LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BM0O07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 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-BM102016.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 4.710 352 361 368 rBv 2087124 3384101 14.25% 0.811%
2 4.805 373 377 383 rBY 973562 1509487 6.35% 0.362%
3 4.969 399 405 410 rBV2 1990119 3527927 14.85% 0.845%
4 5.087 419 425 429 rVB 582997 990577 4.17% 0.237%
5 5.204 440 445 453 rVB2 1568461 2963594 12.48% 0.710%
6 5.446 481 486 496 rVB4 592638 1381194 5.81% 0.331%
7 5.563 496 506 511 rBv2 1138905 2275715 9.58% 0.545%
8 5.634 511 518 522 rBV3 1219444 2385316 10.04% 0.572%
9 5.710 526 531 535 rBvV2 1592588 2567354 10.81% 0.615%
10 5.775 538 542 548 rVB 1239169 2164277 9.11% 0.519%

11 5.846 548 554 562 rVB 1418687 2399702 10.10% 0.575%
12 5.928 562 568 576 rBv3 788901 1682129 7.08% 0.403%
13 6.022 576 584 591 rBV3 3415688 8495078 35.76% 2.035%
14 6.140 597 604 614 rVvB2 2539055 5716467 24.07% 1.370%
15 6.234 614 620 627 rBv4 3104283 7925733 33.37% 1.899%

16 6.304 627 632 637 rVV 10860107 17568412 73.96% 4_.209%
17 6.351 637 640 642 rvv2 1273615 1841210 7.75% 0.441%
18 6.416 642 651 657 rvv2 5856002 13664865 57.53% 3.274%
19 6.499 661 665 670 rvv2 1867770 3089334 13.01% 0.740%
20 6.563 671 676 681 rVB3 2229674 4114970 17.32% 0.986%

21 6.622 681 686 695 rBv4 1537217 3526540 14.85% 0.845%
22 6.699 695 699 702 rBvV 694454 1040318 4._.38% 0.249%
23 6.834 717 722 725 rBv4 1519381 2415730 10.17% 0.579%
24 6.881 725 730 745 rVB5 5223218 13787888 58.05% 3.304%
25 7.069 756 762 767 rVB5 2173766 4389446 18.48% 1.052%

26 7.122 767 771 774 rBV3 1913635 2673670 11.26% 0.641%
27 7.157 774 777 780 rBv3 922119 1207597 5.08% 0.289%
28 7.240 786 791 793 rBV2 947653 1521812 6.41% 0.365%
29 7.387 812 816 818 rBV 1085546 1595373 6.72% 0.382%
30 7.416 818 821 824 rvv3 1355882 2399404 10.10% 0.575%

31 7.457 824 828 833 rvv3 2529759 4864427 20.48% 1.166%
32 7.504 833 836 838 rvv 745570 1000263 4.21% 0.240%
33 7.546 838 843 853 rVvV5 1865454 5846602 24.61% 1.401%
34 7.651 853 861 866 rvv4 3326159 10004668 42.12% 2.397%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BM0O07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 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-BM102016.M
SVOA CALIBRATION

35 7.716 866 872 881 rVB 13336066 23752802 100.00% 5.691%

36 7.804 881 887 892 rVB2 3478950 7004219 29.49% 1.678%
37 7.875 892 899 901 rBV3 1590235 3687553 15.52% 0.884%
38 7.922 901 907 911 rVvVv3 5262129 9254819 38.96% 2.217%
39 7.993 915 919 926 rVVv3 5185504 9115958 38.38% 2.184%
40 8.081 930 934 941 rVB3 2834526 5173527 21.78% 1.240%

41 8.169 941 949 956 rBV5 1758229 4267230 17.97% 1.022%
42 8.257 957 964 966 rBv4 2815110 4833451 20.35% 1.158%
43 8.287 966 969 973 rVB 2612311 3468213 14.60% 0.831%
44 8.393 979 987 990 rBV3 1966135 3554005 14.96% 0.852%
45 8.492 1000 1004 1011 rBV4 1641291 3328485 14.01% 0.798%

46 8.563 1012 1016 1019 rBV 2092426 3672570 15.46% 0.880%
47 8.710 1037 1041 1045 rBv4 705868 1456984 6.13% 0.349%
48 8.804 1051 1057 1058 rBV3 2880846 4511538 18.99% 1.081%
49 8.904 1070 1074 1075 rBv2 803821 1087012 4._.58% 0.260%
50 8.987 1085 1088 1092 rVB3 1893926 2796776 11.77% 0.670%

51 9.040 1092 1097 1099 rBV3 3384705 5501670 23.16% 1.318%
52 9.204 1111 1125 1130 rBV3 3647960 11958107 50.34% 2.865%
53 9.369 1148 1153 1160 rBV2 5024826 9186388 38.67% 2.201%
54 9.445 1160 1166 1170 rVV3 2915265 5620594 23.66% 1.347%
55 9.487 1170 1173 1177 rVB 1349562 1881948 7.92% 0.451%

56 9.598 1188 1192 1198 rVB3 2056322 3771779 15.88% 0.904%
57 9.698 1204 1209 1217 rBV2 3608168 5940463 25.01% 1.423%
58 9.775 1218 1222 1225 rBV 2486125 4348207 18.31% 1.042%
59 9.863 1230 1237 1243 rVB3 3104118 5996245 25.24% 1.437%
60 9.945 1247 1251 1260 rVB5 1099298 3257428 13.71% 0.780%

61 10.051 1265 1269 1273 rVB 2337231 3237615 13.63% 0.776%
62 10.104 1273 1278 1283 rBV4 1284036 3070172 12.93% 0.736%
63 10.298 1308 1311 1316 rVB2 1009502 1444504 6.08% 0.346%
64 10.381 1320 1325 1337 rBV8 1624937 5369865 22.61% 1.287%
65 10.481 1338 1342 1344 rBV3 914527 1398789 5.89% 0.335%

66 10.586 1357 1360 1364 rVV 836786 1164751 4_90% 0.279%
67 10.639 1364 1369 1371 rVV3 1806400 3344729 14.08% 0.801%
68 10.681 1371 1376 1381 rVV 9405147 15712094 66.15% 3.765%
69 10.739 1382 1386 1393 rVV3 1716277 3955980 16.65% 0.948%
70 10.798 1393 1396 1402 rVB5 1443922 2556195 10.76% 0.612%

71 10.910 1409 1415 1420 rBV4 587429 1849796 7.79% 0.443%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BM0O07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 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-BM102016.M

= SVOA CALIBRATION

72 11.004 1427 1431 1436 rVB4 1780551 2857157 12.03% 0.685%
73 11.063 1438 1441 1449 rVB3 980806 1912087 8.05% 0.458%
74 11.175 1456 1460 1461 rBV2 1099012 1406510 5.92% 0.337%
75 11.275 1474 1477 1484 rVB4 1134318 1911357 8.05% 0.458%

76 11.345 1484 1489 1496 rBV3 1869933 3097956 13.04% 0.742%
77 11.428 1499 1503 1510 rVB7 1124862 2752136 11.59% 0.659%
78 11.539 1516 1522 1526 rBV 4831878 8439125 35.53% 2.022%
79 11.798 1559 1566 1571 rBV5 1172148 2437787 10.26% 0.584%
80 12.157 1624 1627 1634 rVB 1776163 2778537 11.70% 0.666%

81 12.575 1693 1698 1701 rBV3 745634 1099722 4.63% 0.263%
82 12.633 1702 1708 1713 rVV3 520035 1229548 5.18% 0.295%
83 12.898 1748 1753 1759 rVB 2190570 3338796 14.06% 0.800%
84 13.786 1897 1904 1908 rBV 1868985 2795415 11.77% 0.670%
85 13.833 1908 1912 1919 rVV2 2494037 4419425 18.61% 1.059%

86 14.063 1946 1951 1961 rBV 2179573 3194528 13.45% 0.765%
87 14.374 1999 2004 2010 rVB 1579630 2416406 10.17% 0.579%
88 14.592 2036 2041 2054 rBV2 586432 1101348 4.64% 0.264%
89 15.369 2167 2173 2178 rBV 2739253 3849294 16.21% 0.922%
90 15.504 2191 2196 2206 rVB 600857 1008575 4._.25% 0.242%

91 15.621 2210 2216 2222 rVB 586413 1019134 4._.29% 0.244%
92 16.104 2291 2298 2303 rBV 1017335 1642929 6.92% 0.394%
93 16.927 2433 2438 2448 rVB 1096736 1970118 8.29% 0.472%
94 17.121 2466 2471 2476 rBV 1892001 2873640 12.10% 0.689%
95 17.221 2482 2488 2492 rBV 2605650 3907671 16.45% 0.936%

96 19.180 2818 2821 2827 rVB 1304584 1711202 7.20% 0.410%
97 19.521 2874 2879 2882 rBV 3344189 5154563 21.70% 1.235%
98 21.309 3180 3183 3188 rVB 2101616 2590601 10.91% 0.621%
99 23.421 3536 3542 3548 rBV 2355050 4265869 17.96% 1.022%
100 23.562 3561 3566 3572 rVB 1458862 2719381 11.45% 0.652%

Sum of corrected areas: 417354458
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM007841.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 54

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

4.71 2.85 ng/ul 3384100 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 94
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 91
3 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59
4 Nonane 128 C9H20 000111-84-2 58
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 53

Abundance Scan 361 (4.710 min): BM007841.D (-352) (-) m/z 43.10 100.00%

57

5000

4.40 4.60 4.80 5.00
m/z 57.05 78.65%

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

Abundance #12681: Heptane, 2,6-dimethyl-
43
5000 57
4.40 4.60 4.80 5.00
27 7185 m/z 71.10 57.52%
113
L % etz
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 440 4.60 4.80 5.00
5000 m/z 41.10 44 .40%
71
29 85
99113128
ﬁwwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38356: Octane, 3-ethyl-2,7-dimethyl-
43 4.40 4.60 4.80 5.00
57 m/z 85.10 26.88%
5000 &
85
29
e e R e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 2 (DEL) Alkane: Cyclic4.97 Concentration Rank 51

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

4.97 2.97 ng/ul 3527930 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 78
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 59
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59

Abundance Scan 405 (4.969 min): BM007841.D (-399) (-) m/z 111.10 100.00%
111
55
5000 a1
83
o7 460 4.80 5.00 520 5.40
e 2228 sz 69.10  92.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 41 9
4.60 4.80 5.00 5.20 5.40
97 83 m/z 55.10 56.32%
.}?,.ht JN..nb,.ul.,‘a.??,..l.,%2?..,....,. SN —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
111
69
4.60 4.80 5.00 5.20 5.40
5000 41 m/z 41.10 36.26%
83
27
95 126
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
9 111 4.60 4.80 5.00 5.20 5.40
a 55 m/z 56.10 26 .58%
5000 7
126
1? \‘ H \L \‘ ?ﬁ %7
| mh il ul L
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 3 (DEL) Alkane: Cyclic5.20 Concentration Rank 56

