LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM052016 .M

Title : SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.652 6 11 32 rvB2 61848 167714 7.46% 0.515%
2 6.105 591 598 606 rBv4 43932 105894  4.71% 0.325%
3 6.316 628 634 641 rBV5 28148 67975 3.02% 0.209%
4 6.381 641 645 649 rvv 49035 73112 3.25% 0.225%
5 6.463 655 659 661 rvv3 48641 83860 3.73% 0.258%
6 6.493 661 664 672 rvv 74273 120708 5.37% 0.371%
7 6.722 695 703 709 rBv4 26259 66093 2.94% 0.203%
8 6.816 715 719 723 rvVB2 47625 66411 2.95% 0.204%
9 6.916 732 736 740 rBV3 31302 48166 2.14% 0.148%
10 6.981 740 747 760 rvVB 319639 612837 27.25% 1.882%
11 7.152 771 776 782 rBVY 208303 328602 14.61% 1.009%
12 7.210 782 786 790 rBv2 39348 59149 2.63% 0.182%
13 7.310 799 803 805 rBv2 38352 57123 2.54% 0.175%
14 7.352 805 810 826 rVvB 275206 576730 25.65% 1.771%
15 7.469 826 830 834 rBvV 52866 84082 3.74% 0.258%
16 7.540 837 842 848 rvB2 41881 77615 3.45% 0.238%
17 7.646 854 860 867 rvB6 26910 63365 2.82% 0.195%

18 7.746 867 877 880 rBvV7 51657 143449 6.38% 0.441%
19 7.822 880 890 896 rvB2 337375 781440 34.75% 2.400%

20 7.893 896 902 906 rvB4 31200 58967 2.62% 0.181%
21 7.957 906 913 916 rBV7 29395 69266 3.08% 0.213%
22 8.005 916 921 925 rVvv4 47242 85135 3.79% 0.261%

23 8.105 934 938 944 rVB2 60983 100503 4_47% 0.309%
24 8.346 970 979 982 rBv4 61568 136365 6.06% 0.419%

25 8.375 982 984 987 rvV 42370 57392 2.55% 0.176%
26 8.405 987 989 994 rVB 38426 49171 2.19% 0.151%
27 8.481 994 1002 1003 rBV5 34378 61549 2.74% 0.189%

28 8.516 1003 1008 1015 rVB 295564 467944 20.81% 1.437%
29 8.652 1026 1031 1036 rBV 76551 128633 5.72% 0.395%
30 8.810 1048 1058 1066 rVB8 24608 94198 4._.19% 0.289%

31 8.922 1066 1077 1081 rBVS5 95900 254936 11.34% 0.783%
32 8.975 1081 1086 1091 rvVv 237189 416947 18.54% 1.281%
33 9.016 1091 1093 1099 rVB3 49565 66189 2.94% 0.203%
34 9.128 1108 1112 1115 rBV3 52168 92969 4._.13% 0.286%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

35 9.169 1115 1119 1125 rVB4 65124 135357 6.02% 0.416%

36 9.287 1134 1139 1145 rVB5 29050 72146 3.21% 0.222%
37 9.534 1173 1181 1187 rBvV2 130221 235711 10.48% 0.724%
38 9.693 1201 1208 1213 rBV 195672 349875 15.56% 1.075%
39 9.740 1213 1216 1220 rVVv2 71815 96071 4.27% 0.295%
40 9.793 1220 1225 1231 rVB2 190392 305536 13.59% 0.938%

41 9.957 1246 1253 1258 rVB4 67885 122536 5.45% 0.376%

42 10.140 1281 1284 1288 rVB 41831 53787 2.39% 0.165%
43 10.228 1289 1299 1306 rVB 305511 586840 26.10% 1.803%
44 10.316 1308 1314 1316 rBV3 47228 85185 3.79% 0.262%
45 10.393 1322 1327 1332 rVB3 42453 77655 3.45% 0.239%
46 10.469 1336 1340 1343 rBV3 31717 49515 2.20% 0.152%

47 10.610 1353 1364 1372 rVB 492783 1067934 47.49% 3.280%
48 10.746 1380 1387 1389 rBV 298675 548437 24 _.39% 1.685%

49 10.834 1397 1402 1405 rBV6 42914 81648 3.63% 0.251%
50 10.898 1410 1413 1418 rVB5 44028 70523 3.14% 0.217%
51 11.022 1429 1434 1440 rVB5 53152 84509 3.76% 0.260%
52 11.098 1443 1447 1452 rVB3 56950 90626 4._.03% 0.278%
53 11.310 1471 1483 1490 rVV8 129622 450735 20.04% 1.384%
54 11.369 1490 1493 1499 rVV5 51418 97187 4._.32% 0.299%

55 11.440 1501 1505 1511 rVB3 98200 166662 7.41% 0.512%

56 11.634 1533 1538 1547 rBV 345474 621487 27 .64% 1.909%

57 11.798 1562 1566 1570 rBV3 46335 74356 3.31% 0.228%
58 11.893 1575 1582 1586 rBV4 75575 158633 7.05% 0.487%
59 12.016 1599 1603 1606 rBV2 39682 70142 3.12% 0.215%

60 12.410 1665 1670 1673 rBV2 53765 110982 4.94% 0.341%

61 12.487 1680 1683 1692 rVB4 71754 145042 6.45% 0.446%
62 12.663 1707 1713 1717 rBV4 104309 195669 8.70% 0.601%
63 12.728 1718 1724 1729 rVV3 128430 276498 12.30% 0.849%
64 12.892 1749 1752 1757 rVB4 70844 97710 4 _.35% 0.300%
65 12.992 1764 1769 1774 rVB 485880 706485 31.42% 2.170%

66 13.040 1774 1777 1783 rVB4 49976 81656 3.63% 0.251%
67 13.257 1811 1814 1818 rBV2 79194 114451 5.09% 0.352%
68 13.298 1818 1821 1825 rVV2 69400 94118 4._.19% 0.289%
69 13.487 1849 1853 1854 rBV3 36757 49068 2.18% 0.151%

70 13.728 1890 1894 1897 rBV5 65015 113558 5.05% 0.349%
71 13.769 1899 1901 1906 rVvVv 100008 147903 6.58% 0.454%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

= SVOA CALIBRATION

72 13.822 1907 1910 1912 rVVv2 89134 123341 5.48% 0.379%
73 13.857 1912 1916 1921 rVV 462746 696307 30.96% 2.139%
74 13.904 1921 1924 1925 rVVv2 84593 87111 3.87% 0.268%
75 13.939 1926 1930 1934 rVB 742716 995937 44 .29% 3.059%

76 13.981 1934 1937 1939 rBV3 54703 74614 3.32% 0.229%
77 14.145 1960 1965 1970 rVB 555425 789217 35.10% 2.424%
78 14.287 1986 1989 1995 rVB3 119754 216633 9.63% 0.665%
79 14.451 2009 2017 2024 rBV3 624940 1213639 53.97% 3.728%
80 14.581 2037 2039 2043 rVB4 75617 89578 3.98% 0.275%

