LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 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-BM012317 .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 7.075 758 763 767 rBVY 513612 757578 2.19% 0.490%
2 7.269 790 796 799 rBV 203882 371131 1.07% 0.240%
3 7.351 805 810 819 rvB 851252 1282387 3.70% 0.829%
4 7.469 819 830 840 rVvB3 242433 561771 1.62% 0.363%
5 7.940 897 910 914 rBV 452808 764773 2.21% 0.494%
6 7.992 914 919 925 rVB 2276480 3276470 9.45% 2.118%
7 8.310 965 973 978 rBVY 542517 904337 2.61% 0.585%
8 8.369 978 983 995 rvB2 953928 1718232 4_96% 1.111%
9 8.551 1006 1014 1022 rVV6 133096 362950 1.05% 0.235%
10 8.634 1022 1028 1037 rVB5 217094 473082 1.36% 0.306%

11 8.734 1037 1045 1052 rBV 290931 512626 1.48% 0.331%
12 9.104 1102 1108 1118 rBV2 335945 642109 1.85% 0.415%
13 9.275 1118 1137 1143 rVV3 408946 1303402 3.76% 0.843%
14 9.716 1207 1212 1219 rVB 516399 815300 2.35% 0.527%
15 9.822 1219 1230 1234 rBV3 401061 836244 2.41% 0.541%

16 9.869 1234 1238 1245 rVB 441267 719970 2.08% 0.465%
17 10.134 1277 1283 1294 rBV5 205321 498485 1.44% 0.322%
18 10.357 1314 1321 1327 rVV3 503078 976479 2.82% 0.631%
19 10.416 1327 1331 1340 rVB4 214112 428056 1.23% 0.277%
20 10.598 1356 1362 1371 rBV 816353 1432251 4._.13% 0.926%

21 10.751 1376 1388 1391 rBV2 801263 1734314 5.00% 1.121%
22 10.804 1391 1397 1405 rVB 7856505 12856292 37.09% 8.312%
23 10.910 1411 1415 1421 rVB2 1161142 1826708 5.27% 1.181%
24 11.010 1427 1432 1438 rBV 1528515 2521726 7.27% 1.630%
25 11.069 1438 1442 1444 rVV 635167 1028692 2.97% 0.665%

26 11.104 1444 1448 1455 rVB 1163839 1884563 5.44% 1.218%
27 11.610 1529 1534 1537 rBV2 486929 830905 2.40% 0.537%
28 11.651 1537 1541 1547 rVB4 704964 1338430 3.86% 0.865%
29 11.851 1566 1575 1579 rBV5 200433 408975 1.18% 0.264%
30 12.280 1642 1648 1654 rBV5 188890 450948 1.30% 0.292%

31 12.398 1662 1668 1677 rVV 1067284 1936847 5.59% 1.252%
32 12.498 1679 1685 1690 rVB 495829 779614 2.25% 0.504%
33 12.622 1697 1706 1716 rVB 1097637 1983547 5.72% 1.282%
34 12.722 1716 1723 1736 rBv4 280351 903544 2.61% 0.584%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 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-BM012317 .M
SVOA CALIBRATION

35 12.963 1758 1764 1770 rBV 376235 558902 1.61% 0.361%

36 13.074 1778 1783 1791 rVB 1624749 2601169 7.50% 1.682%
37 13.174 1791 1800 1810 rVB4 959440 1728666 4_.99% 1.118%
38 13.274 1811 1817 1821 rBV 662229 1116529 3.22% 0.722%
39 13.392 1828 1837 1844 rBV6 306834 790145 2.28% 0.511%
40 13.551 1858 1864 1866 rBV2 467425 770889 2.22% 0.498%

41 13.586 1866 1870 1885 rVB3 919395 2066016 5.96% 1.336%
42 13.745 1887 1897 1907 rVB8 268589 940155 2.71% 0.608%
43 13.904 1917 1924 1928 rBV6 294151 742531 2.14% 0.480%
44 13.980 1933 1937 1941 rVB 814638 1065439 3.07% 0.689%
45 14.269 1980 1986 1996 rVB 1005946 1937937 5.59% 1.253%

46 14.369 1996 2003 2009 rBV7 196036 499698 1.44% 0.323%
47 14.574 2029 2038 2041 rBV 1120673 2036687 5.88% 1.317%
48 14.621 2041 2046 2054 rVB2 3485368 5417883 15.63% 3.503%
49 14.692 2054 2058 2063 rBV2 409869 778104 2.24% 0.503%
50 14.751 2063 2068 2080 rVB3 2031274 3827621 11.04% 2.475%

51 14.880 2080 2090 2096 rBV 2375025 5949312 17.16% 3.846%
52 14.939 2096 2100 2103 rBV 2320945 3174806 9.16% 2.053%
53 15.033 2111 2116 2119 rBV3 538319 918833 2.65% 0.594%
54 15.068 2119 2122 2126 rVV3 495686 709670 2.05% 0.459%
55 15.116 2126 2130 2135 rVB 1424750 2125155 6.13% 1.374%

56 15.192 2135 2143 2145 rBV2 1354116 2463497 7.11% 1.593%
57 15.216 2145 2147 2154 rVB 1403162 1858786 5.36% 1.202%
58 15.298 2154 2161 2164 rBV6 266133 496952 1.43% 0.321%
59 15.568 2201 2207 2211 rVB 1071677 1528216 4.41% 0.988%
60 15.627 2211 2217 2222 rBV2 2030709 3606787 10.40% 2.332%

61 15.698 2222 2229 2235 rVV 22559987 34664334 100.00% 22.411%
62 15.898 2258 2263 2269 rBV8 166039 379984 1.10% 0.246%
63 16.298 2328 2331 2337 rVB3 502026 796469 2.30% 0.515%
64 16.662 2387 2393 2396 rBV5 212466 375068 1.08% 0.242%
65 16.698 2396 2399 2408 rVB7 243579 465829 1.34% 0.301%

66 16.962 2437 2444 2451 rVB6 916364 1673230 4._.83% 1.082%
67 17.321 2499 2505 2508 rBV2 1270673 1963548 5.66% 1.269%
68 17.362 2508 2512 2516 rVV 1028373 1538324 4._.44% 0.995%
69 17.415 2516 2521 2530 rVB 1314149 2224314 6.42% 1.438%
70 17.574 2543 2548 2553 rVB4 221162 389398 1.12% 0.252%