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

5.20 2.50 ng/ul 2963590 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 93
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 87
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 76
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 76
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 76

Abundance Scan 444 (5.199 min): BM007841.D (-440) (-) m/z 111.10 100.00%
69 111
55
5000
41
126
| | | 84 97 | 208 4.80 500 520 5.40 5.60
SRS NS S S S T S M —L m/z 69.10 96.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
5000 41
126 4.80 500 520 5.40 5.60
. m/z 55.10 55.17%
84
..:.I'L.lil.‘.‘..‘ﬁ“..‘.‘.‘l.“.“..“l“‘l..9.‘7|..l.|.‘...|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69 111
55 480 500 520 540 560
5000 41 m/z 41.10 28.05%
27 126
15 83 g7
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,... B BR AN R LR S
69 111 4.80 500 520 5.40 5.60
m/z 126.15 19.43%
5000 55
4l 126
28
"}?I'W"hh"ﬁyl'hh' ﬁ?'??l"l'l' N AL S WL S
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 4 (DEL) Alkane: Cyclic5.63 Concentration Rank 62

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

5.63 2.01 ng/ul 2385320 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 93
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 83
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 80
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 72
5 Imidazole, 2-acetamido- 125 C5H7N30 052737-49-2 47

Abundance Scan 517 (5.628 min): BM007841.D (-511) (-) m/z 69.10 100.00%
69
55 83
125
5000 41
97
| 111 138 007 520 5.40 5.60 5.80 6.00
S T o MM L m/z 55.10 79.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11576: 2,2-Dimethyl-3-heptene trans
69
55 83
5000 41
520 5.40 5.60 5.80 6.00
126 m/z 83.05 71.44%
29 111
"}?Pm"b”JHIJA'W"ﬁi"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69 125
83
41 520 540 5.60 5.80 6.00
5000 5 m/z 125.20 58.55%
27
15 97 109 140
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18063: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
6 125 520 5.40 5.60 5.80 6.00
m/z 41.10 48.35%
41 83
5000 55
27
T .----.----.----.---?7 '}}?IJ"}?Q" S S S R R LU IR
m/z--> 20 40 60 80 100 120 140 160 180 200 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Cyclic5.71 Concentration Rank 58

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

5.71 2.16 ng/ul 2567350 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 94
2 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 87
3 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
4 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 87
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 87

Abundance Scan 531 (5.710 min): BM007841.D (-526) (-) m/z 97.10 100.00%
o7
55
5000
41 69
| | 8 | 12|6 20 5.40 5.60 580 6.00
el e 207 Tm/z 55.10  75.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000
5.40 5.60 5.80 6.00
41 69 126 m/z 69.10 22.08%
27 81
|||U||‘|‘”|||Hl‘||‘|“|||||||‘||]|-1|1|||‘|||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
5.40 5.60 5.80 6.00
5000 m/z 41.10 21.16%
41
69 126
29 81
111
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis- R EEREE TS SR S
55 97 5.40 5.60 5.80 6.00
m/z 126.20 13 .55%
5000 41
27
“ 69 o1 126
'|'w"M'“MW'J“'|"”H'%%{|""|"”|""|"'w""
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:40 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 6 (DEL) Alkane: Cyclic5.85 Concentration Rank 60

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

5.85 2.02 ng/ul 2399700 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 62
2 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 52
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 49
4 3-Hexene, 2-methyl-, (2)- 98 C7H14 015840-60-5 49
5 (S)-3-Ethyl-4-methylpentanol 130 C8H180 1000144-07-1 47

Abundance Scan 555 (5.851 min): BM007841.D (-548) (-) m/z 69.10 100.00%
69
55
81
5000 a1 11
i T Tk oh e
124 140 : : : :
...,....|,“..'.|- i —C m/z 55.10 62.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3385: Cyclopropane, 1,1-diethyl-
4 69
55
5000 ISE0 8H0 600 620
27 ‘ o %8 m/z 81.10 49.18%
'}?Iwt'lh'w'ﬁ"'l""P"'I"'W""I"'W""I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69
55
41 5.60 5.80 6.00 6.20
5000 m/z 70.10 41.36%
84
29
112 125 140
miz--> 20 40 60 80 100 120 140 160 180
Abundance #6735: 1-Hexene, 3,3—dimethy|— LI L L L Y L L B
69 5.60 5.80 6.00 6.20
m/z 41.10 39.67%
41 55
5000
83
27 97 112
'}?Iﬂ“'““'“Jl“h'll"JI”l'I""I”"I""P"'I
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:41 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Cyclic6.02 Concentration Rank 36

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

6.02 7.15 ng/ul 8495080 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 72
2 1-Octene, 6-methyl- 126 C9H18 013151-10-5 62
3 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 52
4 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 52
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 49

Abundance Scan 584 (6.022 min): BM007841.D (-576) (-) m/z 97.05 100.00%
55 g7
5000 43 69
‘ 8 125
111 5.60 5.80 6.00 6.20 6.40
..,....,....,....|i!...,.':.:,...':!'..7.7,'.|.'|..,..H',....,'....,..U.,....1,‘.‘.2..,. m/z 55.10 92.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41 SRR SRS A R
112 5.60 5.80 6.00 6.20 6.40
27 69 m/z 57.10 65.38%
83
“I}?I“jm”'hj“W“”H'“JL“'ﬁH“P'MI”'W“'W'“W'“'P”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55
41 0 5.60 5.80 6.00 6.20 6.40
5000 29 o7 m/z 43.10 48.30%
83
111 126
mﬁmﬁﬂmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97 5.60 5.80 6.00 6.20 6.40
m/z 41.10 48.13%
5000
41 69
29 126
"P"'I”'h“"”hw"W'h“'P"Jk'”'?%'”I"l“"'}}%"I'J'I"'W""P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:42 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Cyclic6.14 Concentration Rank 40

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

6.14 4.81 ng/ul 5716470 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecene, 4,5-dimethyl-, [R*,S... 182 C13H26 055170-93-9 59
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
4 Nonane, 4-methyl- 142 C10H22 017301-94-9 53
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 47

Abundance Scan 604 (6.140 min): BM007841.D (-597) (-) m/z 57.10 100.00%
g7
43

5000

97 580 6.00 6.20 6.40

111125 142

0! m/z 43.10 65.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47301: 2-Undecene, 4,5-dimethyl-, [R*,S*-(2)]-
1 57
1
5000
580 6.00 6.20 6.40
112 m/z 71.10 46.26%
98 140
\ [ 182
“w'“w'“"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 5.80 6.00 6.20 6.40
5000 71 m/z 70.10 38.67%

29
85 9 113128
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #12734: Pentane, 2,2,3,3-tetramethyl- 1
57 5.80 6.00 6.20 6.40
m/z 41.10 38.46%
5000 8n
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.80 6.00 6.20 6.40

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:42 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 9 Sulfurous acid, hexyl penta... Concentration Rank 37

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

6.23 6.67 ng/ul 7925730 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 50
2 Nonadecane 268 C19H40 000629-92-5 43
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 43
4 Decane, 2-methyl- 156 C11H24 006975-98-0 38
5 Tetradecane 198 C14H30 000629-59-4 38

Abundance Scan 619 (6.228 min): BM007841.D (-614) (-) m/z 57.10 100.00%
5000
5.80 6.00 6.20 6.40 6.60
ey m/z 43.10 67.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #200446: Sulfurous acid, hexyl pentadecy! ester
43 8
5000 71
5.80 6.00 6.20 6.40 6.60
25 m/z 71.10 53.71%
Ll ‘ | 99118127141 155169182 211 263
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260
Abundance
57
5.80 6.00 6.20 6.40 6.60
5000 85 m/z 41.10 45.30%
29 99
113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19171: Nonane, 3-methyl-
57 5.80 6.00 6.20 6.40 6.60
m/z 55.10 30.59%
43 -
5000
29
J Aol 8598 112 127 142
m/z--> 20 40 60 8|O 100 150 140 160 180 200 220 240 260 580 6.00 620 640 6.60

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:43 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 26

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

6.30 14.79 ng/ul 17568400 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 90
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 90
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 83

Abundance Scan 631 (6.299 min): BM007841.D (-627) (-) m/z 57.10 100.00%
57
71
5000 43
85 4, 18 6.00 6.20 6.40 6.60
97 - - - -
o A 122 142209 Tz 71.10 0 72.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
6.00 6.20 6.40 6.60
m/z 43.10 48.05%
29 ‘ 85 113
15 \‘ LI [[l il | 97 \‘ 127 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
71 6.00 6.20 6.40 6.60
5000 43 m/z 41.10 40.08%
29
112
15 85 og 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19170: Nonane, 3-methyl-
57 6.00 6.20 6.40 6.60
43 m/z 56.10 31.25%
71
5000 29
113
]75 ‘\ M “\ il ?\5 98 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:44 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 28

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

6.42 11.51 ng/ul 13664900 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 72
2 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 53
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 52
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 47
5 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 47

Abundance Scan 652 (6.422 min): BM007841.D (-642) (-) m/z 57.10 100.00%
g7
5000 43 98
9 g5 6.00 6.20 6.40 6.60 6.80
125 - - : - -
ol b BB M2 207 Tn/z 43.10  35.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57
5000 43
6.00 6.20 6.40 6.60 6.80
98 m/z 98.10 35.33%
29 ‘ 1 g
T 'I'U"H“"k‘l"k'IJ"'LI'}}?I""%4?"'I""I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
6.00 6.20 6.40 6.60 6.80
5000 43 m/z 41.10 28.51%
27 98
15 6 g5 113 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19220: Heptane, 3-ethyl-2-methyl-
57 6.00 6.20 6.40 6.60 6.80
43 m/z 56.10 17.92%
5000
27 98
71
15 H Ll H\ I 8\5 ‘\ 113 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:45 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 12 (DEL) Alkane: Cyclic6.50 Concentration Rank 55

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

6.50 2.60 ng/ul 3089330 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 81
2 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 62
3 Cyclooctane, 1,2-dimethyl- 140 C10H20 013151-94-5 60
4 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 49
5 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 46

Abundance Scan 665 (6.499 min): BM007841.D (-661) (-) m/z 69.10 100.00%
69
55 111