81 14.639 2045 2049 2054 rBV3 185788 284601 12.66% 0.874%
82 14.857 2082 2086 2090 rVB2 153874 206931 9.20% 0.636%
83 14.981 2102 2107 2117 rBV2 222290 413731 18.40% 1.271%
84 15.075 2119 2123 2126 rBV2 84391 137525 6.12% 0.422%
85 15.445 2181 2186 2190 rVB 686843 983993 43.76% 3.022%

86 15.492 2191 2194 2197 rBV2 81682 110614 4.92% 0.340%
87 15.551 2201 2204 2209 rVB 205477 294118 13.08% 0.903%
88 15.710 2226 2231 2237 rVB 696504 1041627 46.32% 3.199%
89 15.916 2263 2266 2271 rVB2 111737 135763 6.04% 0.417%
90 16.192 2306 2313 2318 rBV 1432069 2248709 100.00% 6.907%

91 17.010 2447 2452 2463 rVB 682388 1118862 49.76% 3.437%
92 17.192 2478 2483 2488 rBV 686979 1045691 46.50% 3.212%
93 17.292 2495 2500 2509 rVB2 717932 1118095 49.72% 3.434%
94 17.610 2550 2554 2561 rVB 181244 275392 12.25% 0.846%
95 19.180 2818 2821 2829 rBV5 51569 93308 4._.15% 0.287%

96 19.580 2884 2889 2896 rBV 848989 1189470 52.90% 3.654%
97 19.768 2917 2921 2929 rBV3 76935 138032 6.14% 0.424%
98 21.363 3188 3192 3200 rBV 950109 1240932 55.18% 3.812%
99 23.498 3549 3555 3564 rBV2 604520 1188847 52.87% 3.652%
100 23.645 3574 3580 3590 rVB 657356 1393567 61.97% 4._.280%

Sum of corrected areas: 32556907
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM005561.D
1500000
1000000
10.61
500000 \
6.98 7.82 8.52 10.23 [l0.75
‘71§35 l 8.98 0899
10 l 6588 "wgg@‘" uc.m
.65 6885 682, 1 2 : 870 (sl Ry
ol \ , o Seosee Ot [ ERMIBEITROE 8RN 8 SRR il il etat L “‘
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM005561.D
16.19
1500000
19.58
1000000 13.94 15.485.71 17.01149
14.45
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12.99
500000{1 63 14.641498 5.5% 17.61
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Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM005561.D
1500000
21.36
232064
1000000
soooooerNWMAwﬁVJN
O I e S
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Cyclic6.10 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
6.10 2.71 ng/ul 105894 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 59
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 53

3 Cyclohexane, 004923-78-8 52

1-ethyl-2-methyl-, ... 126 C9H18

4 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 52
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 52
Abundance Scan 597 (6.099 min): BM005561.D (-591) (-) m/z 55.10 100.00%
55 97
43 69
5000
125
|| ‘ || “‘ | | 580 6.00 6.20 6.40
o.w.”.“.”,”.4.”.¢L”,”Jh.“.m.”, | b m/z 97.10  81.94%
m/z--> 10 20 30 40 50 60 70 80 100 110 120 130
Abundance #6644: Cyclohexane, 1,4- d|methy| , trans-
55 97
5000 41
112 5.80 6.00 6.20 6.40
27 69 83 m/z 57.10 65.76%
A S - T A N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
5.80 6.00 6.20 6.40
5000 m/z 69.10 60.91%
41 69 112
27
15 62 83
O T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11263: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97 5.80 6.00 6.20 6.40
m/z 43.10 60.88%
5000
41
29 69 81 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 (DEL) Alkane: Cyclic6.46 Concentration Rank 36

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

6.46 2.15 ng/ul 83860 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 76
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 53

Abundance Scan 658 (6.458 min): BM005561.D (-655) (-) m/z 83.10 100.00%
55 83
5000
41
| | 6|7 97 176 6.20 6.40 6.60 6.80
Obrrrrrr el el et b | M/Zz 55.10  85.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11175: Cyclohexane, propyl-
55 83
5000 AR AL LLAE LSS LA
4 620 640 6.60 6.80
27 67 126 m/z 82.10 53.39%
e Bt T4 97 208 139
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
83
55 6.20 6.40 6.60 6.80
5000 m/z 41.10 34_.07%
41
67 126
15 27 97
e R RS AR AR RS LA RARAN ALARS AR SRS LRSS RARAN Rl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11178: Cyclohexane, propyl- . ISR RS RS L
55 83 6.20 6.40 6.60 6.80
m/z 126.10 16.51%
5000 41
27 67 126
0'w'“'w'L““'“H“'VWL|“jm'“'w'”l“?n'“'w'“l“'w'“ IS SRS AR LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Straight-Chai... Concentration Rank 22

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

6.49 3.09 ng/ul 120708 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 4-propyl- 142 C10H22 003178-29-8 78
2 Heptane, 4-propyl- 142 C10H22 003178-29-8 50
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 42
4 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 40
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 40

Abundance Scan 664 (6.493 min): BM005561.D (-661) (-) m/z 57.10 100.00%
57
5000 43
98
71 85 6.20 6.40 6.60 6.80
113
ol et T Tm/z 43.10 44.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18438: Heptane, 4-propyl-
57
5000 43
98 6.20 6.40 6.60 6.80
m/z 98.10 28.99%
o |, 0 85 | 112 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
6.20 6.40 6.60 6.80
5000 m/z 41.10 21.91%
41
98
29 70
ol 15 83 112 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18484: Heptane, 3-ethyl-2-methyl- R A A
57 6.20 6.40 6.60 6.80
m/z 71.10 8.55%
43
5000
27 98
71
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 Benzene, 1,2,3-trimethyl- Concentration Rank 35

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

7.47 2.15 ng/ul 84082 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90

Abundance Scan 830 (7.469 min): BM005561.D (-826) (-) m/z 105.05 100.00%
105
5000 120
39 5 7 9 207 7.20 7.40 7.60 7.80
o e m/z 120.10  43.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
120
5000 \ R UL UL IR A
7.20 7.40 7.60 7.80
77 m/z 77.00 14.18%
39 91
. A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
7.20 7.40 7.60 7.80
5000 120 m/z 91.00 12.90%
O T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9122: Benzene, 1,3,5-trimethyl-
105 7.20 7.40 7.60 7.80
m/z 119.10 11.85%
120
5000
27 39 51 g5 /7 O1
0"'w“'Jw'””ﬁ“'Mw't'NM'VW"'N"'V"'P"'V"' U UL UL IR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

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_M\METHODS\SOMO02.2-EPA-BM052016 .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 6 (DEL) Alkane: Cyclic7.75

Concentration Rank 14

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

7.75 3.67 ng/ul 143449 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 053907-60-1 35
2 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 30
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 22
4 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 22
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 22