71 17.721 2569 2573 2585 rVB 1145040 1623263 4.68% 1.049%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 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:\HPCHEM1I\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M

= SVOA CALIBRATION

72 17.827 2585 2591 2596 rBV3 409060 673066 1.94% 0.435%
73 19.515 2874 2878 2883 rVB 442494 559907 1.62% 0.362%
74 19.703 2905 2910 2922 rVB 1485245 2036890 5.88% 1.317%
75 20.174 2985 2990 2996 rVB 610181 806460 2.33% 0.521%

76 21.486 3208 3213 3220 rVB 1582395 2004366 5.78% 1.296%
77 21.603 3230 3233 3239 rVB 373772 475163 1.37% 0.307%

78 23.697 3583 3589 3597 rvB2 876881 1665325 4._.80% 1.077%
79 23.850 3609 3615 3625 rVB 752834 1525904 4._.40% 0.987%

Sum of corrected areas: 154673965
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM012317 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM008835.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 2-Heptanone, 4,6-dimethyl- Concentration Rank 6

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

7.35 33.54 ng/ul 1282390 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 78
2 Butanoic acid, 3-oxo-, 2-propeny... 142 C7H1003 001118-84-9 72
3 2-Nonanone 142 C9H180 000821-55-6 56
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 53
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 45

Abundance Scan 810 (7.351 min): BM008835.D (-805) (-) m/z 43.00 100.00%
43
5000 58
uL 69 g5
7.00 7.20 7.40 7.60
109
0....,....|i:..- ,.-.|'..,'"...9,9..-..,1.2.7..,....,....,....,?97.. m/z 58.00 43.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43
58
5000 AL L SR L
69 85 7.00 7.20 7.40 7.60
- ‘ m/z 41.00 35.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
7.00 7.20 7.40 7.60
5000 m/z 69.05 25.36%
58
85
o 1 27 69 100 114 127 142
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19930: 2-Nonanone
43 7.00 7.20 7.40 7.60
m/z 85.00 22 .28%
5000
58
71
0 \‘\ : \H‘\ | ‘ 8\\4 109
LI LRI FULELEL SURLLEL SLELAL UL UL SO WAL L B A L SR L
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 1-Hexanol, 2-ethyl- Concentration Rank 2

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

7.99 85.68 ng/ul 3276470 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
4 Acetic acid, cyano-, 2-ethylhexy... 197 C11H19NO2 013361-34-7 50
5 4-Bromoheptane 178 C7H15Br 000998-93-6 47

Abundance Scan 919 (7.992 min): BM008835.D (-914) (-) m/z 57.10 100.00%
57
41
5000
70 83 I R S S
98 11o 921 7.60 7.80 8.00 8.20 8.40
o} NSSNBSS | )| NI RN NS L ——— S m/z 41.10 54.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
29 7.60 7.80 8.00 8.20 8.40
70 83 m/z 43.05 36.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
7.60 7.80 8.00 8.20 8.40
5000 43 m/z 55.10 34.26%
29 69 83
o, 18 98 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13667: 1-Hexanol, 2-ethyl-
57 7.60 7.80 8.00 8.20 8.40
m/z 56.10 21.45%
5000
- 4l 70 83
98
112
m/z--> 20 40 60 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 Indane Concentration Rank 8

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

8.31 23.65 ng/ul 904337 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Indane 118 C9H10 000496-11-7 74
3 Benzene, cyclopropyl- 118 C9H10 000873-49-4 60
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 60
5 Indane 118 C9H10 000496-11-7 60

Abundance Scan 973 (8.310 min): BM008835.D (-965) (-) m/z 117.00 100.00%
117

5000

8.00 8.20 8.40 8.60

0 e ok | m/z 118.10  51.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117
5000 LI IL L L I L B L LB B BN
8.00 8.20 8.40 8.60
39 =g 91 m/z 115.00 38.43%
13 %] ', 77 | 103 ‘
N MY O VIR M-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
8.00 8.20 8.40 8.60
5000 m/z 91.10 29.28%
91
ol 15 27 39 51 63 77 "7 103
I s o B B L S EmE e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8966: Benzene, cyclopropyl-
117 8.00 8.20 8.40 8.60
m/z 63.00 23.15%
5000 91
51
g P LT
.}?PH.N,.“Nﬂ“.d“.ﬁh,ﬁ..q....“...“...,”..,.”.
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\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 4

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

8.37 44 _93 ng/ul 1718230 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 76
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 76
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 70
4 4-Pentenal 84 C5H80 002100-17-6 46
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 46

Abundance Scan 983 (8.369 min): BM008835.D (-978) (-) m/z 83.00 100.00%
83
41 55 o
5000
I oy 15 550 520 .40 580 50
0"'I'"'I'"'I""I""I"'"I'"'I'i'""'I:!"I"'I'I""I""I"I"I""I""I m/z 55.10 61.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83
5000 69

55 8.00 8.20 8.40 8.60 8.80

140 m/z 41.05 60.71%

27 ‘ 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
83

69 8.00 8.20 8.40 8.60 8.80

o

5000 41 55 m/z 69.00 55.88%
27
15 97 11 125 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl- . T e
83 800 820 840 860 880
m/z 56.05 49 _.77%
69
5000
55
41 140
29 125
s 2 7
o) NS SRS N MW | S NS M TN N ESANN SN R DA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 Cyclohexanol, 3,3,5-trimeth... Concentration Rank 21

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

8.55 9.49 ng/ul 362950 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000767-54-4 53
2 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000933-48-2 45
3 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 40
4 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 18
5 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 16