5000

6.20 6.40 6.60 6.80
m/z 55.10 77.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18050: Cyclohexane, 1-ethyl-2,3-dimethyl-
69

111
55

5000 R B
a1 6.20 6.40 6.60 6.80

m/z 111.10 70.59%

83 140
| 97 125

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

Abundance
69
41 g5
6.20 6.40 6.60 6.80
5000 m/z 56.10 45.60%
27 83 125
97 111 140
vwwﬁmwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18010: Cyclooctane, 1,2-dimethyl-
5 6.20 6.40 6.60 6.80
41 69 m/z 41.10 39.09%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:45 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 13 (DEL) Alkane: Cyclic6.56 Concentration Rank 47

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

6.56 3.46 ng/ul 4114970 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 53
2 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 38
3 cis-2,6-Dimethyl-2,6-octadiene 138 C10H18 002492-22-0 38
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 38
5 1-Hexyn-3-ol, 3-methyl- 112 C7H120 004339-05-3 35

Abundance Scan 675 (6.557 min): BM007841.D (-671) (-) m/z 69.10 100.00%
69
55 125
5000 95
41 81
‘ b 620 640 660 680
..,....,....,....|,.'|...,...||.,‘3.2].||,'...'.',:!'.. '|',1.°.3..|| ..,.|.!.,..1.?f‘...., m/z 125.20  58.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69
125
83
5000 55
41 6.20 6.40 6.60 6.80
m/z 55.10 56.04%
s 2 97 100 | 140
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
41 R U SN
6.20 6.40 6.60 6.80
5000 m/z 95.10 45.74%
27 95
53 61 81 109 123 138
mﬁrmmmmmﬁwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16917: cis-2,6-Dimethyl-2,6-octadiene s B
69 6.20 6.40 6.60 6.80
m/z 41.10 38.45%
41
5000
95
G| R R N - A
m/z--> 10 20 30 45 50 60 70 éo 90 100 110 120 130 150 ' 620 640 6.60 6.80

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:46 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 52

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

6.62 2.97 ng/ul 3526540 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 50
2 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 47
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 47
4 Octane, 4-ethyl- 142 C10H22 015869-86-0 46
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 46

Abundance Scan 686 (6.622 min): BM007841.D (-681) (-) m/z 57.10 100.00%
43
5000
6.20 6.40 6.60 6.80 7.00
o . m/z 43.10 77 .50%

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

Abundance #38355: Octane, 3,4,5,6-tetramethyl-
43 57
5000 &
29 85 6.20 6.40 6.60 6.80 7.00
m/z 41.10 42 .08%
113
|l L 997" 139 168
R R A B o e e e R E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
L R Bwa R
6.20 6.40 6.60 6.80 7.00
5000 71 m/z 71.10 41 .55%
84
29 57 111 142
Wﬁwﬁwﬁwﬁmﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #38325: Undecane, 5-methyl- /\, MR
43 6.20 6.40 6.60 6.80 7.00
57 m/z 85.10 33.51%
5000 71
85
29 112
DA 126141155170

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:47 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 15 (DEL) Alkane: Cyclic6.83 Concentration Rank 59

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

6.83 2.03 ng/ul 2415730 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 87
2 Cyclooctane, butyl- 168 C12H24 016538-93-5 78
3 1,3-Dimethyl-5-n-decylcyclohexane 252 C18H36 086710-36-3 72
4 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 38
5 3,4-Diethyl-3-hexene 140 C10H20 000868-46-2 35

Abundance Scan 721 (6.828 min): BM007841.D (-717) (-) m/z 69.10 100.00%
9 111
55
5000
41
95 oI
26140 28 6.40 6.60 6.80 7.00 7.20
L ! m/z 111.10 81.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18049: Cyclohexane, 2-ethyl-1,3-dimethyl-
69
55
111
5000
41 6.40 6.60 6.80 7.00 7.20
63 m/z 55.10 54 _.86%
97
o) 125140

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

Abundance
69
111 R RRE e A RARER R
55 6.40 6.60 6.80 7.00 7.20
5000 m/z 41.10 35.13%
41
27 83 97
ﬁmﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104200: 1,3-Dimethyl-5-n-decylcyclohexane B
69 111 6.40 6.60 6.80 7.00 7.20
m/z 95.10 24.36%
55
5000
4
95
140
125 252
Rl EAamEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00 7.20

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:48 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 16 (DEL) Alkane: Cyclic7.42 Concentration Rank 61

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

7.42 2.02 ng/ul 2399400 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 47
2 2-Butenoic acid, 3,7-dimethyl-6-... 224 C14H2402 068039-38-3 45
3 Cyclohexane, l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 43
4 Methoxyacetic acid, 2-ethylcyclo... 200 C11H2003 1000282-69-7 38
5 3,4-Diethyl-3-hexene 140 C10H20 000868-46-2 38

Abundance Scan 822 (7.422 min): BM007841.D (-818) (-) m/z 69.10 100.00%
6o
95 111
5000
41
56 82 124 T‘l‘o 152 7.00 7.20 7.40 7.60 7.80
L e m/z 111.10 60.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18035: 2-Hexene, 4-ethyl-2,3-dimethyl-
69
4 55 111
5000 S L I SR
7.00 7.20 7.40 7.60 7.80
m/z 95.10 59.99Y%
H 83 140
||||||||||||||||||||9|5||||||1|2§||||||||||||||||
m/z--> 80 100 120 140 160 180
Abundance
41 69
7.00 7.20 7.40 7.60 7.80
5000 81 95 m/z 68.10 36.39%
55 123 158
27 109
149 165 183
mz-> 20 40 60 80 100 120 140 160 180
Abundance #18050: Cyclohexane, 1-ethyl-2,3-dimethyl- R EREEaE
69 7.00 7.20 7.40 7.60 7.80
1 m/z 67.10 31.43%
55
5000
41
‘ ‘ 140
T 'U' .,W '”JI i '|‘l "?7|"‘l'|1?§' 'l' U UL SR R L UL R
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:48 2016 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 17 (DEL) Alkane: Cyclic7.46 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
7.46 4.10 ng/ul 4864430 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 72
2 Sulfurous acid, cyclohexylmethyl._.. 332 C18H3603S 1000309-21-9 64
3 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 64
4 Cyclohexanepropanoic acid 156 C9H1602 000701-97-3 64
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 64
Abundance Scan 828 (7.457 min): BM007841.D (-824) (-) m/z 97.10 100.00%
55
5000 81
41 e e e
[ | 7.20 7.40 7.60 7.80
Obr el m/z 55.10 62.29%

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

Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
55 97
5000 LA L L L L L L L L L
7.20 7.40 7.60 7.80
69 m/z 81.10 48.73%
‘ 83 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
e B e
7.20 7.40 7.60 7.80
5000 55 m/z 41.10 20.59%
41 83
27 69 113 155
mewwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18059: 1-Methyl-4-(1-methylethyl)-cyclohexane R LA Wi s
55 7.20 7.40 7.60 7.80
41 97 m/z 83.10 17.40%
5000
27
‘ 8l 140
I e A S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:49 2016

Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 39

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

7.55 4.92 ng/ul 5846600 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 27
2 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 27
3 1,17-Bicyclooctyl 222 C16H30 006708-17-4 22
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 22
5 1,1"-Bicyclooctyl 222 C16H30 006708-17-4 22

Abundance Scan 844 (7.551 min): BM007841.D (-838) (-) m/z 69.10 100.00%
57 0
83
43
5000
111 139
95 USRI L IR I I

7.20 7.40 7.60 7.80

e . m/z 57.10 81.67%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethy!-
57 71
43
5000 85
7.20 7.40 7.60 7.80
m/z 83.10 64 .24%
29 ‘ 97 113 127
Lol | 141 155 169 183

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

Abundance
43
R R RmEEsms e
S n 7.20 7.40 7.60 7.80
5000 m/z 43.10 55.34%
85
29
126
9 112 140 168
LA e e e e LA LA A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79556: 1,1'-Bicyclooctyl
69 111 7.20 7.40 7.60 7.80
m/z 41.10 52.01%
5000 55 82
41
95
29 wm b M AT L 207
e P e e e e e e e R RS SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:50 2016 Page: 22



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 19 unknown-01 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
7.65 8.42 ng/ul 10004700 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclobutylcarboxamide, N-allyl- 139 C8H13NO 1000340-36-9 43
2 Decane 142 C10H22 000124-18-5 27
3 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 27
4 Tetradecane 198 C14H30 000629-59-4 27
5 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 22
Abundance Scan 861 (7.651 min): BM007841.D (-853) (-) m/z 57.10 100.00%
g7
5000

7.40 7.60 7.80 8.00

Of m/z 43.10 54 .20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17846: Cyclobutylcarboxamide, N-allyl-
57
5000
41 83 7.40 7.60 7.80 8.00
o 139 m/z 95.10 51.69%
27 68 110 124
\ il | [ |

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

43 57

7.40 7.60 7.80 8.00

5000 29 m/z 69.10 47 _10%
71

85
99 113 126 142

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

Abundance #85746: Oxalic acid, isobutyl hexyl ester e ERAREE R

4 57 7.40 7.60 7.80 8.00
m/z 41.10 44.28%

5000
85
29
69
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:51 2016 Page: 23



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 38

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

7.80 5.90 ng/ul 7004220 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 52
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 49
5 Octane, 3-ethyl- 142 C10H22 005881-17-4 43

Abundance Scan 886 (7.798 min): BM007841.D (-881) (-) m/z 71.10 100.00%
1

5000

740 7.60 7.80 8.00 8.20

(o} m/z 57.10 90.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethy!-
57
71
43
5000 AL IS R L I

7.40 7.60 7.80 8.00 8.20
29 ‘ 85 m/z 43.10 83.18%

| I ‘ 99 113 127 141 155 169 183 197

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

Abundance
57 71
43 7.40 7.60 7.80 8.00 8.20
5000 85 m/z 41.10 51.81%
29
99 112 127 141 ;¢ 184
T L B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl- L e
57 7.40 7.60 7.80 8.00 8.20
43 1 m/z 85.10 39.16%
5000
29 85 ,
T “ 99 113 127 141 155 169 182 197207
.“...,..”,....,”..,...w....,.”.,....“...,..”
m/z--> 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:52 2016 Page: 24



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 21 unknown-02 Concentration Rank 48

-Heptanol, 2-propyl-

158 C10H220

010042-59-8 38

R.T. EstConc Area Relative to ISTD R.T.
7.87 3.10 ng/ul 3687550 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dI-Menthol 156 C10H200 000089-78-1 46
2 3,4-Dimethylcyclohexanol 128 C8H160 005715-23-1 38
3 2,3,6-Trimethylhept-6-en-1-ol 156 C10H200 1000111-57-0 38
4 1