Abundance Scan 878 (7.752 min): BM005561.D (-867) (-) m/z 57.05 100.00%
69 g3
41
139
5000 95
111
007 740 7.60 7.80 8.00
0’ I e o S B m/z 69.10 97 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11266: Cyclopentane, 1,1,3,4-tetramethyl-, cis-
41 %
55
5000 A UL L RS L
111 7.40 7.60 7.80 8.00
m/z 83.10 82.90%
o | e | we
”'I"'W""P L LA LI BRI B SN AL S
m/z--> 20 80 100 120 140 160 180 200
Abundance
69 83
55 AL L R L
7.40 7.60 7.80 8.00
5000 41 m/z 41.00 63.54%
97
29
111 125 140
e L S S S W UL L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11221: Cyclohexane, 1,2,4-trimethyl- R A
69 7.40 7.60 7.80 8.00
- 1 m/z 43.05 61.30%
5000 41
126
27 84
97
0 ..1.5,.‘.‘..‘QH..‘.‘.‘,.““. .‘,“‘l...‘,..l.,.‘...,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00

SOMO2.2-EPA-BM052016.M Tue May 24 07:52:30 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 unknown-01 Concentration Rank 34

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

8.00 2.18 ng/ul 85135 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, tetradecyl- 240 C16H320 007320-37-8 46
2 l17-Pentatriacontene 491 C35H70 006971-40-0 43
3 Octadecane, 1-chloro- 288 C18H37CI 003386-33-2 14
4 3-Heptene, 3-methyl- 112 C8H16 007300-03-0 11
5 Cyclopentanone, 2,3-dimethyl- 112 C7H120 1000151-06-7 11

Abundance Scan 920 (7.999 min): BM005561.D (-916) (-) m/z 57.10 100.00%
5000
207 7.60 7.80 8.00 8.20 8.40
O .,...w....“...,.”.,...w....,”..,.”., m/z 55.10 97 .87%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #82588: Oxirane, tetradecyl-
41
5000 RN R AR LR I
7.60 7.80 8.00 8.20 8.40
m/z 95.10 87 .59%
o ,1%}\,\ H\\ ‘ﬂ23152---.----.----.----.----.----.----.
m/z-> 0 150 200 250 300 350 400 450
Abundance
57
97 ﬁ\"w"'w"'w"'w'
7.60 7.80 8.00 8.20 8.40
5000 m/z 81.05 80.43%
Ol b 51209236 267292320 348 376 406 434462 490
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #110991: Octadecane, 1-chloro- e
57 7.60 7.80 8.00 8.20 8.40
m/z 41.05 71.20%
5000 -
29
N [}1L 147175 203 231 259 288
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 760 7.80 8.00 8.0 8.40

SOMO2.2-EPA-BM052016.M Tue May 24 07:52:31 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Cyclic8.10 Concentration Rank 27

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

8.10 2.57 ng/ul 100503 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 86
2 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 78
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 78
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 72
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72

Abundance Scan 937 (8.099 min): BM005561.D (-934) (-) m/z 83.05 100.00%
a3
55
5000
41 67 HRAN R L I R
95 111555 140 ., 7.80 8.00 820 8.40
o! et e .| M7z 5505 76. 10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17300: Cyclohexane, butyl-
83
55
5000 U R L I R
a1 7.80 8.00 8.20 8.40
140 m/z 82.10 60.83%
29
0 .%?,.w.w..w,»w..m,.\.h..,z..9.7,.1.1.1.,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83
% 7.80 8.00 8.20 8.40
5000 41 m/z 67.05 23.08%
67
29 96 139
ol 15 109 123 151 194 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53644: Cyclohexane, OCtyl T T[T T T T[T T T T[T I T T[T TTT
83 7.80 8.00 8.20 8.40
55 m/z 41.10 22 .60%
5000
41
67
0 T Ll ) 21513 e 196
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 780 8.00 820 8.40

SOMO2.2-EPA-BM052016.M Tue May 24 07:52:32 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Straight-Chai... Concentration Rank 16

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

8.35 3.49 ng/ul 136365 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 43
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 38
3 Decane, 5-methyl- 156 C11H24 013151-35-4 38
4 Nonane 128 C9H20 000111-84-2 35
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 35

Abundance Scan 980 (8.352 min): BM005561.D (-970) (-) m/z 57.10 100.00%
s T
5000 69 85
96 111 A S S Sy ¥
007 8.00 8.20 8.40 8.60
of S I o B E A m/z 43.10 79.32%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #27130: Decane, 5-methyl-
43 57
50007 29 R S SRR R
85 8.00 8.20 8.40 8.60
- 08 m/z 41.05 56.75%
o AL L | 112 126 141 156
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
800 820 840 860
5000 m/z 69.05 51.21%
85
- 98
69 128
R L S S L U B B W B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #27125: Decane, 5-methyl- B B AR,
43 57 8.00 8.20 8.40 8.60
m/z 55.05 46 .59%
5000
85
29
7 98
ol dl il 112 127 141 156
miz-> 20 40 60 80 100 120 140 160 180 200 800 820 840 860

SOMO2.2-EPA-BM052016.M Tue May 24 07:52:33 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 (DEL) Alkane: Branched8.65 Concentration Rank 19

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

8.65 3.29 ng/ul 128633 1,4-Dichlorobenzene-d4 7.82
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 94
3 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
4 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 93
5 Naphthalene, decahydro- 138 C10H18 000091-17-8 93

Abundance Scan 1031 (8.652 min): BM005561.D (-1026) (-) m/z 67.05 100.00%
67 138
82 g
5000 a1
55
109 U UL A R
| || I‘ | 123 8.40 8.60 8.80 9.00
NS | RO | N N B IR M | m/z 138.10 85.71%
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 T AT
55 8.40 8.60 8.80 9.00
27 109 m/z 68.05 77.52%
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 g % 138
8.40 8.60 8.80 9.00
5000 4 m/z 82.10 66 .30%
109
29
ol 48 74 116123
mﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16315: Naphthalene, decahydro-, trans-
67 8.40 8.60 8.80 9.00
138 m/z 96.10 62.38%
41 82 96
5000
55
2! 109
0"w%?'v'ﬂﬂw"'““"Nm"|“w'i7ﬂﬁlm'§?”'h|“'jl“"}%%'|“'Jl“" U LU AR RSN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00

SOMO2.2-EPA-BM052016.M Tue May 24 07:52:34 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 unknown-02 Concentration Rank 29

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

8.81 2.41 ng/ul 94198 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, 1-cyclopen... 258 C9H13C1302 1000282-57-1 47
2 1-Methyl-2-heptafluorobutyryloxy... 310 C11H13F702 1000216-64-0 43
3 1,8-Nonadiene, 2,8-dimethyl- 152 C11H20 020054-25-5 38
4 Cyclohexene,l-hexyl- 166 C12H22 003964-66-7 35
5 2-Cyclopenten-1-one, 2-pentyl- 152 C10H160 025564-22-1 35

Abundance Scan 105ﬁ (8.810 min): BM005561.D (-1048) (-) m/z 81.00 100.00%
8
97
4 69 119
5000
134 At S A AR VAN
| 207 8.40 8.60 8.80 9.00 9.20
01 et m/z 55.05 95.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #93592: Trichloroacetic acid, 1-cyclopentylethyl ester
81 97
55
5000 RS AR RN L