Abundance Scan 1014 (8.551 min): BM008835.D (-1006) (-) m/z 41.05 100.00%
a1
109
5000 55 [S: F
esm ‘91 101 119 820 8.40 8.60 8.80
o..,....,....,...:I!‘“.'.-;-.J-..‘:',.'.':!;...l:',|..|.'.,'..-.~.,-.-'.'..;....',.??.7,....,....,. m/z 109.10 56.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20052: Cyclohexanol, 3,3,5—trimethylib, trans-
109
5000
a1 83 8.20 8.40 8.60 8.80
29 ‘ 55 71 96 124 m/z 73.10 49.01%
o--.-1-?-.---‘-‘.----‘.=‘l‘--.-‘-H‘-‘.‘??-H‘.‘----.‘l=‘--.--‘--.----l----.----.----l.“-l---.-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
109
83 820 8.40 8.60 8.80
5000 m/z 55.00 46.48%
41 55 71
29 124
ol 18 63 9% 141
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20031: Cyclohexanol, 3,3,5-trimethyl-
8.20 8.40 8.60 8.80
m/z 57.05 45_.83%
5000
0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 3-Pentanol, 2,2-dimethyl- Concentration Rank 17

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

8.73 13.41 ng/ul 512626 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 53
2 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 53
3 Pentan-2-ol, 4-allyloxy-2-methyl- 158 C9H1802 102840-52-8 50
4 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 47
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 47

Abundance Scan 1044 (8.728 min): BM008835.D (-1037) (-) m/z 59.10 100.00%
5000
8.40 8.60 8.80 9.00
0 m/z 43.00 74.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8389: 3-Pentanal, 2,2-dimethyl-
59
5000 41 SRR SR R
87 8.40 8.60 8.80 9.00
29 m/z 57.05 73.10%
o 15 1l \‘W ll 12 “ 101 115
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
a 8.40 8.60 8.80 9.00
5000 m/z 85.00 57.77%
29 87
o 15 71 101 115
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30262: Pentan-2-ol, 4-allyloxy-2-methyl-
43 =59 8.40 8.60 8.80 9.00
m/z 41.05 47 .69%
5000
85
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

SOM02.2-EPA-BM012317.M Tue Jan 24 19:03:41 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 unknown-01 Concentration Rank 5

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

9.27 34.09 ng/ul 1303400 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 45
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 45
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 42
4 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 40
5 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 33

Abundance Scan 1136 (9.269 min): BM008835.D (-1118) (-) m/z 73.00 100.00%
B
41 88
5000 55
101 115 9.00 9.20 9.40 9.60
0..,....,....,....‘;!“..,-.'..:-,.‘.3.5:|i-.!..,... el 229137 148 7o 88,00 62.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20867: Hexanoic acid, 2-ethyl-
73 88
5000 ISR ARSI L
a1 O 9.00 9.20 9.40 9.60
29 101 146 m/z 41.10 60.35%
O'W"ﬁﬁ"kt'“'“A“'l“h'v§§”vl""J|'“'J“"|“t'v'}ﬁ9"'ﬁéﬁw'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73 88
" 9.00 9.20 9.40 9.60
5000 m/z 55.05 37.72%
41 57
29 101 116
ol 19 65 129 144
Wmmmwmﬂmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20866: Hexanoic acid, 2-ethyl- B RA mE s e S
73 88 9.00 9.20 9.40 9.60
41 m/z 57.05 32.44%
57
5000 29
101 e
Oy “hgéh b "'|'“'|“"|“"v'}ﬁ9'“|}§ﬁ|'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60

SOM02.2-EPA-BM012317.M Tue Jan 24 19:03:42 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.13 5.75 ng/ul 498485 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 78
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 60
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 60
Abundance Scan 1282 (10.128 min): BM008835.D (-1277) (-) m/z 117.00 100.00%
117
5000 o1
39 51 77 132 R ERRARN R S
| | 63 o | o 103110| |‘| 9.80 10.00 10.20 10.40
Obrrprrrr et bt DOl 8y 2ROl sz 119.10 52.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117

5000
9.80 10.00 10.20 10.40

m/z 114.95 41.68%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
o1 9.80 10.00 10.20 10.40
5000 132 m/z 91.10 35.47%
9 51 % 4 03
o 27 58 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117 9.80 10.00 10.20 10.40

m/z 132.10 28.76%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40

SOM02.2-EPA-BM012317.M Tue Jan 24 19:03:42 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 unknown-02 Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
10.42 4.94 ng/ul 428056 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 42
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 40
3 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 38
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 35
5 Butyl trifluoroacetate 170 C6H9F302 000367-64-6 35

Abundance Scan 1332 (10.422 min): BM008835.D (-1327) (-) m/z 57.00 100.00%
g7
a | 73
5000
10.20 10.40 10.60 10.80
o m/z 56.05 93.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56
5000 LRI SN UL SO B
a | 7t 10,20 1040 10.60 10.80
111 m/z 73.10 70.81%
2( a5 145
oh13 L1 129 170184199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
10.20 10.40 10.60 10.80
5000 41 - m/z 41.05 64.66%
27
o 85 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6699: 2,4—Dimethy|—l—hexene LI |
56 10,20 10.40 10.60 10.80
m/z 55.10 59.72%
41
5000
2
. 1 ZP g7 112
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 10,20 1040 10.60 10.80

