclo[4.4.0]decane 140 C9H160 059958-46-2 53
4 cis-2-0Oxabicyclo[4.4.0]decane 140 C9H160 060416-19-5 53
5 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 53

Abundance Scan 857 (7.872 min): BG022053.D (-852) (-) m/z 97.00 100.00%
g7
5000 55 81
67
41
|| ” | 124 140 7.60 7.80 8.00 8.20
Ol el e it b | M/Z 55.00  50.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17369: Cyclohexane, 1-methyl-2-propyl-
55 97
5000 U UL R R I
41 7.60 7.80 8.00 8.20
69 m/z 81.00 46.78%
29 ‘ 83 140
0"'I'%?'I”'h“"'jﬁh"lﬂ'ml"JlI'”'Ihh"I”"I"'}ﬁ%"l}?ﬁl""l'”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
97
 7.60 7.80 8.00 8.20
5000 m/z 67.00 26.91%
41
54 66
ol 15 29 81
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18038: trans-2-Oxabicyclo[4.4.0]decane
97 7.60 7.80 8.00 8.20
m/z 96.00 24 .80%
5000
41 o 140
27 55 79
0"'I'“'I"A“"'j““"lﬂhul"h““"“Hu'W"'lP"}&%'}FE"I'“'\“"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20

SOM02.2-EPA-BG052116.M Tue May 24 16:27:57 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Cyclic7.97 Concentration Rank 45

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

7.97 2.44 ng/ul 22829 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 32
2 3-Heptene, 2,2,3,5,5,6,6-heptame... 196 C14H28 054845-26-0 27
3 3-Heptene, 2,2,3,5,5,6,6-heptame... 196 C14H28 054845-26-0 27
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 25
5 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 22

Abundance Scan 874 (7.972 min): BG022053.D (-869) (-) m/z 69.00 100.00%
60 oo
139
57
5000
41
%o A SR RS SR
7.60 7.80 8.00 8.20 8.40
ol S (N — m/z 83.00 80.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17324: 3-Octene, 2,2-dimethyl-
69 8
55
5000 41 LS R LA L
7.60 7.80 8.00 8.20 8.40
97 m/z 139.00 67.01%
29 ‘ ‘ 105 140
0'”'|JL'h"L|"”f”'”H'Pﬁl"'w"'w"'w"'w'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 83
41 139
7.60 7.80 8.00 8.20 8.40
5000 69 m/z 57.00 56.22%
7
o 109 123 155165 181 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53666: 3-Heptene, 2,2,3,5,5,6,6-heptamethyl- L R e R
57 83 139 7.60 7.80 8.00 8.20 8.40
m/z 56.00 43.03%
41
69
5000
29
0k }?,.‘l " L m L \I‘\I Il??lll%i e |1|5|5|1|6|5| }?}}?6. A SR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40

SOM02.2-EPA-BG052116.M Tue May 24 16:27:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Cyclic8.08 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.08 6.95 ng/ul 65004 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 053907-60-1 43
2 3-Heptene, 2,2,3,5,5,6,6-heptame... 196 C14H28 054845-26-0 35
3 Cyclohexane, (1,2-dimethylbutyl)- 168 C12H24 061142-37-8 27

4 Cyclopentane, 1l-butyl-2-ethyl- 154 C11H22 072993-32-9 22
5 2-Pentene, 4,4"-oxybis- 154 C10H180 052867-34-2 22
Abundance Scan 892 (8.078 min): BG022053.D (-881) (-) m/z 69.00 100.00%
6
57
95 139
5000 41
111
125 7.80 8.00 8.20 8.40
ol e — m/z 83.00 91.81%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #11266: Cyclopentane, 1,1,3,4-tetramethyl-, cis-
69
41
55
5000 LA L L L L L L L
111 7.80 8.00 8.20 8.40
m/z 57.00 71.46%
S| ) ™
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 83
41 IIIIIIIIIIIIIIIIIIIIIII
6 139 7.80 8.00 820 8.40
5000 m/z 81.00 58.57%
29
! 123
0,18 109 151 165 181 196
e o BT R = A
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #34832: Cyclohexane, (1,2-dimethyloutyl)- R P B
69 7.80 8.00 8.20 8.40
m/z 139.00 58.35%
55
5000 43 111
83
29 ‘ o5
bbb AL LW L L s ase  aes
miz--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 (DEL) Alkane: Branched8.33 Concentration Rank 24

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

8.33 5.77 ng/ul 53958 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecyne 250 C18H34 000629-89-0 43
2 1-[3-Aminopropyl]-2[1H]-pyridone 152 C8H12N20 102675-58-1 43
3 Spiro[3.5]nonan-1-one, 5-methyl-._.. 152 C10H160 065147-56-0 38
4 Dichloroacetic acid, nonyl ester 254 C11H20C1202 083004-99-3 22
5 Oxacyclotetradecan-2-one 212 C13H2402 001725-04-8 22

Abundance Scan 935 (8.331 min): BG022053.D (-931) (-) m/z 55.00 100.00%
5
81
@ 95 109
5000 67
137 152 S RASS RS LA AR
127 8.00 820 840 860
Obrprerrr el el m/z 57.00 92.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #88621: 1-Octadecyne
41 81
55 @7
5000 29 96 R RARSE AR AR RARRN
8.00 8.20 8.40 8.60
109 m/z 81.00 72.79%
0 15 ‘\ “ : ‘ \‘ H \‘ ‘H H‘ “\ 1%3 137 151 166
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
109
56 96 SRS SRR R AR
8.00 8.20 8.40 8.60
5000 a1 67 o m/z 43.00 72 .26%
122 136 152
S A A LA R LA RS AR AL LARAN LA RALAN LA AR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #24093: Spiro[3.5]nonan-1-one, 5-methyl-, trans- B B B
81 8.00 8.20 8.40 8.60
m/z 95.00 66.07%
67 95
5000
55 109 124 152
‘ ‘ ‘ 134
0'W““P“W““““wihvdh“ﬂv“W“x'“'““'HWJHV“W““V“W“ BN SRE RE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG052116.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 25