&7 8.40 8.60 8.80 9.00 9.20
41 ‘ 117 m/z 97.10 77 .56%

\“MIZB 148 173 190201 223

0.,....I e N N LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55 81
R aREEmEEEEE o
41 9% 8.40 8.60 8.80 9.00 9.20
5000 69 m/z 96.05 70.29%
169
0 119 131 150
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24316: 1,8-Nonadiene, 2,8-dimethyl- A a1
41 55 8.40 860 880 9.00 9.20
m/z 41.05 61.41%
29 81
5000 68
96 109
. L L T 123 97 1m0
1 IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 12 1-Allyl-1-but-3-enyl-1-sila... Concentration Rank 8

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

8.92 6.52 ng/ul 254936 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Allyl-1-but-3-enyl-1-silacyclo... 166 C10H18Si 127597-51-7 50
2 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 46
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 46
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43
5 Cyclohexane, 1l-methyl-2-propyl- 140 C10H20 004291-79-6 43

Abundance Scan 1077 (8.922 min): BM005561.D (-1066) (-) m/z 55.10 100.00%
o7
69
5000 41 119
81 A
10 134 154 8.60 8.80 9.00 9.20
ol 4 B B m/z 97.05 97.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33139: 1-Allyl-1-but-3-enyl-1-silacyclobutane
97
5000 43 83 NN SR R AN
125 8.60 8.80 9.00 9.20
55 71 138 m/z 69.10 66.18%
110
ob—— |....‘|”£‘..‘l“‘| .‘QH. i |“l‘- "MI e |1.6(.3.
m/z--> 20 40 60 80 100 120 140 160
Abundance
55 97
860 8.80 9.00 920
5000 41 m/z 41.05 41.49%
69
126
o 81 111 135
miz--> 20 40 60 80 100 120 140 160
Abundance #6575: Cyclohexane, 1,1-dimethyl- A R R
o7 8.60 8.80 9.00 9.20
55 m/z 119.10 37.70%
5000 41 69
27
Ouuul?lumuu‘i“:||‘|‘||‘l|||8‘l4||l|||1]l-2|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20

SOMO2.2-EPA-BM052016.M Tue May 24 07:52:37 2016
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Data Path :

Data File : BMO05561.D

Acq On : 21 May 2016 21:34
Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial :

Quant Method
Quant Title

TIC Library :

Library Search Compound Report

12 Sample Multiplier: 1

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1I\BNA_M\DATA\BM052116\

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

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: Cyclic9.13 Concentration Rank 30

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

9.13 2.38 ng/ul 92969 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,l1-dimethyl- 112 C8H16 000590-66-9 43
2 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 38
3 Cyclohexanone, 3-methyl-2-(1-met... 154 C10H180 028357-23-5 38
4 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 35
5 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 35

Abundance Scan 1112 (9.128 min): BM005561.D (-1108) (-) m/z 97.05 100.00%
7
5000 43 71
83
110 125 154 880 9.00 920 9.40
of m/z 55.10 90.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6576: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69 AR R LA LR
8.80 9.00 9.20 9.40
27 m/z 43.05 45.23%
0"v%?w'“h““'J“t“rﬁ“tv'”w"“lﬁf'"lh"“ﬁ%%'l“"v'“|'“'|“"v'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
97
880 9.00 920 9.40
5000 m/z 41.10 43.04%
55
41 111
69 154
o 27 83 125 139
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25693: Cyclohexanone, 3-methyl-2-(1-methylethyl)-, cis-trans aEa e EARRREEEEE S
g3 97 111 8.80 9.00 9.20 9.40
m/z 71.10 41.70%
41 55
69
5000
139 154
0'W”'W””I””P'”PMKP”NHWWM"W“hl””P“}ﬁ%”P'”P”'P”'P' \/Bw"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 9.00 9.20 9.40

SOMO2.2-EPA-BM052016.M Tue May 24 07:52:38 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Cyclic9.17 Concentration Rank 17

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

9.17 3.46 ng/ul 135357 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l1l-ethyl-2-propyl- 154 C11H22 062238-33-9 43
2 Oxazole, 4-ethyl-2,5-dimethyl- 125 C7H11NO 030408-61-8 27
3 Cyclooctyl bromide 190 C8H15Br 001556-09-8 25
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 25
5 Cyclooctanemethanol 142 C9H180 003637-63-6 25

Abundance Scan 1119 (9.169 min): BM005561.D (-1115) (-) m/z 69.10 100.00%
69
5000 11
41 95 81 97 125
h ‘ |1T7 1‘|‘8 207 880 9.00 9.0 9.40 9.60
0,....,-!.'.'.,..'.. b | m/z 111.10  48.09%
miz--> 20 40 80 100 120 140 160 180 200
Abundance #25871: Cyclohexane, 1-ethyl-2-propyl- /\,‘/\\/\
69
5000 (\J\/I\A/\”IIII””IIIIIII
» 11 880 9.00 9.20 9.40 9.60
83 125 m/z 105.05 45.65%
0 ....|....|....|...9.7|....|....|..1.5.4|....|....l....
mz-> 20 80 100 120 140 160 180 200
Abundance
69 110
43 125
8.80 9.00 9.20 9.40 9.60
5000 m/z 119.10 39.54%
84
55 %
L L S S L UL B B L B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #49538: Cyclooctyl bromide
69 8.80 9.00 9.20 9.40 9.60
m/z 55.10 30.79%
5000 41 55 111
A
0|'M"N'wwlﬁ'“w"”l"*'w"'l”"|"”|""w"' SRR NN
miz--> 20 40 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Branched9.53 Concentration Rank 12

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

9.53 4.41 ng/ul 235711 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 92
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 81
4 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 80
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 74

Abundance Scan 1180 (9.528 min): BM005561.D (-1173) (-) m/z 81.10 100.00%
il
67 95 152
5000 55
41 137
109 LS R A R
12|3 207 9.0 940 9.60 9.80
o e 27 Thyz 67.05  75.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24310: trans-Decalin, 2-methyl-
81
67
41 55 95 152
5000 USSR SRR SRR
137 9.20 9.40 9.60 9.80
29 109 m/z 95.05 71.10%
Llg b T
Oul....l“...Hl‘lu”.M..‘Hﬁ.‘.“.‘l..‘..|‘l...‘luuu‘.|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 81 152
o 95 USSR SRR SRR
55 9.20 9.40 9.60 9.80
5000 27 137 m/z 152.10 67 .93%
109
123
L S L LS UL UL L B UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24159: Cyclohexanone, 5-methyl-2-(1-methylethylidene)-  EEamER RIS SRS A ,
81 9.20 9.40 9.60 9.80
m/z 55.10 48.09%
67 152
5000 109
41
137
29 ‘ 53 95
TR R T - |
O e R e e e e e e SRS SRR SRR
m/z--> 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_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 16 (DEL) Alkane: Branched9.79 Concentration Rank 9

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

9.79 5.72 ng/ul 305536 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 94
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 81
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 74