SOM02.2-EPA-BM012317.M Tue Jan 24 19:03:43 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 Parachlorophenol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.60 16.52 ng/ul 1432250 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Parachlorophenol 128 C6H5CIO0 000106-48-9 98
2 Phenol, 3-chloro- 128 C6H5CIO 000108-43-0 95
3 Phenol, 3-chloro- 128 C6H5CIO 000108-43-0 95
4 Parachlorophenol 128 C6H5CIO 000106-48-9 95
5 Parachlorophenol 128 C6H5CIO 000106-48-9 92
Abundance Scan 1362 (10.598 min): BM008835.D (-1356) (-) m/z 128.00 100.00%
18
5000
39 100
| I 355 10.20 10.40 10.60 10.80 11.00
ol N m/z 65.00 96.24%
m/z--> 50 100 150 200 250 300 350
Abundance #12100: Parachlorophenol
128
5000 65
10.20 10.40 10.60 10.80 11.00
20 100 m/z 63.00 53.82%
0?'4..“‘.‘ﬁ“.“”‘.“‘..“‘l“....|.... ————
m/z--> 50 100 150 200 250 300 350
Abundance
128
10.20 10.40 10,60 10.80 11.00
5000 65 m/z 63.95 40.20%
a9 100
14
s s L WL WL B
m/z--> 50 100 150 200 250 300 350
Abundance #12108: Phenol, 3-chloro- A
128 10.20 10.40 10.60 10.80 11.00
m/z 39.05 38.03%
65
5000
39
100
0‘14 .h..”l{‘..‘..luuuu....|....|....|.
m/z--> 50 100 150 200 250 300 350 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\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.91 21.07 ng/ul 1826710 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-methyl-4-(2-hydro... 142 C9H180 004916-87-4 38
2 5-Methyl-5-hexen-3-yn-2-ol 110 C7H100 068017-33-4 35
3 exo-2-Bromonorbornane 174 C7H11Br 002534-77-2 35
4 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 35
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 35
Abundance Scan 1415 (10.910 min): BM008835.D (-1411) (-) m/z 95.10 100.00%
41 95
57 134
71
5000
2
109
123 10.60 10.80 11.00 11.20
o sl A7 "m/z 41.05  90.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20053: Cyclohexane, 1-methyl-4-(2-hydroxyethyl)-
95
55
5000 81
41 67 10.60 10.80 11.00 11.20
‘ 109 124 m/z 57.00 78.33%
0 "'|'"'|""|'"'|""|""|'"']]4'2"'|""|""|""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
3 67 10.60 10.80 11.00 11.20 |
5000 m/z 133.95 72 .80%
15 2 55 79 108
S S S I SR L LA S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41311: exo-2-Bromonorbornane R R i AR
95 10.60 10.80 11.00 11.20
m/z 43.10 61.55%
5000
67
2739
o 15 ] M ?ﬁ w‘ 79 | 107119 134145 174
m/z--> 20 40 60 80 100 120 140 160 180 200 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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: Cyclicll.01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.01 29.08 ng/ul 2521730 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene 112 C8H16 000111-67-1 55
2 Cycloheptanone 112 C7H120 000502-42-1 46
3 Diphosphoric acid, diisooctyl ester 402 C16H3607P2 072101-07-6 43
4 6,6-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 104518-69-6 30
5 3-Octene, (E)- 112 C8H16 014919-01-8 30
Abundance Scan 1432 (11.010 min): BM008835.D (-1427) (-) m/z 55.00 100.00%
111
5000
3 83 [ 139 207 257 10.60 10.80 11.00 11.20 11.40
o ot 0 m/z 41.10 83.51%
m/z--> 50 100 150 200 250 300 350
Abundance #6624: 2-Octene
55
10.60 10.80 11.00 11.20 11.40
g3 12 m/z 69.05 62 .03%
o |....|.’...|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
55
10.60 10.80 11.00 11.20 11.40
5000 m/z 111.05 55.16%
27 84 112
L s L (L LN WL L
m/z--> 50 100 150 200 250 300 350
Abundance #212746: Diphosphoric acid, diisoocty! ester
4 10.60 10.80 11.00 11.20 11.40
m/z 39.00 40.68%
69
5000
‘ \ 112
o ﬂ’J 91, | 133151 179 209
UL SR UL UL L SR SRR B
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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: Cyclicll.07 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.07 11.86 ng/ul 1028690 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene 112 C8H16 000111-67-1 38
2 6,6-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 104518-69-6 27
3 2-Pyrrolidinone, 1-(1-oxo-2-prop... 139 C7HINO2 002043-26-7 27
4 Cyclooctane, butyl- 168 C12H24 016538-93-5 27
5 2,4-Dihydroxypyridine 111 C5H5NO2 000626-03-9 22
Abundance Scan 1442 (11.069 min): BM008835.D (-1438) (-) m/z 55.00 100.00%
g5
41 69 111
5000
10.80 11.00 11.20 11.40
(o} m/z 41.10 68.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6624: 2-Octene
41 55
5000 29 70
10.80 11.00 11.20 11.40
83 112 m/z 111.05 67 .55%
ol 15 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
111
83
42 10.80 11.00 11.20 11.40
5000 56 m/z 69.10 61.36%
28 69
e S UL UL I B B S S SR LA S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17805: 2-Pyrrolidinone, 1-(1-oxo-2-propenyl)-
55 10.80 11.00 11.20 11.40
m/z 39.05 42 _.57%
5000 27 111
B ol
mz-> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

SOM02.2-EPA-BM012317.M Tue Jan 24 19:03:46 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 unknown-04 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.10 21.73 ng/ul 1884560 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aziridine, 1-propyl- 85 C5H11N 005536-98-1 38
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 17
3 3,4,5-Trimethyldihydrofuran-2-one 128 C7H1202 1000194-05-2 9
4 2-n-Propylaziridine 85 C5H11N 003647-38-9 9
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 9
Abundance Scan 1447 (11.098 min): BM008835.D (-1444) (-) m/z 56.10 100.00%
56
5000
41 71
111 145 157 10.80 11.00 11.20 11.40
3 S| | .|-:'. B e 18 S m/z 71.00 29.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1575: Aziridine, 1-propyl-
56
5000
10.80 11.00 11.20 11.40
m/z 57.10 29.05%
L.
0'“'|”L'Uh“ AR RRRS S s E AR R e
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
56
10.80 11.00 11.20 11.40
5000 a1 7 m/z 69.10 27.88%
29 111
b 18 8 98 129 15157 105 184 199
m/z--> ﬁo 45 eb 85 160 150 150 160 180 260
Abundance #12279: 3,4,5-Trimethyldihydrofuran-2-one
56 10.80 11.00 11.20 11.40
m/z 41.10 27 .22%
41
5000 69
84
0 N m“ ‘ 100 113 128
TT T T rirrrrrrr |||||||||||||||||||||||||||||||| —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> ' 4'0 6|O 8|O 1(')0 12'0 14'10 1('30 1&'30 2(')0 10.80 11.00 11.20 11.40
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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\BMO012317\
BMO08835.D

24 Jan 2017 11:32

UM/SJ

11323-21DL 2X

35 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M

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

Concentration Rank 20

Peak Number

15 (DEL) Alkane: Cyclicll.61

R.T. EstConc Area Relative to ISTD R.T.
11.61 9.58 ng/ul 830905 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Tetradecene, (2)- 196 C14H28 041446-62-2 38
2 4-Chloro-3-n-hexyltetrahydropyran 204 C11H21icCIO 066555-66-6 27
3 4-Decene, 6-methyl-, (E)- 154 C11H22 036229-57-9 27
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 25
5 (R)-(-)-(2)-14-Methyl-8-hexadece. .. 254 C17H340 030689-78-2 25