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

8.38 5.67 ng/ul 52983 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 53
2 Pentadecane 212 C15H32 000629-62-9 53
3 Pentadecane 212 C15H32 000629-62-9 53
4 Tetradecane 198 C14H30 000629-59-4 50
5 Pentadecane 212 C15H32 000629-62-9 50

Abundance Scan 943 (8.378 min): BG022053.D (-940) (-) m/z 57.00 100.00%
57
71
5000 85
43
110 126 152 8.00 820 840 8.60 8.80
| RS 1 M m/z 71.00 58.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82607: Heptadecane
57
43
71
5000 85
8.00 820 840 8.60 8.80
29 9 m/z 85.00 39.87%
o w ol 1}3127141155169182196210 240
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240
Abundance
a3 7
8.00 820 840 8.60 8.80
5000 1 g m/z 43.00 29.54%
29 99
0 113 127 141 155 168 182 212
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64571: Pentadecane s T AR,
57 8.00 820 840 8.60 8.80
43 m/z 70.00 22.74%
71
5000 85
29 9%
oL 15 | ‘ |, | | 7 113127141155169183 212
m/z--> 20 4'0 6|0 8IO 100 12'0 14'10 160 180 200 22'0 240 8.00 8.0 840 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 (DEL) Alkane: Cyclic8.44 Concentration Rank 37

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

8.44 3.76 ng/ul 35170 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 64
2 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 64
3 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 53
4 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 50
5 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 50

Abundance Scan 954 (8.442 min): BG022053.D (-950) (-) m/z 83.00 100.00%
83
55
5000
er 140
40 | || 96 109 123 152 820 840 8.60 8.80
Obrerrerrrrrrrpreedbebr b e M et bbb - MZZ 82.000 72.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17360: Cyclohexane, (2-methylpropyl)-
55 83
41
5000 U UL L L
o7 8.20 8.40 8.60 8.80
27 69 140 m/z 55.00 59.92%
o S N SO T N .- S AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55 83
8.20 8.40 8.60 8.80
5000 41 m/z 67.00 27.27%
69 97
27
. 105 140
L R R R R R AR KRR AR KRN LR LA SRR LA AN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17356: Cyclohexane, (2-methylpropyl)- R AR RRRES T
55 8 8.20 8.40 8.60 8.80
m/z 140.10 19.37%
41
5000
97
27 69 140
0"'P%?'P'jh"”MJ”'IN'MI”'Hi”"“J""""'}%?”I}agl”"P"W"”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\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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 unknown-04 Concentration Rank 23

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

8.68 6.10 ng/ul 57071 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octen-1-ol, (E)- 128 C8H160 018409-17-1 38
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 35
3 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 32
4 Pentafluoropropionic acid, 2-eth... 276 C11H17F502 1000280-14-6 32
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 32

Abundance Scan 994 (8.677 min): BG022053.D (-986) (-) m/z 57.00 100.00%
5000 43
69 81 926 N
111 454 138 154 8.40 8.60 8.80 9.00
o} I o e m/z 43.00 48 _47%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #12050: 2-Octen-1-ol, (E)-
57
5000 41 R R UL I
29 8.40 8.60 8.80 9.00
68 g m/z 56.00 36.68%
95 110
0 |....|....|....|....|....l:.l-2.8..|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 n IS RAREE AR LS S
8.40 8.60 8.80 9.00
5000 m/z 55.00 34 .37%
29 85
o 99 113 127 141 155 169 182 197207
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48016: Dodecane, 1-fluoro- R B R A
57 8.40 8.60 8.80 9.00
m/z 81.00 29.92%
5000 71
o 471 M \M‘ . 111 125 140 159 188
m/z--> 20 40 6|0 8I 1(')0 120 140 160 180 200 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Straight-Chai... Concentration Rank 27

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

8.81 5.21 ng/ul 48757 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 64
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 50
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 50
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 50

Abundance Scan 1017 (8.813 min): BG022053.D (-1010) (-) m/z 56.95 100.00%
g7
5000
85 A S e
u 123 8.40 8.60 8.80 9.00 9.20
o m/z 43.00 51.95%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172669: Tetracontane, 3,5,24-trimethyl-
57
5000 A RS UL LRSS B
85 8.40 8.60 8.80 9.00 9.20
m/z 71.00 51.05%
o b \‘ ‘Hﬁ% 41160 200238 805 547
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
8.40 8.60 8.80 9.00 9.20
5000 m/z 56.00 31.37%
29 98
0 141 184
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18429: Nonane,3methy| | L BLLLL LA LN
57 8.40 8.60 8.80 9.00 9.20
m/z 85.00 26.77%
5000
29 112
0 | 814 | 142
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 860 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Branched9.00 Concentration Rank 6

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

9.00 19.00 ng/ul 177709 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 98
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 96
3 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
5 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 83