Abundance Scan 1225 (9.793 min): BM005561.D (-1220) (-) m/z 67.05 100.00%
6|7 81 9 152
5000 s 137
109 N N Y WS A
| " ‘ || ‘ | 123 9.40 9.60 9.80 10.00 10.20
Ol el W bl e b Tm/z 95.05  94.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24327: Naphthalene, decahydro-2-methyl-
4 67
95
55 81 152
5000 SR LR I SN B
137 9.40 9.60 9.80 10.00 10.20
‘ ‘ 109 ‘ m/z 81.10 87.11%
S A KRR NRARA RARAA RARAN RRALN ARARARRAN ””M'”PM'P”W'”WM'W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41 67
95 Al ARA IS~ bt
55 81 132 9.40 9.60 9.80 10.00 10.20
5000 m/z 152.15 83.99%
137
109
123
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24328: Naphthalene, decahydro-2-methyl- Y/ G/ WA FMED
4 o7 8 152 9.40 9.60 9.80 10.00 10.20
- 95 m/z 82.10 75.21%
27
5000 137
109
bl T
OH,HLP.HHM.MJM.MﬂuJMu.¢MM,””L.”“M.“”h.”qh.q” Al S SANMR S asd
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Straight-Chai... Concentration Rank 31

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

9.96 2.29 ng/ul 122536 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 53
2 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 50
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 50
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 50
5 Octacosane 394 C28H58 000630-02-4 47

Abundance Scan 1253 (9.957 min): BM005561.D (-1246) (-) m/z 43.05 100.00%
71
57
5000 85
105 R
126 139145 9.60 9.80 10.00 10.20
0’ I e m/z 71.10 93.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36167: Undecane, 4-methyl-
43
71
57
5000 RNV
9.60 9.80 10.00 10.20
85 m/z 57.10 63.54%
o \‘ I ‘ ‘ 98 113 126 140 155 170
miz--> 20 ' 60 80 100 130 140 160 130
Abundance
43
57 SRR UV SRR
71
9.60 9.80 10.00 10.20
5000 m/z 41.10 45.32%
85
29
0 9 113 125 141 155 169 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45555: Dodecane, 4-methyl- N e o o
8 57 71 9.60 9.80 10.00 10.20
m/z 85.10 44 .03%
5000 85
99
ol 15 ‘\ ‘M‘ I | % 112 157 M 15 160 184
m/z--> 20 40 60 éo 100 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 (DEL) Alkane: Cyclicll.31 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.31 8.44 ng/ul 450735 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 72
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 72
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
Abundance Scan 1483 (11.310 min): BM005561.D (-1471) (-) m/z 83.05 100.00%
5000 MMJLM/
U A UL BN IO
7 11.00 11.20 11.40 11.60
119
ol 108 128 m/z 55.10 80.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17302: Cyclohexane, butyl-
55 83
5000 41 U SR SRR B SULLE
11,00 11.20 11.40 11.60
29 67 140 m/z 82.10 62.26%
ok }?,.‘J..h”..ﬂw‘,.t“..,l B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
55 11,00 11.20 11.40 11.60
5000 m/z 41.05 42 _.74%
41
29 67 140
oL 15 97 111
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53644: Cyclohexane, octyl- R DU DL B B
83 11.00 11.20 11.40 11.60
55 m/z 69.10 25.65%
5000
41
0 ‘J il ‘h l 97 112 125 139 168 196
m/z--> % 0 60 80 ﬁ01% 140 160 180 200 11.00 11.20 11,40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 21
R.T. EstConc Area Relative to ISTD R.T.
11.44 3.12 ng/ul 166662 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 52
2 Ethanone, 1-(2,2-dimethylcyclope... 140 C9H160 003664-75-3 47
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 47
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 38
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 38
Abundance Scan 1505 (11.440 min): BM005561.D (-1501) (-) m/z 43.05 100.00%
43 g7 71
5000
1120 11.40 11.60 11.80
O M— m/z 57.10 83.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45555: Dodecane, 4-methyl-
43 57 71
5000 85
11.20 11.40 11.60 11.80
m/z 71.10 80.16%
29 ‘ 99 141
ol 35 b M2 ter [ ass 169 184
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
5 71
11.20 11.40 11.60 11.80
5000 m/z 41.10 53.11%
84 o7
109 122 140
e L U S S WL I L B B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36179: Decane, 3,7-dimethyl- N A EEEEEEEEES S
43 57 11.20 11.40 11.60 11.80
[ m/z 55.10 52.07%
5000
- 85
m/z--> 20 40 60 80 100 120 140 160 180 200 11:20 11,40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.63 11.64 ng/ul 621487 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 78
2 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 72
3 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
4 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 64
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
Abundance Scan 1537 (11.628 min): BM005561.D (-1533) (-) m/z 57.10 100.00%
5
43
5000
85 113 11.40 11.60 11.80 12.00
99 - : - -
o A L 27141185 188 207 m/z 71.10 79.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73974: Decane, 5,6-dipropyl-
57
71
43
5000
112 11.40 11.60 11.80 12.00
29 83 m/z 43.10 54 .73%
0 1 ‘L M \L |99 | 127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 h R N BRI BN SUR
11.40 11.60 11.80 12.00
5000 m/z 41.10 31.19%
29 113
o 85 99 “° 127140 156
ryrrrryrrTryrrrryrrrrr T T T T T T T T T T T T T T T T e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45585: Undecane, 6,6—dimethy|— LI L L LB B B BB
57 11.40 11.60 11.80 12.00
71 m/z 56.10 20.72%
- | \/\/\M
113
29
o ‘\ ﬂ J, ) 84 97 | 127 141 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Cyclicl1.89 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.97 ng/ul 158633 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 76
2 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 72
3 3-Tetradecene, (E)- 196 C14H28 041446-68-8 55
4 3-Tetradecene, (E)- 196 C14H28 041446-68-8 55
5 6-Tetradecene, (E)- 196 C14H28 041446-64-4 52
Abundance Scan 1582 (11.893 min): BM005561.D (-1575) (-) m/z 69.10 100.00%
¢
5000 83
97 111 125
11.60 11.80 12.00 12.20
0 m/z 55.10 71.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53652: 6-Tridecene, 7-methyl-
55 69
5000 4 83 A DAL SN SN SR
11.60 11.80 12.00 12.20
111 m/z 41.10 57.00%
‘ ‘ 97 ‘ 126 196
N T | T O N AN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 55 69
11,60 11.80 12,00 12.20
5000 83 m/z 83.10 44.44%
97
29 111 125
140
G S L I I B WL B L S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53637: 3-Tetradecene, (E)-  EAmEEEEE
41 11.60 11.80 12.00 12.20
5 o m/z 70.10 44 _31%
5000
29 83
]
111 196
S INECTIN O OO O W O F - e G B D
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_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 (DEL) Alkane: Branchedl12.41 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.41 2.08 ng/ul 110982 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,17-Bicyclohexyl 166 C12H22 000092-51-3 87
2 1,1"-Bicyclohexyl 166 C12H22 000092-51-3 81
3 1,1"-Bicyclohexyl 166 C12H22 000092-51-3 58
4 1,1"-Bicyclohexyl 166 C12H22 000092-51-3 58
5 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 46
Abundance Scan 1670 (12.410 min): BM005561.D (-1665) (-) m/z 82.05 100.00%
8p
55 67
5000
41
95 109, 133 166 00 1220 12.40 12.60 12.80
120 149 178 207 12.00 12.20 12.40 12.60 12.80
of m/z 67.10 59_.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33290: 1,1"-Bicyclohexyl
82
55 67
5000 UL B RN B
a1 166 12.00 12,20 12.40 12.60 12.80
m/z 55.10 58.10%
o1 2 | 96 109 194 138151 |
m/z--> 20 Jo 60 éo 100 120 140 160 180 200
Abundance
82
- 12.00 12.20 12.40 12.60 12.80
5000 " 67 m/z 83.10 45 .50%
166
29
ol 15 96 109 123 138
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33288: 1,1'-Bicyclohexyl BB REaEE S R
82 12.00 12.20 12.40 12.60 12.80
m/z 41.10 26.85%
5000 55 g7
41 166
15 29 “ | 96 109120 138
m/z--> 20 40 & % ﬁoﬁ01%1& 180 200 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 23 1,4-Methanonaphthalene, 1,4... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.49 2.72 ng/ul 145042 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 87
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 87
3 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 87
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 86
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 83
Abundance Scan 1684 (12.492 min): BM005561.D (-1680) (-) m/z 142.10 100.00%
142
5000
115
55 97 12.20 12.40 12.60 12.80
39 69 81 180
o 27, M 32485 D8 207 Tn/z 141.10 92.02%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro-
141
5000 A RAaA BAS AR RS
115 12.20 12.40 12.60 12.80
6 m/z 115.00 33.73%
oL 27 5t T4 8102 | 1
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
142
12,20 12.40 12.60 12.80
5000 m/z 139.05 11.08%