Abundance Scan 1534 (11.610 min): BM008835.D (-1529) (-) m/z 55.05 100.00%
109 153 11.20 11.40 11.60 11.80 12.00
125 139 : : : : :
o 167 208 221 m/z 41.10 66.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58286: 5-Tetradecene, (2)-
41 55
69
5000 UAR UM BRI IR
29 83 1120 11.40 11.60 11.80 12.00
97111 m/z 56.05 42 _.13%
196
0 .1.5, .‘a T .Ua‘. .“.‘, ol ‘. .“,M‘ T .‘.“, “‘. 1.2.5 1.3,9. .1.5? 1.6.7.1.79. .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41
55
11.20 11.40 11.60 11.80 12.00
5000 69 83 . m/z 69.10 40.62%
109 125
0 137 150 168 204
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27061: 4-Decene, 6-methyl-, (E)- B B S B B o
55 11.20 11.40 11.60 11.80 12.00
m/z 97.05 35.76%
5000
M 69 97
m/z--> 20 Io 60 80 100 12'0 14'10 160 180 200 220 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 unknown-05 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.65 15.43 ng/ul 1338430 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, bis(l-methylprop... 194 C8H1803S 024769-51-5 43
2 Oxirane, 2,2"-[oxybis(methylene)... 130 C6H1003 002238-07-5 35
3 2-Butanol, 3-(1,3,3-trimethylbut... 188 C11H2402 074810-44-9 25
4 Butoxyacetic acid 132 C6H1203 002516-93-0 22
5 1-Butoxypropan-2-yl isobutyl car... 232 C12H2404 1000378-27-6 17
Abundance Scan 1541 (11.651 min): BM008835.D (-1537) (-) m/z 57.10 100.00%
7
5000
3
g '] " 11.40 11.60 11.80 12,00
131 153 : : : :
0 Il.., e Tm/z 41.10  69.19%
m/z--> 50 100 150 200 250 300 350
Abundance #56801: Sulfurous acid, bis(1-methylpropyl) ester
57
5000 LR UL B UL B
29 1140 11,60 11.80 12.00
101 m/z 55.00 40.09%
o \“ I 8 1 Pas0 10
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 11.40 1160 11.80 12,00
5000 m/z 58.05 33.58%
29
87
0""I""I""""""""I""I'
m/z--> 50 100 150 200 250 300 350
Abundance #51532: 2-Butanol, 3-(1,3,3-trimethylbutoxy)-
57 11.40 11.60 11.80 12.00
m/z 39.00 30.18%
99
143
m/z--> 100 150 200 250 300 350 1140 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 unknown-06 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
11.85 4.72 ng/ul 408975 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Oxopentanedioic acid 146 C5H605 000328-50-7 38
2 Butane, 1,1"-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 22
3 Butyric acid, 4-(3,5-dimethylpyr... 196 C9H12N203 1000302-38-1 16
4 Butane, 1,1"-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 12
5 Propane, 1,1"-[ethylidenebis(oxy... 174 C10H2202 005669-09-0 12
Abundance Scan 1575 (11.851 min): BM008835.D (-1566) (-) m/z 57.10 100.00%

5000

3

11.60 11.80 12.00 12.20

o m/z 41.10 71.13%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21776: 2-Oxopentanedioic acid
45
29 101
5000 73 LIRS
11.60 11.80 12.00 12.20
m/z 45.00 52.28%
0 14 129 147
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
S T e T T
n 101 11.60 11.80 12.00 12.20
5000 m/z 55.00 48 .11%
zf 85 159
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58613: Butyric acid, 4-(3,5-dimethylpyrazol-1-yl)-4-oxo- B B e
45 11.60 11.80 12.00 12.20
74 m/z 101.05 39.42%
5000 100
o.P.H,HHNM:HL.q.”LM”.“.”..”,””,”...”..”.“”.“.”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 unknown-07 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.28 5.20 ng/ul 450948 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Bicyclooctyl 222 C16H30 006708-17-4 35
2 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 27
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 27
4 Cyclohexane, (1,2-dimethylpropyl)- 154 C11H22 051284-29-8 27
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 22
Abundance Scan 1648 (12.280 min): BM008835.D (-1642) (-) m/z 43.00 100.00%
9
5000
12.00 12.20 12,40 12.60
0 m/z 69.05 92.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #79557: 1,1'-Bicycloocty!
69 111
5000 55 LI BN UL UL B
12,00 12.20 12,40 12.60
41 m/z 55.10 69.38%
0 2 ] 123 167 192
miz--> % 4o 0 0 160 120 140 160 180
Abundance
69
SRR SUNILE BN B
41 12.00 12.20 12.40 12.60
5000 55 Hi m/z 97.10 64.00%
29
83 140
95 125
e S S S S L UL WL B L SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11594: Cyclohexane, 1,2,4-trimethyl- B B B
69 12.00 12.20 12.40 12.60
55 1 m/z 111.05 63.23%
5000 41
126
97
Gl
oLt AL M b b L
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 1H-Pyrazole, 4,5-dihydro-5,... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.50 8.99 ng/ul 779614 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pyrazole, 4,5-dihydro-5,5-dim... 138 C8H14N2 106251-09-6 52
2 lIsophorone 138 C9H140 000078-59-1 49
3 1H-Imidazole, 1-methyl- 82 C4H6N2 000616-47-7 46
4 8-Oxabicyclo[5.1.0]oct-2-en-4-on... 166 C10H1402 052898-23-4 42
5 1H-Imidazole, 1-methyl- 82 C4H6N2 000616-47-7 38
Abundance Scan 1685 (12.498 min): BM008835.D (-1679) (-) m/z 82.05 100.00%
V)
5000
39 123
54 109 138
9 152 12.20 12.40 12.60 12.80
o...,....|,|..-:||'.,."...~,'..'.~'.,..|'..,....',..:.,1??..1?9...,"?97..2,2.1. m/z 39.00 20.49%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #H17472: lH Pyrazole, 4,5-dihydro-5,5-dimethyl-4-isopropyli...
82
5000 LR BN UL BN UL
12120 12:40 12.60 12.80
39 54 138 m/z 123.10 19.68%
95
(M ....t‘..ﬂh, ﬁ?..,h SN L N
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
82
12.20 12.40 12.60 12.80
5000 m/z 41.05 18.60%
30 54 138
15 27 67 % 110123
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1157: 1H-Imidazole, 1-methyl- R R B
82 12.20 12.40 12.60 12.80
m/z 54.00 16.14%
5000
42 54
8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12120 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 Naphthalene, l1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.62 22.87 ng/ul 1983550 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
2 Benzocycloheptatriene 142 C11H10 000264-09-5 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
Abundance Scan 1706 (12.622 min): BM008835.D (-1697) (-) m/z 142.10 100.00%
142
115
5000
63 R BN B SRR B
| 128 | 174 104 081 12.40 12.60 12.80 13.00
0 ,....1,.."..','.-.-.":- "l..,‘...'!,.'.'.. W B SN, : 1Y m/z 141.05 84_01%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142
5000 R BN SR SN B
115 12.40 12.60 12.80 13.00