Abundance Scan 1049 (9.001 min): BG022053.D (-1043) (-) m/z 67.00 100.00%
6/f 82 138
96
5000 41
55 109 SN SR AR SR
| " | | | l | 123 8.60 8.80 9.00 9.20 9.40
Ol e et m/z 138.00 92.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16319: Naphthalene, decahydro-, trans-
67 138
82
41 %
5000
55 8.60 8.80 9.00 9.20 9.40
27 109 m/z 68.00 92.13%
0"I'”'I"'W""P"'I'”'I"'I'??'P"g?'”'l"”l""%%%'l'” “"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67 o % 138
8.60 8.80 9.00 9.20 9.40
5000 4 m/z 81.95 85.96%
109
29
o 48 74 116123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16315: Naphthalene, decahydro-, trans-
67 8.60 8.80 9.00 9.20 9.40
138 m/z 96.00 67.45%
41 82 96
5000
55
2! 109
0"w%?'v'ﬂﬂw"'““"Nm"|“w'i7ﬂﬁlm'§?”'h|“'jl“"}%%'|“'Jl“" ISR SR U AR
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\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 21 (DEL) Alkane: Cyclic9.26 Concentration Rank 7

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

9.26 18.00 ng/ul 168286 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 50
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 47
3 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 43
4 1-Allyl-1-but-3-enyl-1-silacyclo... 166 C10H18Si 127597-51-7 38
5 Cyclohexane, 1l-methyl-2-propyl- 140 C10H20 004291-79-6 27

Abundance Scan 1093 (9.259 min): BG022053.D (-1083) (-) m/z 69.00 100.00%
69 97
5000
41
900 920 9.40 960
o’ m/z 55.00 99.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17304: 3-Heptene, 4-propyl-
55
69
5000 41 97 U U L I
9.00 9.20 9.40 9.60
140 m/z 97.00 85.03%
2 84
0"P%?W"L“'”j“h'ﬁj'ml'“ML'”ﬁUl”l“"P"ﬁ%?”l'”'l”"P"W'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
97
55 HEIN S N L
9.00 9.20 9.40 9.60
5000 69 m/z 124.95 45_.88%
41
0 15 27 84 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Iy
Abundance #25881: Cyclohexane, 1,2-diethyl-3-methyl- L s e T
69 9.00 9.20 9.40 9.60
m/z 41.00 34.62%
5000 95 83 125
o ‘\ I R E N R Ml
m/z--> 10 20 3'0 4'0 5'0 60 70 8|0 90 100 110 120 130 140 150 160 9.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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 unknown-05 Concentration Rank 31

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

9.48 4_.31 ng/ul 40302 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1l-cyclohexyl- 126 C8H140 000823-76-7 38
2 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 38
3 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 35
4 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 30
5 1-Butanone, 1-cyclohexyl- 154 C10H180 001462-27-7 27

Abundance Scan 1131 (9.482 min): BG022053.D (-1125) (-) m/z 55.00 100.00%
55 33 97
5000 43 69
I M |||105113 12 130 1 920 940 9.60 9.80
Orrprrrrprrrrprrritee L Ll Tm/z 83.00 84.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10998: Ethanone, 1-cyclohexyl-
55
43
83
5000 R S R L
7 9.20 9.40 9.60 9.80
27 126 m/z 97.00 79.00%
| ‘ 111
0“P“W“JPHW“HN“WHMVHWHVVHW““ﬁ“u““r“u““r“u“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55
a o3 ¥ 920 940 9.60 9.80
5000 69 m/z 69.00 51.18%

27
111 125 140

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10999: Ethanone, 1-cyclohexyl- B A BRREEEE S
55 9.20 9.40 9.60 9.80
m/z 43.00 48.74%
43 83
5000
71
126
27 ‘ ‘ 111
0..P%?q..MH.”.;”..mwlﬁ??ﬂ\..nud“.,”?zp..q..”,.”.,”..“..q..”,.. NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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

Concentration Rank 29

Peak Number 23 unknown-06

R.T. EstConc Area Relative to ISTD R.T.
9.62 4.54 ng/ul 91199 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxirane, [(dodecyloxy)methyl]-

2 17-Pentatriacontene

3 Trichloroacetic acid, hexadecyl ...
4 Trichloroacetic acid, pentadecyl. ..
5 Pentafluoropropionic acid, dodec...

242 C15H3002
491 C35H70

386 C18H33CI1302
372 C17H31CI302
332 C15H25F502

002461-18-9 47
006971-40-0 43
074339-54-1 43
074339-53-0 38
006222-04-4 38

Abundance Scan 1154 (9.617 min): BG022053.D (-1144) (-) m/z 57.00 100.00%
57
97
5000
153 L L e
2 9.40 9.60 9.80 10.00
0 m/z 97.00 59.14%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83705: Oxirane, [(dodecyloxy)methyl]-
57
5000 83 LI L B L LB L B
9.40 9.60 9.80 10.00
29 111 m/z 43.00 58.12%
RN T —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
I S R EEREE e
9.40 9.60 9.80 10.00
5000 83 m/z 55.00 56.82%
111
o 139167 196224 267292 321 462 490
T T T T T T [ T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester L A
3 9.40 9.60 9.80 10.00
69 m/z 95.00 50.60%
97
5000
o L N o e
m/z--> 0 50 100 150 200 250 300 350 400 450 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 42

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

9.79 2.80 ng/ul 56177 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 64
2 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 59
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 59
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 53
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 53