115

27 39 51 63 74 89 19p | 126

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18503: 1H-Indene, 1-ethylidene-

141 12.20 12.40 12.60 12.80
m/z 97.10 11.04%

5000 115

90 Pga & |

M S

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Branchedl2.66 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.66  3.22 ng/ul 195669  Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Bicyclo[4.1.0]heptane, 2-methyl-... 180 C13H24 055937-92-3 64

2 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 38
3 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 38
4 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 30
5 3,5-Dodecadiene, 2-methyl- 180 C13H24 055638-51-2 15
Abundance Scan 1712 (12.657 min): BM005561.D (-1707) (-) m/z 81.10 100.00%
G 137
a1 55 09
5000
1240 12.60 12.80 13.00
0 m/z 137.10 82.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42761: Bicyclo[4.1.0]heptane, 2-methyl-7-pentyl-
81
95
5000 55 67 L LI B e
a1 100 1240 1260 12.80 13.00
180 m/z 95.10 77.97%
‘ H 123
Oluuuul“uuu“l‘luuu“u‘H|||‘||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81 137
95 LR UL UL S I
12.40 12.60 12.80 13.00
5000 m/z 69.10 65.91%
4 67
55 194
oL 2 109 123 151 165
m/z--> 2|0 4|0 6|0 8|0 1CI)O 150 14|10 1(|30 18|O 2CI)O
Abundance #16725: 3-Methyl-2-(2-oxopropyl)furan T
57 12.40 12.60 12.80 13.00
69 m/z 55.10 63.03%
5000 95
109
L] e
-t T T R N EEEEEmmmm e
m/z--> 2|0 4|0 I I 1CI)O 150 14|10 1(|30 1E|30 2CI)O 12|40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Cyclicl2.73 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.73 4.56 ng/ul 276498 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 91
2 Cyclohexane, undecyl- 238 C17H34 054105-66-7 83
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 78
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 78
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 78

Abundance Scan 1724 (12.728 min): BM005561.D (-1718) (-) m/z 83.10 100.00%
3
55
5000
41
i 182 12.40 12.60 12.80 13.00
98 111 : : : :
o bl AT 165 7200 "m/z 55.10 64.58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44140: Heptylcyclohexane
83
5000 o5 SR A DU SR RS
12.40 1260 12.80 13.00
67 m/z 82.10 64.27%
o Mw%»?mmmm o
m/z--> 25 ' 60 80 100 120 140 160 180 200 220 240
Abundance
83
- 12.40 12.60 12.80 13.00
5000 m/z 41.10 30.80%
41
- 67
o 9 111 125 139 154 238
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11235: Cyclohexane, (1-methylethyl)- A o e
83 12.40 12.60 12.80 13.00
55 m/z 67.10 20.14%
o T WM\/\/\/\/\M
67
27 ‘ 126
ol A L hes 2 | S —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.99 11.64 ng/ul 706485 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
Abundance Scan 1769 (12.992 min): BM005561.D (-1764) (-) m/z 57.10 100.00%
71
43
5000 -
NSNS NN SUNRIR B
g7 113 127 12.60 12.80 13.00 13.20 13.40
ol el 14T 157069 183 197207 | 071710 86.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64587: Dodecane, 2,7,10-trimethyl-
57
71
43
12.60 12.80 13.00 13.20 13.40
29 85 m/z 43.10 52.98%
o | ‘ I ‘ 99 113 127 149 155 169 183 197
m/z--> 20 Jo éo éo 100 150 140 160 180 200
Abundance
57
43 n LA NI SIS SURIN I
12.60 12.80 13.00 13.20 13.40
5000 m/z 85.10 36.24%
29 85
o 99 113 127 149 155 169 182 197207
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #64585: Dodecane, 2,6,10—trimethy|— [TTr [ rrrr i rr[rrrrrT
57 12.60 12.80 13.00 13.20 13.40
71 m/z 41.10 33.38%
5000 43
29 85
o | ‘ | 99 113127 144 155 183 197
m/z--> 20 4'0 6|O 8|0 1(')0 150 140 160 180 200 1260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 Naphthalene, 1,3-dimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.44 ng/ul 147903 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
Abundance Scan 1901 (13.769 min): BM005561.D (-1899) (-) m/z 156.10 100.00%
141 1%6
5000
115 128
51 63 77 95 178 13.40 13.60 13.80 14.00
o 4 | 2PA2 28 1 sz 141.10  89.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27190: Naphthalene, 1,3-dimethyl-
156
141
5000
13.40 13.60 13.80 14.00
115 128 m/z 155.10 26.70%
27 39 51 63 76
o N Y . }F?..L,.t‘..w..i“‘,....,. S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141 13.40 13.60 13.80 14.00
5000 m/z 115.00 20.67%
128
0 27 41 5p 63 7T gg 105 11
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27180: Naphthalene, 2,3-dimethyl- R B o e
156 13.40 13.60 13.80 14.00
14 m/z 128.10 19.16%
5000
115
128
0% "'lgz'??'ﬁ?'ﬁ?'zﬁ'§9'ﬁog'ﬂ'|JL"W"%‘|""|""|"" LN PR BRI UL
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 unknown-03 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.29 3.57 ng/ul 216633 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(But-3-enyl)-cyclohexanone 152 C10H160 003636-03-1 18
2 1-Hexacosanol 382 C26H540 000506-52-5 18
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 15
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 15
5 1-Tetracosanol 354 C24H500 000506-51-4 14