51

-Hexanol, 5-methyl-2-(1-methyle... 158 C10H220

002051-33-4 35

Abundance

5000

m/z--> 0 20 40 60 80 100

Scan 898 (7.869 min): BM007841.D (-892) (-)

120 140 160 180 200

Abundance
71

95
5000

#28219: dl-Menthol

‘ 109 ‘
il

138
123

156

[
i
m/z--> 0 20 40 60 80 100

120 140 160 180 200

Abundance
71

43 95
5000

29 55 82

4 15

110

127

m/z--> 0 20 40 60 80 100

120 140 160 180 200

Abundance
1 55 70

5000 82

95
I ‘h\‘h
R

#28303: 2,3,6-Trimethylhept-6-en-1-ol

100 123 138

156

m/z--> 0 20 40 60 80 100

120 140 160 180 200

m/z 55.10 100.00%

7.60 7.80 8.00 8.20

m/z 71.10 73 .32%

7.60 7.80 8.00 8.20

m/z 41.10 69.11%

7.60 7.80 8.00 8.20

m/z 57.10 63.37%

7.60 7.80 8.00 8.20

m/z 43.10 63.28%

7.60 7.80 8.00 8.20

SOMO2.2-EPA-BM102016.M Mon Nov

14 12:30:52 2016

Page: 25



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 22 1-Octadecanesulphonyl chloride Concentration Rank 34

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

7.92 7.79 ng/ul 9254820 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37CI02S 1000342-70-4 58
2 Octadecane, 1l-chloro- 288 C18H37ClI 003386-33-2 52
3 Tritetracontane 605 C43H88 007098-21-7 52
4 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 50
5 Tetradecane, 1l-bromo- 276 C14H29Br 000112-71-0 49

Abundance Scan 907 (7.922 min): BM007841.D (-901) (-) m/z 57.10 100.00%
57
5000
109 760 7.80 8.00 820
Ol ek ”i“‘? e e | M7z 71.10  68.53%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185101: 1-Octadecanesulphony! chloride
57
5000
1 7.60 7.80 8.00 8.20
T m/z 41.10 55.42%
s e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
760 7.80 8.00 820
5000 m/z 55.10 50.41%
91
26 133 175 217252288
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane A RERREEESS
57 7.60 7.80 8.00 8.20
m/z 43.10 49 _.05%
5000
97
|, 141 183 225 267 323 379 421 463 505 547 604
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 760 7.80 8.00 820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 35

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

7.99 7.68 ng/ul 9115960 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 94
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 78
3 Heptadecane 240 C17H36 000629-78-7 72
4 Decane, 3-methyl- 156 C11H24 013151-34-3 64
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 919 (7.993 min): BM007841.D (-915) (-) m/z 57.10 100.00%
57
71
85
5000 43
7 7.60 7.80 8.00 820 8.40
97 111 . . . . .
Y SN—| - ,..“.-.,....-,..'..,.-|...17‘.1.?“??.... S m/z 71.10 77.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28441: Nonane, 3,7-dimethyl-
57
43 71
5000
85 7.60 7.80 8.00 8.20 8.40
29 m/z 85.10 54.66%
127
J Al 97 111 77 141 156
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
57
71 7.60 7.80 8.00 8.20 8.40
0
5000 43 g5 m/z 43.10 40.56%
29
97 127139 141 179101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane L L L L
57 7.60 7.80 8.00 8.20 8.40
43 71 m/z 41.10 39 .54%
85
5000
29 99
5 | 0L | MP127141185 169 183 197 211 240
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 760 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 24 (DEL) Alkane: Cyclic8.08 Concentration Rank 42

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

8.08 4.36 ng/ul 5173530 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 62
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 58
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 53
4 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 50
5 Diethylmalonic acid, monochlorid... 274 C14H23CI03 1000371-17-9 47

Abundance Scan 934 (8.081 min): BM007841.D (-930) (-) m/z 97.10 100.00%
55 9
5000 70
41 81 A SR A At
112
154 7.80 8.00 8.20 8.40
e 2% m/z 55.10 87.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6745: Cyclohexane, 1,1-dimethyl-
o7
55
5000 69 R UL AR R IR
41 7.80 8.00 8.20 8.40
m/z 70.10 39.98%
27
..1.5|.U..‘l“...‘.‘l.‘l‘..|E‘;l4..l‘l.:.l-]l-z.l....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
780 800 820 840
5000 m/z 56.10 32.88%
41
6 112
27
15 83
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6750: Cyclohexane, 1,1-dimethyl- R B
o7 7.80 8.00 8.20 8.40
55 m/z 96.10 26.56%
5000 41 69
27
'}?I'M"h”'“JJI'WM'Igﬁ"ﬁl'}%%l' UL DRI BRI B B R UL A R SR
m/z--> 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_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 25 1-Dodecanol, 2-octyl- Concentration Rank 46

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

8.17 3.59 ng/ul 4267230 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 80
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 64
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 58
4 3-Decen-2-one 154 C10H180 010519-33-2 38
5 Undecane, 3,4-dimethyl- 184 C13H28 017312-78-6 35

Abundance Scan 949 (8.169 min): BM007841.D (-941) (-) m/z 55.10 100.00%

5000

7.80 8.00 8.20 8.40 8.60

m/z 43.10 81.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl-
57

43 71

5000
7.80 8.00 8.20 8.40 8.60

11 m/z 57.10 74.75%

5
140154168182196210 238252266280 297
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
43 57

_|—|_|_|_|_|—|_|_|_|_|—|_|_|_|_|—|_!_|_|_!—|_|'

7.80 8.00 8.20 8.40 8.60

5000 n m/z 71.10 68.94%

29 85
111
125140154 196 224

m@wmmmwwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95994: 1-Decanol, 2-hexyl-

7.80 8.00 8.20 8.40 8.60

m/z 97.10 65.72%

5000

5
140154168182196 224
AL el

I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
8.26 4.07 ng/ul 4833450 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 53
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 47
3 Oxalic acid, monoamide, n-propyl... 299 C17H33N0O3 1000309-65-1 47
4 Heptane, 4-ethyl- 128 C9H20 002216-32-2 47
5 2-methyloctacosane 408 C29H60 1000376-72-8 47
Abundance Scan 964 (8.257 min): BM007841.D (-957) (-) m/z 57.10 100.00%
43
5000
98 RS S R SR

11 8.00 820 8.40 8.60
s e m/z 43.10 62.08%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28428: Decane, 5-methyl-

43 57

5000 RS e e A
8.00 8.20 8.40 8.60

2 85 m/z 41.10 42.58%

9 - 98
\‘ \‘\ Uil ul | 112 127 141 156
L e LA i B e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57 R e e N I S B
8.00 8.20 8.40 8.60
5000 m/z 85.10 35.87%
27 85
98
69 128
L e L ABLAL o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143822: Oxalic acid, monoamide, n-propyl, dodecy! ester
43 8.00 8.20 8.40 8.60
m/z 55.10 33.68%
5000 57 86
29 ‘ 71 132
Ml W s |
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 27 (DEL) Alkane: Cyclic8.29 Concentration Rank 53

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

8.29 2.92 ng/ul 3468210 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, hexyl- 154 C11H22 004457-00-5 72
2 4-Octene, 2,3,6-trimethyl- 154 C11H22 063830-65-9 50
3 Citronellal 154 C10H180 000106-23-0 47
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 38
5 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 38

Abundance Scan 970 (8.293 min): BM007841.D (-966) (-) m/z 69.10 100.00%
69
55
5000 83
111
154 rrryrrrryrrrryrTrTT T T TT
4|1 || 125 139 | 207 8.00 820 8.40 8.60
.,...4..9.,A.-” .”,...w....“...,.”.,..”,.... m/z 55.10 53.37%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #27054. Cyclopentane, hexyl-
4 69
55
5000 83 L UL UL L I
8.00 820 8.40 8.60
97 154 m/z 83.10 44 .22%
I
11 | \

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

Abundance
69
e
55 8.00 820 840 8.60
5000 m/z 111.10 34.20%
4 111
29 84 154
97 125
= e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26637: Citronellal AN mamEE s
a1 69 8.00 820 8.40 8.60
m/z 70.10 32.32%
95
5000 55
117221
29 ‘ H ‘ 136 154
.,.U..\,w\..w.\\.w,.». \H T O A I L AR St ot
m/z--> 20 40 60 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 50

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

8.39 2.99 ng/ul 3554010 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 74
2 Tetradecane 198 C14H30 000629-59-4 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
4 Decane, 2-methyl- 156 C11H24 006975-98-0 58
5 Hexadecane 226 C16H34 000544-76-3 50

Abundance Scan 987 (8.393 min): BM007841.D (-979) (-) m/z 57.10 100.00%
43
5000
g9 112123 8.00 8.20 840 8.60 8.80
141 : : : : :
SN A 193164 208 m/z 43.10 82.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28432: Decane, 2-methyl-
5000 71 A RS S R R
8.00 8.20 8.40 8.60 8.80
85 m/z 71.10 71.28%
m/z--> 20 b 65 éo 160 120 140 160 180 200 '
Abundance
-
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
71 8.00 8.20 8.40 8.60 8.80
5000 o m/z 41.10 48.86%
29
99
113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 '
Abundance #71408: Dodecane, 2,6,ll—trimethyl— LI L L L BB B
43 57 4 8.00 8.20 8.40 8.60 8.80
m/z 85.10 34 .63%
5000
29 85
113 1
“ I ‘ L w 99 =% 127 141 155 169 183 197 212
m/z--> 20 40 6|O 8|0 100 120 140 160 180 200 ' 8.00 8.20 8.40 8.60 8.80

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:30:58 2016 Page: 32



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 29 Naphthalene, decahydro-, tr... Concentration Rank 49

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

8.56 3.09 ng/ul 3672570 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 96
2 Spiro[4.5]decane 138 C10H18 000176-63-6 95
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
5 Naphthalene, decahydro- 138 C10H18 000091-17-8 94

Abundance Scan 1015 (8.557 min): BM007841.D (-1012) (-) m/z 67.10 100.00%
97 138
82 96
5000
41
55 109 SN U SN