m/z 115.00 64 .16%

63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141
115

12.40 12 60 12. 80 13.00

5000 m/z 63.00 18.05%
63 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142 12.40 12.60 12.80 13.00
m/z 139.00 12.94%
5000 115
oL 39 % 8 |
e 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 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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-08 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.72 8.87 ng/ul 903544 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-dihydro-8-hydroxylinalool 172 C10H2002 1000131-83-5 43
2 3-Cyclopentylpropionic acid, cyc... 210 C13H2202 1000293-36-7 25
3 1,3,3,4-Tetramethyl-2-oxabicyclo... 140 C9H160 074055-05-3 14
4 Ethanone, 1-(2,2-dimethylcyclope... 140 C9H160 003664-75-3 14
5 3-Methyl-isoxazol-5(4H)-one 99 C4H5N02 001517-96-0 11
Abundance Scan 1723 (12.722 min): BM008835.D (-1716) (-) m/z 55.10 100.00%
5000
12.40 12.60 12.80 13.00
o 207 221 m/z 43.10 81.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39540: 1,2-dihydro-8-hydroxylinalool
43
5000 55 IR BN SRR
73 12.40 12.60 12.80 13.00
107 125 m/z 41.10 53.23%
R O <
0.|....l‘l‘..“l‘l.‘l“l.“iw‘.‘.“ﬁl.... “.‘...‘l...‘.l....l....l....l..
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41 55 83
69 125 12.40 12.60 12.80 13.00
5000 m/z 81.10 38.03%
143
27 107
95
L S S R B B L L WL W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18795: 1,3,3,4-Tetramethyl-2-oxabicyclo[2.2.0]hexane Lo L ma S e
43 55 12.40 12.60 12.80 13.00
m/z 73.10 33.14%
67
5000 82 97 15
27
T Ol
O'Vl"w'dMPWMMH“““P*l'ﬁ“"b"'w"'w"'w"'w' AU IR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

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

Peak Number 22 (DEL) Alkane: Cyclicl2.96 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.96 5.49 ng/ul 558902 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 40
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 40
4 3-Cyclohexyl-1-propyne 122 C9H14 1000342-45-9 38
5 Glutaric acid, dodecyl trans-hex... 382 C23H4204 1000359-93-2 38
Abundance Scan 1764 (12.963 min): BM008835.D (-1758) (-) m/z 55.00 100.00%
55
41 82
5000 100
67
182 S BUNBAN UNRA ISNLAA SN
153 12.60 12.80 13.00 13.20
ol e 118129135 220 | Tm/z 82.10  61.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11587: Cyclohexane, (1-methylethyl)-
55 a3
5000 41
67 12.60 12.80 13.00 13.20
27 m/z 41.05 54 _.54%
126
O '|"J" R R S 9§|I199I e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 82
1260 12.80 13.00 13.20
5000 41 m/z 100.10 45.03%
67
27 126
15 95 111
L L B L U WL WL BN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11595: Cyclohexane, (1-methylethyl)-
55 8 12.60 12.80 13.00 13.20
m/z 83.10 42 .21%
5000 M
67
27 ‘ 126
U }?I 'M"'Id" NLI ""'1 T ??l '%{1'|' RN AL UL U NSNS AU SR
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 unknown-09 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.17 16.98 ng/ul 1728670 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 000432-25-7 47
2 3-Ethoxy-4-methoxybenzaldehyde 180 C10H1203 001131-52-8 46
3 4-Ethoxy-3-anisaldehyde 180 C10H1203 000120-25-2 38
4 4-Ethoxy-3-anisaldehyde 180 C10H1203 000120-25-2 30
5 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 30
Abundance Scan 1799 (13.169 min): BM008835.D (-1791) (-) m/z 123.05 100.00%
123 152
41 55 81 180
5000 67 % 109
137
165 12.80 13.00 13.20 13.40
0 m/z 152.10 88.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25296: 1-Cyclohexene-1-carboxaldehyde, 2,6,6-trimethyl-
41 137
67 81 109 123 152
27 55 i\
5000 NN SRR ISR
g1 12.80 13.00 13.20 13.40
‘ m/z 151.05 80.12%
‘ ‘Mhhuhww LHM‘M\ ﬂ\ L] \ \
L L L L L B L U L L UL L WL W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
151
180 USRS AREE R
12.80 13.00 13.20 13.40
5000 m/z 55.10 60.16%
15 27 39 51 65 77 95 109 123 137 165
O T e oL .t e e = = S M
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45127: 4-Ethoxy-3-anisaldehyde A R ERE R o
151 12.80 13.00 13.20 13.40
m/z 41.10 57 .53%
180
5000
109 123
olas B3y B B o e L
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 Phenol, 3,4-dichloro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