Abundance Scan 1990 (14.292 min): BM005561.D (-1986) (-) m/z 57.10 100.00%
97
14,00 14,20 14.40 14.60
o m/z 97.10 89.11%
m/z--> 50 100 150 200 250 300 350
Abundance #24009: 3-(But-3-enyl)-cyclohexanone
7
67
5000 LI B UL IS B
14.00 14.20 14.40 14.60
m/z 55.10 84 .18%
. 17 152
m/z--> s 100 150 200 250 300 350
Abundance
43
14,00 14,20 14.40 14.60
5000 83 m/z 43.10 74 _.02%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester L LRSS
4 14.00 14.20 14.40 14.60
69 m/z 41.10 66.14%
97
5000
125
04 \ \LH L I 15;3 196 224
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 18
R.T. EstConc Area Relative to ISTD R.T.
14 .86 3.41 ng/ul 206931 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 72
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 58
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 58
4 Heptadecane 240 C17H36 000629-78-7 58
5 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 53
Abundance Scan 2087 (14.863 min): BM005561.D (-2082) (-) m/z 57.10 100.00%
57
43 7
5000 85
09 11 "5 1480 1500 1530
151 167 183 : : . .
S B— v U ol s SO L2 m/z 43.10 74.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36157: Dodecane
43 57
71
5000 L S SR B IR
85 14.60 14.80 15.00 15.20
29 m/z 71.10 67.33%
I ‘ 98 113127147 170
o...,....‘,....,..“..,:...”,..:‘.,....,.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
3 7 ' 14.60 14.80 15.00 1520
5000 P m/z 85.10 50.89%
29
113 169
oL15 127 149 248
wwwmﬁwwﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99478: Tridecane, 7-hexyl- R B A B
43 57 14.60 14.80 15.00 15.20
m/z 41.10 35.39%
29 71
5000 85
182
99
o i I 1}3127141154168 H 197211225240 _ 266
m/z--> 20 40 6|O 8|0 100 120 140 160 180 200 220 240 260 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Cyclicl4.98 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.98 6.82 ng/ul 413731 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 64
2 n-Nonylcyclohexane 210 C15H30 002883-02-5 53
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 52
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 50
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 50

Abundance Scan 2107 (14.981 min): BM005561.D (-2102) (-) m/z 83.10 100.00%

5000

97 L e e e )
111155133 145 161 176 197 210 14.60 14.80 15.00 15.20

0 m/z 55.10 71.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44142: Heptylcyclohexane
83
55
5000 [Trrr[rrrr[rrrryrrrrrm
M 14.60 14.80 15.00 15.20
67 m/z 82.10 65.01%
o 97 111 182
0.“...ﬂ..”,.ﬂ.uﬂu.w,.m.,...w....,.”.,...w....,”
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
83
A B
55 14.60 14.80 15.00 15.20
5000 m/z 41.10 41._.82%
41
67
29
. 9 111 126 139 153 167 182 210
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53644: Cyclohexane, octyl- R EEEREREREE S
83 14.60 14.80 15.00 15.20
55 m/z 57.10 41 _.35%
5000
41
0 A M | 97 112125139 168 19
w"'w"'w"'w"'w"'w"""""""'w"'w" A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.71 17.17 ng/ul 1041630 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Heptadecane, 4-propyl- 282 C20H42 055044-10-5 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 62
Abundance Scan 2231 (15.710 min): BM005561.D (-2226) (-) m/z 57.10 100.00%
57
5000
85
| | 113 141 169100011 239 15.40 15.60 15.80 16.00
obdb b L f L P01 289 Tm/z 71.10  54.41%
m/z--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
5000 AR I NN IR
15.40 15.60 15.80 16.00
29 85 m/z 43.10 45.75%
113
ol .“- [ e S S VS N
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.40 15.60 15.80 16,00
5000 m/z 85.10 26.58%
85
0 29 113 141 160 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #107663: Heptadecane, 4-propyl- wT/-\T/-\- TT T T[T T[]
57 15.40 15.60 15.80 16.00
m/z 41.10 23.66%
5000
29 85
239
0 ‘ ! } J L’ \i 1:!'3.141 169 211 I
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Cyclicl5.92 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.60 ng/ul 135763 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Amylcyclohexane 154 C11H22 029949-27-7 80
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 80
3 n-Nonylcyclohexane 210 C15H30 002883-02-5 80
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 80
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
Abundance Scan 2267 (15.922 min): BM005561.D (-2263) (-) m/z 83.10 100.00%
83
55
5000
41
Tl 169 1560 15.80 16.00 16.20
125 198 224 : : :
0 IN—T - ,.|:|'..-, 14014 1181 m/z 82.10 68.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25829: n-Amylcyclohexane
55 83
5000 a1 U AR SULL AN IR
15.60 15.80 16.00 16.20
29 67 154 m/z 55.10 57.42%
ob1s Il I L 9 s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83
55 U R SRR SR B
15.60 15.80 16.00 16.20
5000 m/z 41.10 29.17%
41
- 67
o 97 109 125 140153 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63052: n-Nonylcyclohexane e A REEEE RS
83 15.60 15.80 16.00 16.20
m/z 67.05 20.03%
55
e 4~”/\Vuv“w»fﬁj\“~ﬁv“w/\\whvﬂﬁ
0 : “‘\ ! H I % 111126139 153167 182 210
m/z--> 20 40 60 80 @Jmlhl&lmzﬁzh ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.19 43.01 ng/ul 2248710 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 5-propyl- 226 C16H34 055045-11-9 90
2 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80

Abundance Scan 2313 (16.192 min): BM005561.D (-2306) (-) m/z 57.10 100.00%
57 4
5000
85
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r

99 113 15.80 16.00 16.20 16.40 16.60

m/z 71.10 80.64%

o 127141155 170183197 211 205 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #73971: Tridecane, 5-propyl-
57
43 71 A
5000 LI L L L L L LB L BB
o 1580 16.00 16.20 16.40 16.60
> m/z 43.10 55.70%
99 112
ol 30 | \‘ i ‘ 7 127141154168183197 226
.
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71 IIIIIIIIIIIIIIIIIIIIIII
15.80 16.00 16.20 16.40 16.60
5000 43 m/z 85.10 31.25%
85 112 183
o 99 | 127141155 149 197211225239253268
e A s S et A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64587: Dodecane, 2,7,10-trimethyl- T ARREEaES
57 15.80 16.00 16.20 16.40 16.60
71 m/z 41.10 25.75%
43
5000
o Ly ‘ 99 113127 141 155 169183197
. e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.01 21.40 ng/ul 1118860 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 2452 (17.010 min): BM005561.D (-2447) (-) m/z 57.10 100.00%