Abundance Scan 1183 (9.788 min): BG022053.D (-1180) (-) m/z 57.00 100.00%
1

5000

9.40 9.60 9.80 10.00 10.20

O m/z 71.00 98.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27134: Nonane, 4,5-dimethyl-
43 57
71
5000 85 | BN L L L L LB I
9.40 9.60 9.80 10.00 10.20
29 m/z 43.00 69.65%
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
R s e e
57 71 9.40 9.60 9.80 10.00 10.20
5000 m/z 85.00 62.27%
29 85
99 141
. 113 197 155 169 184
L o e e e L B e L e L B o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45559: Dodecane, 4-methyl- L e
43 9.40 9.60 9.80 10.00 10.20
57 71 m/z 70.00 44 .08%
5000 85
140
o ﬂ ‘\ I 99 112 157 M7 155 169 184
e e e e e T R s e e
m/z--> 20 40 60 80 100 120 140 160 180 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\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 25 (DEL) Alkane: Branched9.89 Concentration Rank 14

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

9.89 11.57 ng/ul 232191 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 90
2 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 89
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 89
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 83
5 Pulegone 152 C10H160 000089-82-7 76

Abundance Scan 1200 (9.888 min): BG022053.D (-1191) (-) m/z 81.00 100.00%
81
67 95 152
5000 55 137
41
d | | | 139 1T3 | 9.60 9.80 10.00 10.20
oY S OSSP S N | S OO N /R I | m/z 152.00 77.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24301: Cyclodecene, 1-methyl-
67 81
55 95
41
5000
109 152 9.60 9.80 10.00 10.20
29 137 m/z 95.00 74 .00%
L LA |
OHV'“V“'N“W”JWHwﬂ“”‘““ﬁ“mw”'VHwJLWH'WH“l““V
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81 152
67 S N N SULRN S
109 9.60 9.80 10.00 10.20
5000 41 137 m/z 67.00 70.50%
53 95
27 123
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24328: Naphthalene, decahydro-2-methyl- L B B B
1 o7 & 152 9.60 9.80 10.00 10.20
- 95 m/z 82.00 42 _02%
27
5000 137
109
H ‘ 123
OHP.MPH.WHWHJWHWWHLH””ﬁw”“.nkn.me.”n”.w””,. Al Sh s i <
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Branchedl10.15 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.15 12.25 ng/ul 245959 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 81
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 81
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 76
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 76
Abundance Scan 1245 (10.152 min): BG022053.D (-1239) (-) m/z 81.00 100.00%
81 9% 152
5000 137
55
41 109
| ‘ | ‘ h 123 9.80 10.00 10.20 10.40
S | NSO A N N ot ) m/z 95.00 99.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24328: Naphthalene, decahydro-2-methyl-
41 67 81 152
95
55
27
5000 A AR LR IR
137 9.80 10.00 10.20 10.40
109 m/z 152.00 95._36%
O
0..,..:.,....H‘...,‘:.l‘. o ﬂ...‘.“....,‘.‘l.‘.,....l.... .‘l..,...l,....,....,.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81 95
67
M 9.80 10.00 10.20 10.40
5000 55 m/z 67.00 91.35%
110 152
29
123 a0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24310: trans-Decalin, 2—methy|— L LI L L L N BN B
81 9.80 10.00 10.20 10.40
67 m/z 82.00 77.92%
41 55 95 152
5000
137
29 109
Lol d s
Ol ettt et e e e e S N ot i S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
10.29 2.60 ng/ul 52102 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 72
2 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 50
3 Undecane, 4-methyl- 170 C12H26 002980-69-0 50
4 3-Octen-2-ol, 2-methyl-, (2)- 142 C9H180 018521-07-8 47
5 Decane, 4-methyl- 156 C11H24 002847-72-5 47
Abundance Scan 1268 (10.287 min): BG022053.D (-1266) (-) m/z 43.00 100.00%
B T
5000
10,00 10.20 10.40 10.60
Ob by m/z 71.00 90.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36174: Undecane, 4-methyl-
43
71
5000 29 o7 LA BULIN LR B SRR
85 10,00 10,20 10.40 10.60
126 m/z 57.00 80.66%
0 L L ‘\ w 9 112 | 141 155 170
wiz> 3 3 M B 6 7o 8 8 10 110 120 130 140 180 160 170 |
Abundance
43
71 RPN SRR SRR B
57 10.00 10.20 10.40 10.60
5000 m/z 70.00 68.10%
85
29
. o8 111 127 156
BB R K AR B R LA R LA A AL LARAN L AR LA LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36167: Undecane, 4-methyl- e e ERRES BE s
43 10.00 10.20 10.40 10.60
71 m/z 85.00 44 .03%
57
5000
85
o M M I ‘ 9 113 126 140 155 170
m/z--> 20 30 4'0 50 6|O 7'0 80 90 100 110 120 130 140 150 160 170 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.38 2.90 ng/ul 58211 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 43
3 Hexadecane 226 Cl16H34 000544-76-3 38
4 1-Octanol, 2,2-dimethyl- 158 C10H220 002370-14-1 38
5 3-Octen-2-ol, 2-methyl-, (2)- 142 C9H180 018521-07-8 38
Abundance Scan 1284 (10.381 min): BG022053.D (-1278) (-) m/z 43.00 100.00%
5000
10.00 10.20 10.40 10.60
o m/z 57.00 59.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55022: Tridecane, 6-methyl-
57
43
5000 71 LU ARV
10,00 1020 10.40 10.60
29 85 gg 126 m/z 85.00 57.47%
ol 15 / ‘L L s 140 154 169 183 108
m/z--> 20 40 éo 85 160 120 140 160 180 200 220
Abundance
43 57 71
o 10.00 10.20 10.40 10.60
5000 126 m/z 71.00 49.85%
o 97 112 | 140 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane A EEa e e S
3 57 10.00 10.20 10.40 10.60
- m/z 41.00 41.17%
5000 a5
29
. oL sy 141 155 169 183 226
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.68 3.79 ng/ul 76048 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 27
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 27
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 27
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 27
5 Decalin, syn-l1-methyl-, cis- 152 C11H20 1000158-89-1 25
Abundance Scan 1335 (10.681 min): BG022053.D (-1329) (-) m/z 57.00 100.00%
57 g5
43
5000
| 10,40 10.60 10.80 11.00
) SNBSS | M s m/z 85.00 80.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #45596: Decane, 2,4,6-trimethyl-
43
57
5000 71 LA SUNN SR BN
85 10.40 10.60 10.80 11.00
m/z 43.00 68.64%
i L Y A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
SRR SUNIA SR SRR
57 71 10.40 10.60 10.80 11.00
5000 85 m/z 71.00 66 .68%
27
o 15 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #45597: Decane, 2,3,6—trimethy|— L L L L L B B
43 7 10.40 10.60 10.80 11.00
- m/z 55.00 55.77%
h I M\JWMM
29 99 141
0"P"W'”hh”'““'”I'M*I”'JL"WNE“I”'HP"%%?” }%ﬁl“"w'“l}ﬁﬁl“ SRR SUNIA SR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Branchedl0.75 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
10.75 3.64 ng/ul 73050 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 90
2 1H-Indene, 1l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 64
3 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 47
4 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 47
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 43
Abundance Scan 1347 (10.751 min): BG022053.D (-1342) (-) m/z 81.00 100.00%
81 o5 166
55
67
5000
41
10.40 10,60 10.80 11.00
0 s m/z 95.00 85.58%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #33325: Naphthalene, decahydro-2,6-dimethyl-
81 95
166
55 67
5000 41 UM SUURE
109 151 10.40 10.60 10.80 11.00
29 ‘ ‘ 123 137 ‘ m/z 166.05 84 .48%
0 II‘I‘I I‘i\\l : IMl\I Ithl "w " "'H"l : l‘: : I‘; — le — l - I‘I —
miz-> 20 40 60 80 100 120 140 160 180
Abundance
81 95
67 10.40 10.60 10.80 11.00
5000 41 55 110 166 m/z 55.00 74.94%
122 137 149
L L L U B L W BN A
miz-> 20 40 60 80 100 120 140 160 180
Abundance #33329: cis,cis-1,6-Dimethylspiro[4.5]decane L B
g P 10.40 10.60 10.80 11.00
55 g7 m/z 67.00 57.63%
109 166
5000
123 137 181
O e T e e UM SR
miz-> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 32 (DEL) Alkane: Branchedl11.39 Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
11.39 4.40 ng/ul 88267 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 90
2 Hexylidencyclohexane 166 C12H22 010201-62-4 49
3 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 45
4 Cycloundecene, l-methyl- 166 C12H22 088828-82-4 45
5 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 43