13.27 10.96 ng/ul 1116530 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,4-dichloro- 162 C6H4CI120 000095-77-2 95
2 Phenol, 3,5-dichloro- 162 C6H4CI120 000591-35-5 93
3 Phenol, 3,5-dichloro- 162 C6H4CI120 000591-35-5 93
4 Phenol, 3,4-dichloro- 162 C6H4CI20 000095-77-2 87
5 Phenol, 2,4-dichloro- 162 C6H4CI20 000120-83-2 76

Abundance Scan 1816 (13.269 min): BM008835.D (-1811) (-) m/z 162.00 100.00%

162
63

5000

13.00 13.20 13.40 13.60

0 m/z 63.00 81.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32510: Phenol, 3,4-dichloro-
162
5000
99 13.00 13.20 13.40 13.60
63 m/z 99.00 65.01%
26 37 49 M‘ | 83 /109 126437 I
..,”..,....,”..,....“. R B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
162
13.00 13.20 13.40 13.60
5000 m/z 163.90 61.64%
63 99
73
0 39 49 83 109 126137
I L e e e B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32513: Phenol, 3,5-dichloro- e AR R
162 13.00 13.20 13.40 13.60
m/z 61.95 37.56%
5000
63 99
49
o2 R0 Des e eam )
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 Cyclooctancarboxylic acid, ... Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
13.55 7.57 ng/ul 770889 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclooctancarboxylic acid, 4-met... 198 C12H2202 1000149-78-5 60
2 6-Dodecene, (E)- 168 C12H24 007206-17-9 43

3 2-Pentenal, 2-methyl- 98 C6H100 000623-36-9 38
4 Cyclopentylcarbonyl-urea 156 C7H12N202 089852-04-0 35
5 Triallylsilane 152 C9H16Si 001116-62-7 35

m/z 55.10 100.00%

Abundance

Scan 1864 (13.551 min): BM008835.D (-1858) (-)
69

5000

13.20 13.40 13.60 13.80
m/z 69.05 88.68%

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

Abundance #59625: Cyclooctancarboxylic acid, 4-methyl-, ethyl ester
69
4 90
29
5000 i 13130 1340 1960 1380
101 152
125 108 m/z 41.10 72.18%
i A 0 el
0 ; ‘ M\ m‘ “H\H \‘H‘\‘ I ‘H i ‘H X | ‘
,,,,, ,,
m/z--> 20 80 100 120 180 200
Abundance
41 55 69
R e A REREE
13.20 13.40 13.60 13.80
5000 a3 m/z 43.05 37.25%
97
168
1L 55 140
O o B i o o o LA L B o o S e

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

Abundance #3200: 2-Pentenal, 2-methyl- R B .
41 9 13.20 13.40 13.60 13.80
m/z 57.00 36.44%
5000 69
55
27 ‘ ‘
m/z--> 20 40 100 120 140 160 180 200 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 Pent-1-yn-3-ene, 4-methyl-3... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.75 9.23 ng/ul 940155 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pent-1-yn-3-ene, 4-methyl-3-phenyl- 156 C12H12 065050-80-8 52
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 45
3 2,47-Bipyridine 156 C10H8N2 000581-47-5 44
4 Benzene, (1,4-cyclohexadien-1-yl)- 156 C12H12 013703-52-1 44
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 25
Abundance Scan 1898 (13.751 min): BM008835.D (-1887) (-) m/z 109.00 100.00%
109
156
5000
13.40 13.60 13.80 14.00
ol 13204 156,05 70.61%
m/z--> 2 40 60 80 100 120 140 160 180 200
Abundance #28515: Pent-1-yn-3-ene, 4-methyl-3-phenyl-
39 156
141
115
5000
13.40 13.60 13.80 14.00
51 128 m/z 141.10 62.33%
Ll |
0,....,..‘l.,”l‘..“l“,.“:”..,‘ ..‘l,.‘.‘..‘,‘. l“‘,....,....,...
m/iz--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141
13.40 13.60 13.80 14.00
5000 m/z 117.05 59.67%
115 128
Ol'zg"l'%q '|'§q '|§§ '??" A N SN DU UL S
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28394: 2,4'-Bipyridine
156 13.40 13.60 13.80 14.00
m/z 82.00 39.63%
5000 51 129
78 102
ool gl e | e ULl
miz--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 Naphthalene, 1,7-dimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.90 7.29 ng/ul 742531 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 86
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 86
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 86
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 86
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 81
Abundance Scan 1923 (13.898 min): BM008835.D (-1917) (-) m/z 141.00 100.00%
141 156
5000
13.60 13.80 14.00 14.20
of m/z 156 .05 92 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28474: Naphthalene, 1,7-dimethyl-
141 196
5000
13.60 13.80 14.00 14.20
115 m/z 73.05 70.47%
63 77 128
R Ll pe |l
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
1 R AU BRI U
13.60 13.80 14.00 14.20
5000 m/z 55.00 51.35%
115 10g
14 27 30 51 83 77 g9 105
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28488: Naphthalene, 2,6-dimethyl- R R B
141 156 13.60 13.80 14.00 14.20
m/z 57.00 40.23%
5000
115 10g
51 63 i
@ P g | oy D e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

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

Peak Number 29 unknown-10 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
14 .37 4.91 ng/ul 499698 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Hydroxy-2,2-dimethyl-8-phenyl-... 246 C16H2202 083040-88-4 35
2 1,3,6,10-Dodecatetraene, 3,7,11-... 204 C15H24 026560-14-5 22
3 1,3,6,10-Dodecatetraene, 3,7,11-... 204 C15H24 026560-14-5 22
4 _beta.-Myrcene 136 C10H16 000123-35-3 22
5 Bicyclo[5.1.0]octane, 8-(l-methy... 150 C11H18 054166-47-1 22