123 820 840 8.60 8.80
.“”.“”Lh”ﬁmwul,”ﬂ“”.n 153 88 m/z 138.20 79.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #16924: Naphthalene, decahydro-, trans-
67 138
82
41 9
5000 LA L L L L L LN B
55 8.20 8.40 8.60 8.80
109 m/z 68.10 T1.47%
.P”w.”w“.wuup..P.”P”.P”w.”w.”&%?w“.,””..”P.”P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67 81 96
L e T
138 820 8.40 8.60 8.80
5000 41 109 m/z 96.10 66 .19%
55
27
123
wmmmwwmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16892: Naphthalene, decahydro- A BREEE RS
67 8 96 138 8.20 8.40 8.60 8.80
. m/z 82.10 63.46%
5000 a1 o
109
27 ‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 30 1,19-Eicosadiene Concentration Rank 45

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

8.80 3.80 ng/ul 4511540 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 64
2 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 49
3 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 46
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 43
5 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 43

Abundance Scan 1056 (8.798 min): BM007841.D (-1051) (-) m/z 55.10 100.00%

5000

8.40 8.60 8.80 9.00 9.20
m/z 69.10 82 .53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene
55

41

5000

840 8.60 880 900 9.20
7 m/z 83.10 74 .09%

11125 151165180104208222236250 278

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 69
R B B A B
8.40 8.60 8.80 9.00 9.20
5000 55 m/z 81.10 60.96%
27 95 109
123137152
wmmﬁmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6712: 3-Hexene, 2,3-dimethyl- A e o
55 8.40 8.60 8.80 9.00 9.20
m/z 41.10 54.99%
41 | 69 83
5000
112
27 97
o AR m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 31 (DEL) Alkane: Cyclic8.99 Concentration Rank 57

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

8.99 2.35 ng/ul 2796780 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 59
2 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 59
3 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 49
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 47
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 43

Abundance Scan 1089 (8.992 min): BM007841.D (-1085) (-) m/z 83.10 100.00%
83
125
69
5000 4t

8.60 8.80 9.00 9.20 9.40

207

0! m/z 55.10 97.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55 83
41
5000 LIS L L L L L L L L L
97 8.60 8.80 9.00 9.20 9.40
27 69 140 m/z 57.10  83.45%
111125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R R e
M 8.60 8.80 9.00 9.20 9.40
5000 m/z 125.20 62.42%
97
69
27 140
13 111125

wm"mwmmwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36847: Cyclopentane, 1-hexyl-3-methyl- R
5 8.60 8.80 9.00 9.20 9.40
m/z 69.10 57.06%

5000

111995140

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 860 8.80 900 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 32 unknown-03 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
9.04 4.63 ng/ul 5501670 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 43
2 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 35
3 5-Octen-4-one, 7-methyl- 140 C9H160 032064-78-1 35
4 Hept-2-ene, 2,4,4,6-tetramethyl- 154 C11H22 103982-58-7 35
5 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1000338-28-2 35
Abundance Scan 1097 (9.040 min): BM007841.D (-1092) (-) m/z 97.10 100.00%
o7

5000

154 8.80 9.00 9.20 9.40
112 127 . . . .
ol 141 | 168 m/z 55.10 92.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #142823: Oxalic acid, cyclohexylmethyl octyl ester
97
55
5000 LA L L L L L L LB
8.80 9.00 9.20 9.40
41 71 m/z 83.10 49.06%
2 112455 141 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
A B
8.80 9.00 9.20 9.40
5000 m/z 41.10 41 .88%
41 69
126
27 83 | 111
mmmwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18704: 5-Octen-4-one, 7-methyl- R mEEEE RS S
97 8.80 9.00 9.20 9.40
m/z 43.10 41 .60%
41
5000 71
55
Ll 112 140
R B R R B S B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

9.20 170.98 ng/ul 11958100 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 87
2 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 72
3 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 72
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 70
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 64

Abundance Scan 1124 (9.198 min): BM007841.D (-1111) (-) m/z 57.10 100.00%
7
5000
85 MY 2V YA
113135 8.80 9.00 9.20 9.40 9.60
/- o LA e m/z 43.10 58.57%
m/z--> 50 100 150 200 250 300 350
Abundance #38332: Undecane, 5-methyl-
43
5000 71 ISR SR SRR
8.80 9.00 9.20 9.40 9.60
m/z 71.10 45.19%
112
N T
m/z--> 50 100 150 200 250 300 350
Abundance
43
71 880 9.00 920 940 9.60
5000 m/z 41.10 37.81%
113
A T T 'qll' "1?ﬁ LN UL UL UL UL
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl- A e o
57 8.80 9.00 9.20 9.40 9.60
m/z 85.10 26.65%
5000
85
29
“‘ 1 || 13135155175 203 231 250 303 331 357 386
T rrrrr oo rrrr T —rv—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 ' 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\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

9.37 131.35 ng/ul 9186390 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 81
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 80
3 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 64
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 53
5 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 53

Abundance Scan 1153 (9.369 min): BM007841.D (-1148) (-) m/z 71.10 100.00%
57 W
43
85
5000

VAR VL AW, S
99 127 141 9.00 9.20 9.40 9.60 9.80
113
oTTrrﬁﬁhﬁﬁﬂ et S LT 98 L0 Tn/z 57.10 0 92.21%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38338: Decane, 3,7-dimethyl-
43 57

71

5000 S
- 85 9.00 9.20 9.40 9.60 9.80

m/z 43.10 77.26%
\‘ AL ‘ 99 113 127 141 155 370

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

Abundance
43 57 71
L o e e
85 9.00 9.20 9.40 9.60 9.80
5000 m/z 85.10 59.68%
126
29
7 110 140 154 184
I A A e B L o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48916: Nonane, 5-(2-methylpropyl)- e AR e e o R
4 57 71 9.00 9.20 9.40 9.60 9.80
m/z 41.10 40.59%
85
5000
29 126
Lo e | 140 15
T T e e RS R
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 35 Naphthalene, decahydro-2-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
" 9.45 80.36 ng/ul 5620590  Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 94

2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 91
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 89
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 80
5 Pulegone 152 C10H160 000089-82-7 70
Abundance Scan 1167 (9.451 min): BM007841.D (-1160) (-) m/z 81.10 100.00%
67 95 152
5000 137
109 123 LU N B N I L L I B
4l 53 | || | 165 180 9.20 9.40 9.60 9.80
0 el L 160 180 m/z 95.10 78.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
4 67 81 152
95
55
27
5000 AR L LR LR
137 9.20 9.40 9.60 9.80
109 m/z 67.10 74 .49%
L
: .‘l _ H\I Pl ll, 'W ; .‘.“.‘,..‘..,‘l - L S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81
67 95 IR RS RN RN
41 55 152 9.20 9.40 9.60 9.80
5000 m/z 152.20 72.62%
137
29 109
123
mz-> 20 40 60 80 100 120 140 160 180
Abundance #25291: Cyclohexanone, 5-methyl-2-(1-methylethylidene)-
81 152 9.20 9.40 9.60 9.80
67 109 m/z 82.10 41.80%
5000 41 137
53 95
A T A
||‘|‘||N:|‘Ni||“|‘||”l‘||‘|“l‘||‘ﬁ‘||‘|h|||‘||||‘||||||||| L R
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 21

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

9.49 26.91 ng/ul 1881950 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 58
2 Octane 114 C8H18 000111-65-9 53
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53
4 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 52
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 50

Abundance Scan 1174 (9.492 min): BM007841.D (-1170) (-) m/z 57.10 100.00%
43
5000 85
97 L AR RAREE s A
m 111 456 141 155 168 9.20 9.40 9.60 9.80
el el e 1S 2F 0 Tm/z 43.10 55.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28445: Octane, 2,4,6-trimethyl-
57
43
5000 R R R
9.20 9.40 9.60 9.80
29 185 m/z 71.10 51.24%
I .‘ A ,H‘, - ‘ P u3 127 141 156
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
920 9.40 9.60 9.80
5000 m/z 85.10 48.78%
57
29 5 8
15 114
miz--> 20 40 60 80 100 120 140 160
Abundance #38349: Decane, 3,8-dimethyl- e R
57 9.20 9.40 9.60 9.80
- m/z 56.10 35.87%
85
5000 43
99 113 141
I R s '|"""|"‘J'| T '”' '}QSI'%79'I R R R R
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 37 1-Methyldecahydronaphthalene Concentration Rank 5

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

9.70 84 .94 ng/ul 5940460 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 98
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 98
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 76
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 64

Abundance Scan 1209 (9.698 min): BM007841.D (-1204) (-) m/z 67.10 100.00%
152
41
5000 137
57
109 e
123 9.40 9.60 9.80 10.00
163
- '.-||. SN R -l Y m/z 95.10 98.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25436: 1-Methyldecahydronaphthalene
4 67
95
55 81 152
5000 AR LR UL LN IR
137 9.40 9.60 9.80 10.00
109 m/z 81.10 94 _26%
L w2
.|....l‘..‘ll‘lu“.‘..“ik.‘.”.‘luu‘..|‘l...|...‘.|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 67
95 .
55 81 132 9.40 9.60 9.80 10.00
5000 m/z 152.20 84._77%
137
109
123
mz-> 20 40 60 80 100 120 140 160 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
4 . 152 9.40 9.60 9.80 10.00
- 95 m/z 82.10 77 .36%
s000{ 27 137
109
ol T
|-‘l--H‘--HH-H-“--“H*-‘-M ‘ ‘l...‘,...‘.,....,.. S
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

9.77 62.17 ng/ul 4348210 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 6-methyl- 170 C12H26 017302-33-9 91
2 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 78
3 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 72
4 Heptane, 4-propyl- 142 C10H22 003178-29-8 64
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 59

Abundance Scan 1221 (9.769 min): BM007841.D (-1218) (-) m/z 57.10 100.00%
57
5000
43 08 N A WA
71 9.40 9.60 9.80 10.00
R ,.."..,.-...l, 2126140198 177192 2k Tm/z 43.10  24.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38334: Undecane, 6-methyl-
57
5000 BN LA AR B
43 9.40 9.60 9.80 10.00
29 o8 m/z 98.10 20.38%
| \‘ L 112126141155170
m/z--> 20 4b 60 85 100 120 140 160 180 200 220 240 260 280
Abundance
57
9.40 9.60 9.80 1000
5000 m/z 41.10 19.29%
43
98
15 & s 113127141155170
wmwwwwmmmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19222: Heptane, 4-(1-methylethyl)- R B o e
57 9.40 9.60 9.80 10.00
m/z 56.10 12.93%
5000 43
98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 39 Oxalic acid, 2-ethylhexyl i... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.86 85.73 ng/ul 5996250 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 64
2 Undecane, 4-methyl- 170 C12H26 002980-69-0 58
3 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 50
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 50
5 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 43
Abundance Scan 1236 (9.857 min): BM007841.D (-1230) (-) m/z 71.10 100.00%
43