Abundance Scan 1456 (11.392 min): BG022053.D (-1451) (- m/z 151.00 100.00%
181
95
81
5000 55 67 109 133 166
39 N UM UL BN I
I | I|‘| h 11.00 11.20 11.40 11.60 11.80
oh ,' 1 .:,.-!':'! ....',.:'!.,.... m/z 95.00 68.02%
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33346: trans,trans-1,6-Dimethylspiro[4.5]decane
g P
166
5000 109 TTTT LR B TTTT TT
11,00 11.20 11.40 11.60 11.80
m/z 81.00 48.15%
123 o g5
AR R A A RN AR LA AL ARAN AR SRR LS SARAN LR AL
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67
a 81 N U B BRI BN
11.00 11.20 11.40 11.60 11.80
5000 m/z 96.00 47 .41%
9% 109
166
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33341: cis,trans-1,6-Dimethylspiro[4.5]decane T
8 95 11.00 11.20 11.40 11.60 11.80
m/z 133.00 47 .41%
166
55 67
5000
109 .,
o . 137 181
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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 33 (DEL) Alkane: Cyclicll._46 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.46 8.08 ng/ul 162249 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dodecene, (E)- 168 C12H24 007206-17-9 89
2 6-Tridecene, (2)- 182 C13H26 006508-77-6 86
3 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 70
4 1._alpha.,2.beta.,3.alpha.,4.beta... 126 C9H18 002532-67-4 58
5 5-Dodecene, (2)- 168 C12H24 007206-28-2 55
Abundance Scan 1468 (11.462 min): BG022053.D (-1462) (-) m/z 69.00 100.00%
5000
1120 11.40 11.60 11.80
o} m/z 55.00 60.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34731: 6-Dodecene, (E)-
1 55 69
5000 83 RIS NI UL B IUR
11.20 11.40 11.60 11.80
97 m/z 83.00 49.66%
L )
Ouuuluuuuiuu‘u‘||“H||M|‘U||l‘|||‘l||1|2§|fl4|.0|||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 55
69 HRS AL R B SUN
- 11.20 11.40 11.60 11.80
5000 83 m/z 70.00 49 _35%
97
182
ol 15 11 425 139 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #44157: Cyclohexane, 2-butyl-1,1,3-trimethyl- R B R
69 11.20 11.40 11.60 11.80
a > m/z 56.00 46.20%
5000
83
29 97
‘ 112 126 167 182
0||||||||‘|‘|||“|‘I|‘l|||Ml‘||‘l‘|||H|I|“‘||]|-3lglll|||‘||||||| R R 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\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Branchedll1l.66 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.66 15.36 ng/ul 308309 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 41
2 Heptylcyclohexane 182 C13H26 005617-41-4 38
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 35
4 2-Bromopropionic acid, cyclohexy... 234 C9H15Br02 015151-89-0 35
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 35
Abundance Scan 1502 (11.662 min): BG022053.D (-1493) (-) m/z 83.00 100.00%
5000
1140 1160 11.80 12.00
o} m/z 55.00 70.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33326: cis, cis-2-Ethylbicyclo[4.4.0]decane
81 137
95
166
5000 67 L LN SN UL IR
55 11:40 11.60 11.80 12.00
109 m/z 81.00 60.91%
0....,....|...H.|.H..“i“...‘.‘,..“..::-%3..“,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
55 1140 1160 11.80 12.00
5000 m/z 82.00 60.25%
41
67
97 111 182
L S L W L L L S WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10328: Cyclohexane, 2-propenyl- B R EEEEE e S
5 83 11.40 11.60 11.80 12.00
m/z 137.00 44 _39%
41
5000
27 67
Obrr, .M. il ..”:,.‘:.. Rl ..%6,.199. T?f — MR S
m/z--> 20 40 60 80 100 120 140 160 180 11:40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 35 (DEL) Alkane: Branched11.80 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.80 5.42 ng/ul 108853 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis,trans-2-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-38-6 58
2 Trans, trans-2-ethylbicyclo[4.4.... 166 C12H22 066660-37-5 50
3 Cyclopentanecarboxylic acid, 3-i... 290 C19H3002 1000151-83-4 35
4 (2-Penta-2,4-dienyl-cyclohexyl)-... 180 C12H200 1000186-20-6 18
5 4,5-Heptadien-2-one, 3,3,6-trime... 152 C10H160 081250-41-1 14
Abundance Scan 1525 (11.797 min): BG022053.D (-1520) (-) m/z 81.00 100.00%
55 81 137
95
5000 4
11 162 B B e o S B
180 11.40 11.60 11.80 12.00 12.20
0 m/z 137.00 92.19%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33335: cis,trans-2-Ethylbicyclo[4.4.0]decane
137
81
95
5000 67 SRR SRR BRI SULILRN B
166 1140 11.60 11.80 12.00 12.20
% 109 m/z 55.00 83.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
137
81 LRI DA PRSI BRI B
95 11.40 11.60 11.80 12.00 12.20
5000 m/z 95.00 73.47%
67 166
53 109193
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112276: Cyclopentanecarboxylic acid, 3-isopropylidene-, b... IR T e e e
81 137 11.40 11.60 11.80 12.00 12.20