57
5000 85

16.60 16.80 17.00 17.20 17.40

3 | 14109 183
Obrrrrrrebrh bt g 189 7 207225 283 Cnsz 71.10  82.39%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82607: Heptadecane
57
5000 | NI LI L L LB L L
85 16.60 16.80 17.00 17.20 17.40
29 m/z 43.10 49.81%
0 h | 1}3 ‘\ 141 169 196 240
e LA AN
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
o —
16.60 16.80 17.00 17.20 17.40
5000 o m/z 85.10 45.70%
29

113 141 169 197 225 253 281 309 338

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82606: Heptadecane T T T T
57 16.60 16.80 17.00 17.20 17.40
m/z 41.10 26.06%
5000 85 wiM
29
0 || M8 141 169 197 240
T T T e T e s N M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16. 60 16. 80 17. 00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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 10
R.T. EstConc Area Relative to ISTD R.T.
17.61 5.27 ng/ul 275392 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tetratriacontane 479 C34H70 014167-59-0 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2554 (17.610 min): BM005561.D (-2550) (-) m/z 57.10 100.00%
57
5000 5 J\/\\,Wf\\/\/w
113 145 179 17.20 17.40 17.60 17.80 18.00
3 210 : : : : :
o...'.,.l'.-'.‘-!.lll1'-.-111' N m/z 71.10 86.11%
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57
5000 85 U I BUMLI SN
17.20 17.40 17.60 17.80 18.00
m/z 43.10 70.66%
0 2\9 Al \‘\ i \\‘ 1}3 \‘ 14\'1 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance
57
17.20 17.40 17.60 17.80 18.00
5000 a5 m/z 85.10 50.37%
113
o 29 141 169 197 225 253 295 366 x*Ady\NNU\JMN/\NA(A\/VWAJ\J\
m/z--> 50 100 150 200 250 300 350
Abundance #82606: Heptadecane A B o
57 17.20 17.40 17.60 17.80 18.00
m/z 41.10 25.01%
5000 85
29
m/z--> 50 100 150 ﬁ 250 300 350 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
19.77 2.22 ng/ul 138032 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 89
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 80
3 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 72
Abundance Scan 2921 (19.768 min): BM005561.D (-2917) (-) m/z 57.10 100.00%
g7
5000
113 220 LN BUNRIGN SURE
3 141 174 197 239 273 19.40 19.60 19.80 20.00
Obrrrprerefe m/z 71.10 80.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64575: Pentadecane
57
5000 85 LU RS
19.40 19.60 19.80 20.00
29 m/z 85.10 52.69%
0 | ‘ H I \ 113 . 141 169 212
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
19.40 19.60 19.80 20.00
5000 85 m/z 43.10 52.00%
0 39 M3 141 165182 511 5p 281 308 337
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151357: Octadecane, 1-iodo- L BT o e
57 19.40 19.60 19.80 20.00
m/z 55.10 27 .34%
5000 85
29
0 I LM 1315 183 o 253
m/z--> i&eb%mmm@mmmmnmmmmm&mmo 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05561.D

Acq On : 21 May 2016 21:34

Operator : UM/SJ

Sample - H3086-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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]
(DEL) Alkane: Cyc... 6.10 2.7 ng/ul 105894 1 7.82 781440 20.0
(DEL) Alkane: Cyc... 6.46 2.1 ng/ul 83860 1 7.82 781440 20.0
(DEL) Alkane: Str... 6.49 3.1 ng/ul 120708 1 7.82 781440 20.0
Benzene, 1,2,3-tr... 7.47 2.1 ng/ul 84082 1 7.82 781440 20.0
(DEL) Alkane: Cyc... 7.75 3.7 ng/ul 143449 1 7.82 781440 20.0
unknown-01 8.00 2.2 ng/ul 85135 1 7.82 781440 20.0
(DEL) Alkane: Cyc... 8.10 2.6 ng/ul 100503 1 7.82 781440 20.0
(DEL) Alkane: Str... 8.35 3.5 ng/ul 136365 1 7.82 781440 20.0
(DEL) Alkane: Bra... 8.65 3.3 ng/ul 128633 1 7.82 781440 20.0
unknown-02 8.81 2.4 ng/ul 94198 1 7.82 781440 20.0
1-Allyl-1-but-3-e... 8.92 6.5 ng/ul 254936 1 7.82 781440 20.0
(DEL) Alkane: Cyc... 9.13 2.4 ng/ul 92969 1 7.82 781440 20.0
(DEL) Alkane: Cyc... 9.17 3.5 ng/ul 135357 1 7.82 781440 20.0
(DEL) Alkane: Bra... 9.53 4.4 ng/ul 235711 2 10.61 1067930 20.0
(DEL) Alkane: Bra... 9.79 5.7 ng/ul 305536 2 10.61 1067930 20.0
(DEL) Alkane: Str... 9.96 2.3 ng/ul 122536 2 10.61 1067930 20.0
(DEL) Alkane: Cyc... 11.31 8.4 ng/ul 450735 2 10.61 1067930 20.0
(DEL) Alkane: Str... 11.44 3.1 ng/ul 166662 2 10.61 1067930 20.0
(DEL) Alkane: Str... 11.63 11.6 ng/ul 621487 2 10.61 1067930 20.0
(DEL) Alkane: Cyc... 11.89 3.0 ng/ul 158633 2 10.61 1067930 20.0
(DEL) Alkane: Bra... 12.41 2.1 ng/ul 110982 2 10.61 1067930 20.0
1,4-Methanonaphth... 12.49 2.7 ng/ul 145042 2 10.61 1067930 20.0
(DEL) Alkane: Bra... 12.66 3.2 ng/ul 195669 3 14.45 1213640 20.0
(DEL) Alkane: Cyc... 12.73 4.6 ng/ul 276498 3 14.45 1213640 20.0
(DEL) Alkane: Str... 12.99 11.6 ng/ul 706485 3 14.45 1213640 20.0
Naphthalene, 1,3-... 13.77 2.4 ng/ul 147903 3 14.45 1213640 20.0
unknown-03 14.29 3.6 ng/ul 216633 3 14.45 1213640 20.0
(DEL) Alkane: Str... 14.86 3.4 ng/ul 206931 3 14.45 1213640 20.0
(DEL) Alkane: Cyc... 14.98 6.8 ng/ul 413731 3 14.45 1213640 20.0
(DEL) Alkane: Str... 15.71 17.2 ng/ul 1041630 3 14.45 1213640 20.0
(DEL) Alkane: Cyc... 15.92 2.6 ng/ul 135763 4 17.19 1045690 20.0
(DEL) Alkane: Str... 16.19 43.0 ng/ul 2248710 4 17.19 1045690 20.0
(DEL) Alkane: Str... 17.01 21.4 ng/ul 1118860 4 17.19 1045690 20.0
(DEL) Alkane: Str... 17.61 5.3 ng/ul 275392 4 17.19 1045690 20.0
(DEL) Alkane: Str... 19.77 2.2 ng/ul 138032 5 21.36 1240930 20.0
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