5000

9.60 9.80 10.00 10.20
m/z 43.10 85.67%

126

140155170

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132772: Oxalic acid, 2-ethylhexyl isohexyl ester
43 57
71
5000 LA L L L L L L L L
85 9.60 9.80 10.00 10.20
29 112 m/z 57.10 59.89%
157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
71 RS REREE RS
57 9.60 9.80 10.00 10.20
5000 m/z 70.10 53.89%
29 85
99 126149155170
wﬁwﬁwﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149370: Sulfurous acid, pentyl undecyl ester L AL e ot
71 9.60 9.80 10.00 10.20
43 m/z 41.10 49 _.80%
57
5000
85
29 99
| ‘\ ‘\ Lo pus 1947y 480 207
A R AAA RS oo B o e AR Baaa s EE o e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

9.95 46.58 ng/ul 3257430 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 10-Methylnonadecane 282 C20H42 056862-62-5 80
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 1252 (9.951 min): BM007841.D (-1247) (-) m/z 57.10 100.00%
g7
5000
o 9.60 9.80 10.0010.20
40 - : - :
o M s e /2 43.10  96.27%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57
5000 A SSUNA U &
9.60 9.80 10.00 10.20
m/z 71.10 72.63%
\MH 141 183 225 267 309 351 393 432463 505 561 603

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

9.60 9.80 10.00 10.20
5000 m/z 85.10 62.72%

99
26 141 183 225 267 309 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #83027: Hexadecane B maE
57 9.60 9.80 10.00 10.20
m/z 41.10 58.62%
5000
99
14[‘ |, 141 183 226
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9. 60 980 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .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 41 (DEL) Alkane: Straight-Chai...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.05 46.29 ng/ul 3237620 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 83
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 78
3 Decane, 1,1"-oxybis- 298 C20H420 002456-28-2 72
4 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 64
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 53

Abundance Scan 1269 (10.051 min): BM007841.D (-1265) (-) m/z 57.10 100.00%
57
71
5000 43 8
99 140 " '9.80 10.00 10.20 10.40
et e L 2127 ) 188470 "m/z 71.10 55.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38335: Undecane, 3-methyl-
57
43
5000 71 L UL BN UL U
85 9.80 10,00 10.20 10.40
29 m/z 85.10 51.17%
e A22s s a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
" '9.80 10.00 10.20 10.40
5000 43 7185 m/z 43.10 45_51%
29
99 113 141
127~ | 155169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143258: Decane, 1,1'-oxybis- T
43 9.80 10.00 10.20 10.40
71 85 m/z 41.10 34.12%
5000
29 140
15 “ ‘ 157171185199213227 255
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 9.80 1000 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 42 unknown-04 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

10.30 20.65 ng/ul 1444500 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 001197-95-1 45
2 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 43
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004755-33-3 41
4 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 38
5 Naphthalene, decahydro-1,6-dimet... 166 C12H22 001750-51-2 35

Abundance Scan 1311 (10.298 min): BM007841.D (-1308) (-) m/z 55.10 100.00%

69 83 97
5000

10.00 10.20 10.40 10.60

0 m/z 83.10 61.85%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35098: 2(1H)-Naphthalenone, octahydro-8a-methyl-, trans-
55 95
81

166

10,00 10.20 10.40 10.60
m/z 69.10 60.46%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
e I
41 69 83 o 10.00 10.20 10.40 10.60
5000 m/z 95.10 59.65%
111
127 167
R ma e R A BARAN RS EEEE SRR S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17017: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1S-(1.al... R B B
41 55 5 10.00 10.20 10.40 10.60
69 m/z 97.10 57 .40%
5000
123
‘ 109 ‘ 138
B o e S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 43 (DEL) Alkane: Cyclicl0.38 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.38 76.78 ng/ul 5369870 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Undecene, 5-methyl- 168 C12H24 1000061-84-1 46
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 38
3 Cyclopentane, l-ethyl-3-methyl- 112 C8H16 003726-47-4 38
4 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 35
5 Cyclopentane, 1l-ethyl-3-methyl-,... 112 C8H16 002613-65-2 25
Abundance Scan 1325 (10.381 min): BM007841.D (-1320) (-) m/z 83.10 100.00%

5000

10.00 10.20 10.40 10.60
m/z 55.10 93.29%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36781: 3-Undecene, 5-methyl-
55
83
5000 [Trrr[rrrr[rrrryrrrrrm
41 10.00 10.20 10.40 10.60
m/z 135.10 55.54%
‘\ A H 97 111 176 139 152 168

m/z--> 20 40 100 120 140 160 180
Abundance
83
55 e
10.00 10.20 10.40 10.60
5000 m/z 41.10 53.45%
41
29 67
97 109 125 140 153 168
T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6794: Cyclopentane, 1-ethyl-3-methyl- A EEE T e
55 83 10.00 10.20 10.40 10.60
m/z 69.10 49.26%
5000 4l
112
e S
m/z--> 20 40 60 100 120 140 160 180 10. 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 44 (DEL) Alkane: Cyclicl0.59 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.59 16.65 ng/ul 1164750 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 50
2 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1000309-22-7 47
3 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 47
4 Oxazole, 4,5-dimethyl- 97 C5H7NO 020662-83-3 47
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 47
Abundance Scan 1361 (10.592 min): BM007841.D (-1357) (-) m/z 97.10 100.00%
o7
5000

10.20 10.40 10.60 10.80 11.00

01 m/z 55.10 47 .19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36854: Cyclohexane, 1-methyl-2-penty!-
97
55
5000 41 | BN L L L L LB L
10.20 10.40 10.60 10.80 11.00
2 69 m/z 95.10 17.07%
83
111125139153 18
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
R e e RS R
10.20 10.40 10.60 10.80 11.00
5000 m/z 96.10 15.98%
55
83
27 41 69 127
memmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36853: Cyclohexane, 1-methyl-3-pentyl- B B o
55 97 10.20 10.40 10.60 10.80 11.00
m/z 119.10 15.50%
5000 M
2
69 o3 168
111125139153

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.74 56.56 ng/ul 3955980 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 46
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 43
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 38
4 Octacosane 394 C28H58 000630-02-4 38
5 Heptadecane 240 C17H36 000629-78-7 38
Abundance Scan 1386 (10.739 min): BM007841.D (-1382) (-) m/z 57.10 100.00%
g7
43
5000

10.40 10.60 10.80 11.00
m/z 43.10 54.67%

!
BREERRRRRLE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28441: Nonane, 3,7-dimethyl-

57

43 71

5000 A et
29 85 10.40 10.60 10.80 11.00

m/z 71.10 52 .33%

127
\‘ I 99113 | 141156

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

Abundance
43
57
71 10.40 10.60 10.80 11.00
5000 85 m/z 83.10 46 .86%
29 9113127141 168 197 231 261
mewwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48869: Undecane, 4,6-dimethyl- R RREEEREEEE R
57 10.40 10.60 10.80 11.00
43 m/z 41.10 44 .42%
5000 n
29 85 113
Ll L LR s ag S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.80 36.55 ng/ul 2556200 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
2 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 58
3 Decane, 3-ethyl-3-methyl- 184 C13H28 017312-66-2 47
4 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 38
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 38
Abundance Scan 1396 (10.798 min): BM007841.D (-1393) (-) m/z 85.10 100.00%
43
5000
| 10.40 10.60 10,80 11.00 11.20
| SN~ m/z 57.10 95.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12684: Heptane, 2,4-dimethyl-
43
5000 85
57 10.40 10.60 10.80 11.00 11.20
2 & m/z 43.10 93.47%
15 Jm A H .99 113 128
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
43
57 10.40 10.60 10,80 11.00 11.20
5000 - m/z 71.10 77.46%
29
99 113 126 141 155 169 184
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #48910: Decane, 3-ethyl-3-methyl-
43 57 8 10.40 10.60 10.80 11.00 11.20
m/z 41.10 50.29%
5000 n
28
155
99
\‘ Ly ‘w I | 1]\'3 125 :
m/z--> 20 40 60 80 100 120 140 160 180 200 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
10.91 26.45 ng/ul 1849800 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 35
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 35
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 30
4 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 27
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 27
Abundance Scan 1415 (10.910 min): BM007841.D (-1409) (-) m/z 71.10 100.00%

5000

10.60 10.80 11.00 11.20
m/z 57.10 94.62%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48914: Nonane, 3-methyl-5-propyl-
57 71
43
5000 85
10.60 10.80 11.00 11.20
29 ‘ m/z 43.10 93.83%
112 127 141
S S O ol - B .S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 57 71
AR EEREE R e
10.60 10.80 11.00 11.20
5000 85 m/z 85.10 66.19%
29 99 141
15 112 127 155 169 184
— e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28437: Nonane, 2,6-dimethyl- N B B e e
43 10.60 10.80 11.00 11.20
St m/z 95.10 53.80%
5000
29
85
R R R T
e e e e e e R B BAREE RS
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 48 (DEL) Alkane: Cyclicl1.00 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.00 40.85 ng/ul 2857160 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Tridecene, (2)- 182 C13H26 041446-53-1 81
2 6-Tridecene, (2)- 182 C13H26 006508-77-6 76
3 6-Tridecene, (E)- 182 C13H26 006434-76-0 70
4 4-Dodecene 168 C12H24 002030-84-4 70
5 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 64

Abundance Scan 1430 (10.998 min): BM007841.D (-1427) (-) m/z 69.10 100.00%
5000
10.60 10.80 11.00 11.20 11.40
m/z 57.10 92.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47269: 3-Tridecene, (2)-
41
55
5000 29 69
10.60 10.80 11.00 11.20 11.40
8 m/z 56.10 64.98%
s | I Mh‘ | M1 125 139 154 182
miz--> 20 40 60 80 100 120 140 160 180 |
Abundance
41 55
69 LA AL AL
29 10.60 10.80 11.00 11.20 11.40
5000 83 m/z 55.10 63.72%
97
182
15 11 125 139 154
miz--> 20 40 60 80 100 120 140 160 180 |
Abundance #47276: 6-Tridecene, (E)- T
4 55 69 10.60 10.80 11.00 11.20 11.40
m/z 41.10 61.90%
29
5000 83
97
111 182
..1.5|........|....|....| .‘l.|1.2§.?"|19.1.5.4|....,‘....,. PRASRSSS AN S
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20 11.40