m/z 97.00 73 .09%

5000

154 181 212 275290
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1140 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.97 19.46 ng/ul 390501 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 83
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 64
Abundance Scan 1554 (11.968 min): BG022053.D (-1549) (-) m/z 57.00 100.00%
71
5000 43
® g 3| 116010 100 1200
o bl 127 140 105165 183 198 | ns7 71,00 82.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27140: Octane, 2,3,7-trimethyl-
43 57
71
5000

11.60 11.80 12.00 12.20

m/z 43.00 44 .86%
29 ‘ 85 o, 113
3 SN\ Y S| Y S i T -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
T
43 - 11.60 11.80 12.00 12.20
5000 m/z 41.00 21.73%
29 113
0 15 85 97 127 142
B A I o o o TR A i o o e o o )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18461: Octane, 3,6-dimethyl- R BE T
57 11.60 11.80 12.00 12.20
71 m/z 56.00 20.10%
5000 43
29 . 113
\‘ \‘\ IIl Wy \\5 99 | 127 142
N T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Cyclicl2.01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.01 4.63 ng/ul 92984 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 50
2 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 47
3 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 43
4 3-Heptene, 2,2,3,5,6-pentamethyl- 168 C12H24 116164-06-8 40
5 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 40

Abundance Scan 1561 (12.009 min): BG022053.D (-1560) (-) m/z 69.00 100.00%

60

5000

147 165181 11.60 11.80 12.00 12.20 12.40

o m/z 83.00 79.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #25879: Cyclohexane, 2,4-diethyl-1-methyl-
69
5000 125 LA B L L L L L L L L LB
11. 60 11. 80 12. 00 12 20 12. 40
4 m/z 119.00 63.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69
R e R AR S
11.60 11.80 12.00 12.20 12.40
5000 m/z 125.00 56.12%
41 125
97
0 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124962: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcyclo... L B
69 125 11.60 11.80 12.00 12.20 12.40
m/z 55.00 54 _.97%
5000 41
95
026 I . | 140 161 190205 237 257273 299314