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:31:13 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 49 unknown-05 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.06 27.34 ng/ul 1912090 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid, 2,4,5-trichloroph... 498 C25H29CI1304 1000357-05-1 40
2 2-(3-Methylbuta-1,3-dienyl)cyclo... 164 C11H160 1000191-75-5 38
3 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 35
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 10
5 Pentadecane 212 C15H32 000629-62-9 10
Abundance Scan 1441 (11.063 min): BM007841.D (-1438) (-) m/z 149.20 100.00%
149
57
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
133 10.80 11.00 11.20 11.40
o,'H ..ﬂ."!'.l.|.|.l'.’l1.?,.... il 28 m/z 57.10 60.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #235025: Phthalic acid, 2,4,5-trichloropheny| undecy! ester
149
5000
10.80 11.00 11.20 11.40
57 m/z 43.10 31.04%
29 | | 85104 13 | 157 196 264 303 327
miz> %0 4060 80 100 130 140 150 150 200 230 240 260 280 300 350
Abundance
149
10,80 11.00 11.20 1140
5000 m/z 41.10 25.20%
3955 762 121 oo
m‘mmﬂwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #33749: Adamantane, 1,3-dimethyl- R B A ma s
149 10.80 11.00 11.20 11.40
m/z 71.10 23.99%
5000 93
oSl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 50 (DEL) Alkane: Cyclicll.17 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.17 20.11 ng/ul 1406510 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tridecene, (E)- 182 C13H26 041446-58-6 45
2 2-Tridecene, (2)- 182 C13H26 041446-59-7 43
3 4-Undecene, (2)- 154 C11H22 000821-98-7 38
4 4-Decene 140 C10H20 019689-18-0 38
5 2-Undecene, (2)- 154 C11H22 000821-96-5 38
Abundance Scan 1459 (11.169 min): BM007841.D (-1456) (-) m/z 57.10 100.00%
43 57
5000
166
140151 182 104 20 10.80 11.00 11.20 11.40
194 207 m/z 43.10 89.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47274: 2-Tridecene, (E)-
41 55
29
5000 69 U LA SRR
83 10.80 11.00 11.20 11.40
97 m/z 55.10 87.48%
s o Mk ass 182
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55
29 10.80 11.00 11.20 1140
5000 69 m/z 41.10 80.90%
83
97
15 M1 425 140 154 182
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27033: 4-Undecene, (2)- L B B o
4@ 5B 10.80 11.00 11.20 11.40
m/z 85.10 69.22%
69
5000 29
83
‘ ‘ 7 154
"'I”"k”d‘Iﬁt'WM'NI”H'H?R'I'”'I"”I"”I"” NN RS BRI B I
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 52 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.35 44_29 ng/ul 3097960 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
2 Ethanone, 1-(2,2-dimethylcyclope... 140 C9H160 003664-75-3 58
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 50
4 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 50
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 47

Abundance Scan 1490 (11.351 min): BM007841.D (-1484) (-) m/z 71.10 100.00%

43 57 M1

5000

140 11.00 11.20 11.40 11.60

162 182 o7

0 m/z 43.10 98.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48846: Dodecane, 4-methyl-
435771
5000 85 L e e BRI i e o
11.00 11.20 11.40 11.60
29 9 m/z 57.10 86.94%
L Lol 113127 “ !155169184
“q.”q.”q.“q.”q.“q.“..”..“..”..”..”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
71 I|IIII|IIII|IIII|IIII|I
11.00 11.20 11.40 11.60
5000 m/z 85.10 58.46%
97
57 122 140
wmmmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48850: Dodecane, 4-methyl- A B
43 11.00 11.20 11.40 11.60
57 71 m/z 55.10 50.59%
5000 85
29 99 140
1 “ Ll A3 158169184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. OO 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.43 39.35 ng/ul 2752140 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 53
2 Tetradecane 198 C14H30 000629-59-4 52
3 Nonadecane 268 C19H40 000629-92-5 52
4 Hexadecane 226 C16H34 000544-76-3 52
5 10-Methylnonadecane 282 C20H42 056862-62-5 50

Abundance Scan 1503 (11.428 min): BM007841.D (-1499) (-) m/z 57.10 100.00%

43 o

71

5000

=

11.20 11.40 11.60 11.80

o m/z 43.10 83.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48854: Dodecane, 2-methyl-
43 57
71
85
5000 LA L L L L LB
11.20 11.40 11.60 11.80
29 99 141 m/z 71.10 63.26%
169
.??,.d..w:..t,..:. Mn.ﬁk..u.,%%?.‘k.%qs.ﬂ..15?.. -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
_l_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_f
71 11.20 11.40 11.60 11.80
5000 g5 m/z 41.10 47 .42%
29
99
113127141155169 198
T T T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane a  BEamEEE S
57 11.20 11.40 11.60 11.80
43 71 m/z 69.10 46 .95%
85
5000
29 99
‘ | 113127141155169183197 268
B R o B R N RN RREEEEA S o a s S a RS R a ey S R N R EEEEEsmas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 54 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.54 120.66 ng/ul 8439130 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 72
3 Sulfurous acid, octyl 2-propyl e... 236 C11H2403S 1000309-11-9 59
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 52
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 52
Abundance Scan 1522 (11.539 min): BM007841.D (-1516) (-) m/z 57.10 100.00%
g7 71
o T MMLA'L’V
85 113 LA B BN U
99 11.20 11.40 11.60 11.80
o P I 133145155 160 183 198 | T T 4G 91 10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
11.20 11.40 11.60 11.80
m/z 43.10 50.74%
29 ‘ P 113
15 \‘ LIl [l il | 97 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
! LA BN BN UL
11.20 11.40 11.60 11.80
5000 m/z 41.10 31.30%
29
8 o7 113 - 141 156 f\ﬁfﬁw\]\»”v/\\WHAN/MA¢¢VN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90253: Sulfurous acid, octyl 2-propyl ester R AR RRRE
43 11.20 11.40 11.60 11.80
57 m/z 56.10 20.14%
71
5000
29
"'I'hh ”J"'hl"h"??"qz '}}?}?§"|%QZ j "}77""| Tt LA BN BN UL
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\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 55 (DEL) Alkane: Cyclicl11.80 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.80 34.86 ng/ul 2437790 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Tetradecene 196 C14H28 010374-74-0 64
2 7-Tetradecene, (2)- 196 C14H28 041446-60-0 64
3 6-Tetradecene, (E)- 196 C14H28 041446-64-4 60
4 6-Dodecene, (E)- 168 C12H24 007206-17-9 58
5 4-Tetradecene, (E)- 196 C14H28 041446-78-0 53
Abundance Scan 1566 (11.798 min): BM007841.D (-1559) (-) m/z 69.10 100.00%
6o
5000 41 135
111
. 150, 196 i 1140 1160 150 1760 1200
oo L3 Th/z 55.10 62.39%
m/z--> 50 100 150 200 250 300
Abundance #58273: 7-Tetradecene
69
43
5000 97 LRI DAL SUREUSE NN B
11.40 11.60 11.80 12.00 12.20
196 m/z 41.10 49.84Y%
, ,2% \,‘ I‘\,M i L
m/z--> 50 100 150 200 250 300
Abundance
55
o 11140 11.60 11.80 12.00 12.20
5000 m/z 135.10 49.33%
29
111
140 168 19
m/z--> 50 100 150 200 250 300
Abundance #58289: 6-Tetradecene, (E)- L e e e
55 11.40 11.60 11.80 12.00 12.20
m/z 70.10 43.56%
5000{ 29 83
111 196
T 'L L T J't ) '“1%0 }QBI A R SR LRI DAL SURRUSE SN B
m/z--> 50 100 150 200 250 300 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 56 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.16 39.73 ng/ul 2778540 Naphthalene-d8 10.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 64
2 Undecane 156 C11H24 001120-21-4 59
3 Tridecane 184 C13H28 000629-50-5 59
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
5 Tridecane 184 C13H28 000629-50-5 59
Abundance Scan 1628 (12.163 min): BM007841.D (-1624) (-) m/z 57.10 100.00%
57
5000 71
43 85 N %ot
9 11,127 169 11.80 12.00 12.20 12.40
ek b LA 151 0RIese8 8L Tnyz 71,10 43.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48871: Undecane, 5,5-dimethyl-
57
5000 R PR AR SRR BLEE B
43 | 7 11.80 12,00 12.20 12.40
85 99 m/z 85.10 26.82%
B N VTR YR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
11:80 12.00 12.20 12.40
5000 71 m/z 43.10 25.61%
85
29
15 99113127 156
wmwwwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48835: Tridecane R B .
43 57 11.80 12.00 12.20 12.40
m/z 41.10 23.34%
71
5000
85
29
s L)) | wumemanss s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 57 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.57 9.10 ng/ul 1099720 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 50
2 Hexadecane 226 C16H34 000544-76-3 47
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 47
4 Allyl n-octyl ether 170 C11H220 003295-97-4 46
5 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 45
Abundance Scan 1697 (12.569 min): BM007841.D (-1693) (-) m/z 57.10 100.00%
g7
71
5000 43

85
97
“ || 12 125 137 17 12.20 12.40 12.60 12.80
148 190

) .m,.thMHUH.m R | b || M/Zz 71.10  64.89%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28425: Undecane

43 57

5000 71 S L
12.20 12.40 12.60 12.80

85 m/z 43.10 48 .33%

29
Lo 99 13127 156

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

43 57

12.20 12.40 12.60 12.80
5000 1 m/z 41.10 37.84%

85

29
99 113 127 141 155 169 183 197 226

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

Abundance #48894: Decane, 2,3,5-trimethyl- R RN EEEEE

57 12.20 12.40 12.60 12.80

43 m/z 55.10 29 _.55%
71
5000 P
141
99

.,.d..p...M,.ﬂ..,x..nu.???,....H.... 189 SR —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 20 12. 40 12 60 12.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA_M\DATA\BM111116\
BMOO7841.D

12 Nov 2016 00:16

UM/SJ

H5610-11

27 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M

TIC Integration Parameters: LSCINT.P

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

Peak Number 58 (DEL) Alkane: Cyclicl2.63 Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
12.63 10.18 ng/ul 1229550 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 86
2 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 72
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 72
4 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 64
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 50

Abundance Scan 1707 (12.628 min): BM007841.D (-1702) (-) m/z 83.10 100.00%
83
1 Ww«/¥«MVMAM,AJyM¢ﬁ
5000
41 69
og 111 147 182 12:40 12,60 12.80 13.00
122135 165 194206 mn/z 82.10 65 . 420
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47280: Heptylcyclohexane
83
55
5000 URISA BN SUNIN UM
41 12:40 12,60 12.80 13.00
67 m/z 55.10 59.07%
A “ | 9w 182
" A A Nl ARt Ao ey At vt s snipdary
Abundance
83
55 R I SO DU B
12.40 12.60 12.80 13.00
5000 m/z 69.10 32.93%
41
67
9 139
29 109 124 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10655: Cyclohexane, 2—propeny| LI L L L L L L L
55 8 12.40 12.60 12.80 13.00
m/z 41.10 31.73%
5000 41
67
27 96
S N AR [ IR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12,60 12.80 13.00