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 38 (DEL) Alkane: Branchedl12.16 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.16 6.32 ng/ul 126778 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 50
2 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 43
3 trans,trans-1,7-Dimethylspiro[4.... 166 C12H22 1000111-72-6 30
4 Cyclohexane, 1l-methyl-4-(1-methy... 138 C10H18 001124-27-2 30
5 Silane, (4-methoxyphenyl)trimethyl- 180 C10H160Si 000877-68-9 30
Abundance Scan 1587 (12.162 min): BG022053.D (-1582) (-) m/z 165.00 100.00%
165
95
5000
145 180 1180 12,00 12.20 12.40
0 ol L m/z 95.00 72.97%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #16369: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-
95
55 67 109
5000 4 AR SRR SUNILN UL
81 11.80 12.00 12.20 12.40
0,
. ‘ 125 19 m/z 81.00 57.77%
0,.m..}W.JW,thjhh.wh,.ﬁ..,t..ﬂl....,....,”
miz-> 20 40 60 80 100 120 140 160 180
Abundance
95
a 109 1180 12,00 12.20 12.40
5000 67 m/z 109.00 47.97%
82
123 138
S B L WL UL L B B
miz-> 20 40 60 80 100 120 140 160 180
Abundance #33345: trans,trans-1,7-Dimethylspiro[4.5]decane N RaEEE e
95 11.80 12.00 12.20 12.40
m/z 55.00 39.42%
5000
55 67 8l
‘ 110 123 166
0|"''|''"|'l''|""|"‘"'|“"'|'1'5'1'|'"'l" AR SRR SUNILN UL
miz-> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Cyclicl2.24 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.24 10.07 ng/ul 202161 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methyl-2-octene 126 C9H18 016993-86-5 47
2 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 47
3 Cyclohexanone, 3,5-dimethyl- 126 C8H140 002320-30-1 47
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 46
5 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 43
Abundance Scan 1600 (12.238 min): BG022053.D (-1595) (-) m/z 69.00 100.00%
¢
5000
165 196 12.00 12.20 12.40 12.60
ol e m/z 55.00  50.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11158: 2-Methyl-2-octene
69
41
5000 56 LA SN BN BN B
12.00 12.20 12.40 12.60
126 m/z 57.00 46.40%
7 | ‘ o
O | .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
- ' 12.00 12.20 12.40 12.60
5000 a1 m/z 56.00 45 .30%
111
84
2 97 126 154
L S S S UL W B RS SIS DRI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11064: Cyclohexanone, 3,5-dimethyl- RS REEEs B S
69 12.00 12.20 12.40 12.60
m/z 70.00 44 .58%
5000 41 56
111 126
2L g ]
0"Iwh'ih'“h'HM'JM'LI'l*'lﬂ"l"'W""l'”'l' U AN SRR BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 40 (DEL) Alkane: Branched13.00 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.00 7.24 ng/ul 184316 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 41
2 Bicyclo[4.1.0]heptane, 2-methyl-._.. 180 C13H24 055937-92-3 38
3 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 38
4 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 38
5 Bicyclo[4.1.0]heptane, 3-methyl-_.. 180 C13H24 041977-48-4 38
Abundance Scan 1730 (13.002 min): BG022053.D (-1724) (-) m/z 69.00 100.00%
5000
12.60 1280 13.00 13.20 13.40
o} m/z 137.00 81.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52088: Naphthalene, 2-butyldecahydro-
137
81 95
5000 LRI AU SN B
41 55 67 194 12.60 12.80 13.00 13.20 13.40
29 ‘ m/z 95.00 76.17%
oL | I‘I‘I I‘Iw\l : |H‘P r l‘: Mi”: leulw | I1IO‘9II:|I.2‘I3I : "l : EI'SIZI |1|6?|]|-7|9| T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
9% RIS AU SN B
12.60 12.80 13.00 13.20 13.40
5000 55 67 m/z 81.00 73.30%
41
109 180
123
137
R L L S U W B UL B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42756: cis,trans-2,9-Dimethylspiro[5.5]undecane e o
81 12.60 12.80 13.00 13.20 13.40
95 m/z 159.00 T1.77%
55
5000 67 10 123
137 180
0 ‘ | ‘ ‘ 151 165
m/z--> 20 40 60 80 100 120 140 160 180 200 12:60 12,80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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 4
R.T. EstConc Area Relative to ISTD R.T.
13.31 26.29 ng/ul 669077 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 58
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 53
Abundance Scan 1782 (13.307 min): BG022053.D (-1776) (-) m/z 57.00 100.00%
87 7
5000 43 85 Jk,Np_~«~,\,J\,\~/_,,AL»\~A
I I I I I

159 13.00 13.20 13.40 13.60
174
197 212 m/z 71.00 96.66%

97 113 127

145

o .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64590: Dodecane, 2,6,10-trimethyl-
57 71
43
5000 85 TT [T T I T [T T T T[T T T T[T TTT]
13.00 13.20 13.40 13.60
m/z 43.00 44 _.56%
‘ 97 113 127 83
o...,.wH..‘,\...‘.,..‘:.,‘1...\,..1\.,.‘\...1,4.1.1:‘3.5, 160 188
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
71 L L e e
13.00 13.20 13.40 13.60
5000 43 m/z 85.00 39.82%
29 85
o 99 113 127 141 155 183 197
T T T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18443: Octane, 2,6-dimethyl- e R e T
57 13.00 13.20 13.40 13.60
m/z 41.00 25.25%
43 71
5000
29 113
0 15 \‘ \‘\ I ily 8\5 97 \‘ 127 142
e e e e e e e e e e R RREEEE RS EE
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.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: Cyclicl3.59 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.59 12.37 ng/ul 314893 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 52
2 4-Decene 140 C10H20 019689-18-0 42
3 3-Nonene, (E)- 126 C9H18 020063-92-7 38
4 Cyclopropane, l-ethyl-2-pentyl- 140 C10H20 062238-08-8 30
5 5-Ethyl-1-nonene 154 C11H22 019780-74-6 30
Abundance Scan 1830 (13.589 min): BG022053.D (-1824) (-) m/z 69.00 100.00%
55 % 83
5000 4l
159 T Tt
174 199 210 13.20 13.40 13.60 13.80 14.00
Ot m/z 83.00 79.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57
83
97
5000 RSN BAAUSN SUNI
29 13.20 13.40 13.60 13.80 14.00
125 m/z 57.00 78.94%
o J | 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
a6 13.20 13.40 13.60 13.80 14.00
5000 m/z 55.00 75.98%
140
83 97
111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11151: 3-Nonene, (E)- [TT T T[T T[T T [ TT T[T
41 5 13.20 13.40 13.60 13.80 14.00
m/z 70.00 70.14%
69
5000
126
2( ‘ 83 97
oL SNRNA A | Ml e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.49 91.89 ng/ul 1707350 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
3 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 86
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 76
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 2324 (16.492 min): BG022053.D (-2318) (-) m/z 57.00 100.00%

77
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052316\
Data File : BG022053.D

Acq On : 23 May 2016 19:18

Operator : UM/SJ

Sample : H3124-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 2.90 13.2 ng/ul 123088 1 8.16 187031 20.0
(DEL) Alkane: Cyc... 3.19 16.3 ng/ul 152710 1 8.16 187031 20.0
unknown-02 5.23 9.6 ng/ul 90088 1 8.16 187031 20.0
(DEL) Alkane: Cyc... 6.41 4.2 ng/ul 39131 1 8.16 187031 20.0
unknown-03 6.63 2.4 ng/ul 22290 1 8.16 187031 20.0
(DEL) Alkane: Str... 6.69 2.2 ng/ul 20477 1 8.16 187031 20.0
(DEL) Alkane: Str... 6.80 6.9 ng/ul 64846 1 8.16 187031 20.0
(DEL) Alkane: Str... 7.13 3.0 ng/ul 28507 1 8.16 187031 20.0
(DEL) Alkane: Bra... 7.53 2.9 ng/ul 27381 1 8.16 187031 20.0
1H,5H,7H,11H-Dipy.- .. 7.59 2.5 ng/ul 23449 1 8.16 187031 20.0
(DEL) Alkane: Cyc... 7.64 4.3 ng/ul 40039 1 8.16 187031 20.0
(DEL) Alkane: Cyc... 7.87 3.8 ng/ul 35726 1 8.16 187031 20.0
(DEL) Alkane: Cyc... 7.97 2.4 ng/ul 22829 1 8.16 187031 20.0
(DEL) Alkane: Cyc... 8.08 7.0 ng/ul 65004 1 8.16 187031 20.0
(DEL) Alkane: Bra... 8.33 5.8 ng/ul 53958 1 8.16 187031 20.0
(DEL) Alkane: Str... 8.38 5.7 ng/ul 52983 1 8.16 187031 20.0
(DEL) Alkane: Cyc... 8.44 3.8 ng/ul 35170 1 8.16 187031 20.0
unknown-04 8.68 6.1 ng/ul 57071 1 8.16 187031 20.0
(DEL) Alkane: Str... 8.81 5.2 ng/ul 48757 1 8.16 187031 20.0
(DEL) Alkane: Bra... 9.00 19.0 ng/ul 177709 1 8.16 187031 20.0
(DEL) Alkane: Cyc... 9.26 18.0 ng/ul 168286 1 8.16 187031 20.0
unknown-05 9.48 4.3 ng/ul 40302 1 8.16 187031 20.0
unknown-06 9.62 4.5 ng/ul 91199 2 10.98 401438 20.0
(DEL) Alkane: Str... 9.79 2.8 ng/ul 56177 2 10.98 401438 20.0
(DEL) Alkane: Bra... 9.89 11.6 ng/ul 232191 2 10.98 401438 20.0
(DEL) Alkane: Bra... 10.15 12.3 ng/ul 245959 2 10.98 401438 20.0
(DEL) Alkane: Str... 10.29 2.6 ng/ul 52102 2 10.98 401438 20.0
(DEL) Alkane: Str... 10.38 2.9 ng/ul 58211 2 10.98 401438 20.0
(DEL) Alkane: Str... 10.68 3.8 ng/ul 76048 2 10.98 401438 20.0
(DEL) Alkane: Bra... 10.75 3.6 ng/ul 73050 2 10.98 401438 20.0
(DEL) Alkane: Bra... 11.39 4.4 ng/ul 88267 2 10.98 401438 20.0
(DEL) Alkane: Cyc... 11.46 8.1 ng/ul 162249 2 10.98 401438 20.0
(DEL) Alkane: Bra... 11.66 15.4 ng/ul 308309 2 10.98 401438 20.0
(DEL) Alkane: Bra... 11.80 5.4 ng/ul 108853 2 10.98 401438 20.0
(DEL) Alkane: Str... 11.97 19.5 ng/ul 390501 2 10.98 401438 20.0
(DEL) Alkane: Cyc... 12.01 4.6 ng/ul 92984 2 10.98 401438 20.0
(DEL) Alkane: Bra... 12.16 6.3 ng/ul 126778 2 10.98 401438 20.0
(DEL) Alkane: Cyc... 12.24 10.1 ng/ul 202161 2 10.98 401438 20.0
(DEL) Alkane: Bra... 13.00 7.2 ng/ul 184316 3 14.79 509035 20.0
(DEL) Alkane: Str... 13.31 26.3 ng/ul 669077 3 14.79 509035 20.0
(DEL) Alkane: Cyc... 13.59 12.4 ng/ul 314893 3 14.79 509035 20.0
(DEL) Alkane: Str... 16.49 91.9 ng/ul 1707350 4 17.53 371604 20.0
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