SOMO2.2-EPA-BM102016.M Mon Nov

14 12:31:20 2016

Page: 61



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.90 27.63 ng/ul 3338800 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 76
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Decane, 5-propyl- 184 C13H28 017312-62-8 72
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64

Abundance Scan 1753 (12.898 min): BM007841.D (-1748) (-) m/z 57.10 100.00%

g7 7

5000 43

ol

12 60 12. 80 13. 00 13. 20
141 159 17183
SN N - 12 55 197 212 m/z 71.10 92.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57
71
43

5000 R R EEEEEEE e e
12 60 12. 80 13. OO 13. 20

29 85 m/z 43.10 49 _37%
] ‘ I ‘ 99 113 127 14y 15 183 107

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

97 113 127

o

57

43 71 12.60 12.80 13.00 13.20
5000 m/z 85.10 39.53%
- 85

127
97 111 141 156

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

Abundance #71407: Dodecane, 2,7,10-trimethyl- R BEaEe s St
57 12.60 12.80 13.00 13.20
71 m/z 41.10 33.09%
43
5000
I ‘ 99 113 127 141 155 169 183 107
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12 60 12. 80 13. 00 13. 20

SOMO2.2-EPA-BM102016.M Mon Nov 14 12:31:21 2016 Page: 62



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
15.62 8.44 ng/ul 1019130 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 64
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 59
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 58
Abundance Scan 2216 (15.621 min): BM007841.D (-2210) (-) m/z 57.10 100.00%
57
d 85
R SR B SO
113 15.40 15.60 15.80 16.00
169
oL ,|. L } | oA P1e921l 239 m/z 71.10 58.01%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LRI UM B RN R
85 15.40 15.60 15.80 16.00
m/z 43.10 42 _71%
290 | s 141 169 197 225 253 281 _ 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
' 15.40 15.60 15.80 16.00
5000 m/z 85.10 28.19%
29 85 113
m/z--> 50 100 150 200 250 300 350
Abundance #71407: Dodecane, 2,7,10-trimethyl- B
57 15.40 15.60 15.80 16.00
m/z 41.10 23.44%
5000
\‘ \‘\ | Il \ 1113 141 183
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\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
16.10 11.43 ng/ul 1642930 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Decane, 2-methyl- 156 C11H24 006975-98-0 87
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 81
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 80
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 80

Abundance Scan 2297 (16.098 min): BM007841.D (-2291) (-) m/z 57.10 100.00%
g7
o /\\MJ\\NJW
85
13 UL AU BN B
141 183 15.80 16.00 16.20 16.40
b b Me T Poeozanas L 71 10 84.51%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AR AR B IR
85 15.80 16.00 16.20 16.40
m/z 43.10 55.16%
290 | s 141 160 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
43
15.80 16.00 16.20 16.40
5000 71 m/z 85.10 34 .45%
25 113 1m
m/z--> 50 100 150 200 250 300 350
Abundance #59884: Tridecane, 4-methyl- S et
43 15.80 16.00 16.20 16.40
71 m/z 41.10 26.34%
2 \ ‘ 126 1° 10
m/z--> 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BMO07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

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

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
16.93 13.71 ng/ul 1970120 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
3 Hexadecane 226 Cl16H34 000544-76-3 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 83
Abundance Scan 2438 (16.927 min): BM007841.D (-2433) (-) m/z 57.10 100.00%
57 71
5000 I i V\fd]\‘\/\/\\ﬂ
9911312 e T T
141 183197 16.60 16.80 17.00 17.20
Obrrrrrrrrfees ,.."..,!...‘l,...'l.,.... L IS0109T, 211225230253267  Tnyz 71.10  89.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000 LUV A SO U
85 16,60 16.80 17.00 17.20
29 m/z 85.10 51.17%
99 113127
L M [ 141155169183197211225239253267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
71 RN SRR UGS
43 16.60 16.80 17.00 17.20
5000 85 m/z 43.10 48.60%
29 9
15 13127141 197
WWWWWWWWWWF
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane B EEREE RS
43 57 74 16.60 16.80 17.00 17.20
m/z 41.10 27.18%
- i WJL/W
99
29 113
N 1271411551691831972112?6
AR LR RS RRARN KRN AR BN LR AL LRSS RS LSS LR LS B UL A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16,60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
Data File : BM0O07841.D

Acq On : 12 Nov 2016 00:16

Operator : UM/SJ

Sample : H5610-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.M
Quant Title : SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 4.71 2.9 ng/ul 3384100 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 4.97 3.0 ng/ul 3527930 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 5.20 2.5 ng/ul 2963590 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 5.63 2.0 ng/ul 2385320 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 5.71 2.2 ng/ul 2567350 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 5.85 2.0 ng/ul 2399700 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 6.02 7.2 ng/ul 8495080 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 6.14 4.8 ng/ul 5716470 1 7.74 23752800 20.0
Sulfurous acid, h... 6.23 6.7 ng/ul 7925730 1 7.74 23752800 20.0
(DEL) Alkane: Str... 6.30 14.8 ng/ul 17568400 1 7.74 23752800 20.0
(DEL) Alkane: Str... 6.42 11.5 ng/ul 13664900 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 6.50 2.6 ng/ul 3089330 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 6.56 3.5 ng/ul 4114970 1 7.74 23752800 20.0
(DEL) Alkane: Str... 6.62 3.0 ng/ul 3526540 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 6.83 2.0 ng/ul 2415730 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 7.42 2.0 ng/ul 2399400 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 7.46 4.1 ng/ul 4864430 1 7.74 23752800 20.0
(DEL) Alkane: Str... 7.55 4.9 ng/ul 5846600 1 7.74 23752800 20.0
unknown-01 7.65 8.4 ng/ul 10004700 1 7.74 23752800 20.0
(DEL) Alkane: Str... 7.80 5.9 ng/ul 7004220 1 7.74 23752800 20.0
unknown-02 7.87 3.1 ng/ul 3687550 1 7.74 23752800 20.0
1-Octadecanesulph... 7.92 7.8 ng/ul 9254820 1 7.74 23752800 20.0
(DEL) Alkane: Str... 7.99 7.7 ng/ul 9115960 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 8.08 4.4 ng/ul 5173530 1 7.74 23752800 20.0
1-Dodecanol, 2-oc... 8.17 3.6 ng/ul 4267230 1 7.74 23752800 20.0
(DEL) Alkane: Str... 8.26 4.1 ng/ul 4833450 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 8.29 2.9 ng/ul 3468210 1 7.74 23752800 20.0
(DEL) Alkane: Str... 8.39 3.0 ng/ul 3554010 1 7.74 23752800 20.0
Naphthalene, deca... 8.56 3.1 ng/ul 3672570 1 7.74 23752800 20.0
1,19-Eicosadiene 8.80 3.8 ng/ul 4511540 1 7.74 23752800 20.0
(DEL) Alkane: Cyc... 8.99 2.4 ng/ul 2796780 1 7.74 23752800 20.0
unknown-03 9.04 4.6 ng/ul 5501670 1 7.74 23752800 20.0
(DEL) Alkane: Str... 9.20 171.0 ng/ul 11958100 2 10.52 1398790 20.0
(DEL) Alkane: Str... 9.37 131.3 ng/ul 9186390 2 10.52 1398790 20.0
Naphthalene, deca... 9.45 80.4 ng/ul 5620590 2 10.52 1398790 20.0
(DEL) Alkane: Str... 9.49 26.9 ng/ul 1881950 2 10.52 1398790 20.0
1-Methyldecahydro. .. 9.70 84.9 ng/ul 5940460 2 10.52 1398790 20.0
(DEL) Alkane: Str... 9.77 62.2 ng/ul 4348210 2 10.52 1398790 20.0
Oxalic acid, 2-et... 9.86 85.7 ng/ul 5996250 2 10.52 1398790 20.0
(DEL) Alkane: Str... 9.95 46.6 ng/ul 3257430 2 10.52 1398790 20.0
(DEL) Alkane: Str... 10.05 46.3 ng/ul 3237620 2 10.52 1398790 20.0
unknown-04 10.30 20.6 ng/ul 1444500 2 10.52 1398790 20.0
(DEL) Alkane: Cyc... 10.38 76.8 ng/ul 5369870 2 10.52 1398790 20.0
(DEL) Alkane: Cyc... 10.59 16.6 ng/ul 1164750 2 10.52 1398790 20.0
(DEL) Alkane: Str... 10.74 56.6 ng/ul 3955980 2 10.52 1398790 20.0
(DEL) Alkane: Str... 10.80 36.5 ng/ul 2556200 2 10.52 1398790 20.0
(DEL) Alkane: Str... 10.91 26.4 ng/ul 1849800 2 10.52 1398790 20.0
(DEL) Alkane: Cyc... 11.00 40.9 ng/ul 2857160 2 10.52 1398790 20.0
unknown-05 11.06 27.3 ng/ul 1912090 2 10.52 1398790 20.0
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EL) Alkane: Cyc... 11.17 20.1 ng/ul 1406510 2 10.52 1398790 20.0
(DEL) Alkane: Str... 11.35 44 .3 ng/ul 3097960 2 10.52 1398790 20.0
(DEL) Alkane: Str... 11.43 39.4 ng/ul 2752140 2 10.52 1398790 20.0
(DEL) Alkane: Str... 11.54 120.7 ng/ul 8439130 2 10.52 1398790 20.0
(DEL) Alkane: Cyc... 11.80 34.9 ng/ul 2437790 2 10.52 1398790 20.0
(DEL) Alkane: Str... 12.16 39.7 ng/ul 2778540 2 10.52 1398790 20.0
(DEL) Alkane: Str... 12.57 9.1 ng/ul 1099720 3 14.37 2416410 20.0
(DEL) Alkane: Cyc... 12.63 10.2 ng/ul 1229550 3 14.37 2416410 20.0
(DEL) Alkane: Str... 12.90 27.6 ng/ul 3338800 3 14.37 2416410 20.0
(DEL) Alkane: Str... 15.62 8.4 ng/ul 1019130 3 14.37 2416410 20.0
(DEL) Alkane: Str... 16.10 11.4 ng/ul 1642930 4 17.12 2873640 20.0
(DEL) Alkane: Str... 16.93 13.7 ng/ul 1970120 4 17.12 2873640 20.0
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