Abundance Scan 2003 (14.369 min): BM008835.D (-1996) (-) m/z 57.00 100.00%

57

5000

14.00 14.20 14.40 14.60

0 m/z 41.10 71.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #99153: 8-Hydroxy-2,2-dimethyl-8-phenyl-oct-5-en-3-one
57
85
5000 107 LI L B B B B O
a1 14.00 14.20 14.40 14.60
29 129 143 m/z 55.05 53.52%
XN O = O PPy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41
93 e e
14.00 14.20 14.40 14.60
55 g9 -
5000 119 m/z 43.10 50.98%
107
21 81
0 135147 161 189 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64403: 1,3,6,10-Dodecatetraene, 3,7,11-trimethyl-, (Z,E)- AL R S
41 14.00 14.20 14.40 14.60
93 m/z 121.10 47.75%
119
5000 55 69
107
27
AR l g Bast  asooon - MY L )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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 unknown-11 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.69 7.64 ng/ul 778104 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Azepin-2-one, hexahydro-4-met... 127 C7H13NO 003623-05-0 25
2 6-Octenoic acid, 3,7-dimethyl- 170 C10H1802 000502-47-6 18
3 (R)-(+)-Citronellic acid 170 C10H1802 018951-85-4 18
4 7,12-Dioxaspiro[5.6]dodecane 170 C10H1802 000181-28-2 18
5 Propylphosphonic acid, fluoroanh... 196 C8H18FO02P 1000273-50-3 14
Abundance Scan 2058 (14.692 min): BM008835.D (-2054) (-) m/z 55.10 100.00%
55
41 69
5000 127 153
81 95 115
| ‘ 1 ul 17|° 165 208 14.40 14.60 14.80 15.00
bl o DR B S m/z 69.10 68.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11857: 2H-Azepin-2-one, hexahydro-4-methyl-
30
43 o
5000 56 127
14.40 14.60 14.80 15.00
o 3 m/z 41.05 68.10%
0 ..1.5|....|....| \‘ |”‘l‘...H|.:.L:£L2.|.l..|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
41 R AR B B B
55 95 14.40 14.60 14.80 15.00
5000 110 m/z 127 .05 51.21%
82 152 170
oL 15 2 127138
IS NI SURELES SURJLILS SUBELIS SURELELS SR AL S SR B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37934: (R)-(+)-Citronellic acid
6 14.40 14.60 14.80 15.00
41 m/z 153.00 39.92%
55 95
5000 110
82 152 170
27
0! 15 ‘ﬁ‘:“lmu“u|‘l‘|‘||“|“||]|-2|7|1|3|8||l||||‘||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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: Cyclicl4.88 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.88 58.42 ng/ul 5949310 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 47
2 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 47
3 Tridecane, 3-methylene- 196 C14H28 019780-34-8 43
4 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 38
5 2-Hexene, 3-methyl-, (2)- 98 C7H14 010574-36-4 38
Abundance Scan 2090 (14.880 min): BM008835.D (-2080) (-) m/z 70.05 100.00%
55 70
41
5000

98

AN
LI B

127, 155170 14.60 14.80 15.00 15.20
1137141
o 187 207221 m/z 55.10 88.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6680: 2-Heptene, 3-methyl-
41 55 70
5000 LA L L L L L LB
112 14.60 14.80 15.00 15.20
27 m/z 41.10 56.84%
0..W.Lﬂﬁ”l“nhﬁf.w”.w.”.“.” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 70
R A RREEE R S
M 14.60 14.80 15.00 15.20
5000 m/z 57.10 41 .54%
27 112
84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58311: Tridecane, 3-methylene- B AR S S L
70 14.60 14.80 15.00 15.20
m/z 69.05 35.32%
5000 4155
2
013 97111126140 167181196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20

SOM02.2-EPA-BM012317.M Tue Jan 24 19:03:59 2017 Page: 34



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

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

Peak Number 32 (DEL) Alkane: Cyclicl5.03 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
15.03 9.02 ng/ul 918833 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-cyclopropyl- 98 C7H14 005750-02-7 53
2 5-Undecene, 3-methyl-, (E)- 168 C12H24 074630-67-4 53
3 1-Heptene, 5-methyl- 112 C8H16 013151-04-7 53
4 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 53
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 50
Abundance Scan 2115 (15.027 min): BM008835.D (-2111) (-) m/z 70.05 100.00%
70
5000 41
% 170 14150 15,00 1570 1540,
127 : : : :
0 ..,....|,|..~.|.~,.| bl 137199 | 196 25 om s O es 0o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #3349: Butane, 2-cyclopropyl-
41 P
5000 AR UM UL UL I
14.80 15.00 15.20 15.40
m/z 41.10 44 _78%
oupwwhﬁphw””.”qunpu.nupu.“”.“.””.”.””P“.“”P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
70
' 14:80 15.00 15.20 15.40
5000 41 m/z 57.05 35.49%
0 21 9 115 139 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6681:1—Hepmne,54nemyk LA L LB L B B
70 14.80 15.00 15.20 15.40
43 m/z 69.05 34 .09%
5000
0 2 ‘ | L‘ ‘91 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08835.D

Acq On : 24 Jan 2017 11:32

Operator : UM/SJ

Sample : 11323-21DL 2X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Heptanone, 4,6-... 7.35 33.5 ng/ul 1282390 1 7.94 764773 20.0
1-Hexanol, 2-ethyl- 7.99 85.7 ng/ul 3276470 1 7.94 764773 20.0
Indane 8.31 23.6 ng/ul 904337 1 7.94 764773 20.0
Cyclohexanone, 3,... 8.37 44_.9 ng/ul 1718230 1 7.94 764773 20.0
Cyclohexanol, 3,3... 8.55 9.5 ng/ul 362950 1 7.94 764773 20.0
3-Pentanol, 2,2-d... 8.73 13.4 ng/ul 512626 1 7.94 764773 20.0
unknown-01 9.27 34.1 ng/ul 1303400 1 7.94 764773 20.0
Benzene, 2-etheny... 10.13 5.8 ng/ul 498485 2 10.75 1734310 20.0
unknown-02 10.42 4.9 ng/ul 428056 2 10.75 1734310 20.0
Parachlorophenol 10.60 16.5 ng/ul 1432250 2 10.75 1734310 20.0
unknown-03 10.91 21.1 ng/ul 1826710 2 10.75 1734310 20.0
(DEL) Alkane: Cyc... 11.01 29.1 ng/ul 2521730 2 10.75 1734310 20.0
(DEL) Alkane: Cyc... 11.07 11.9 ng/ul 1028690 2 10.75 1734310 20.0
unknown-04 11.10 21.7 ng/ul 1884560 2 10.75 1734310 20.0
(DEL) Alkane: Cyc... 11.61 9.6 ng/ul 830905 2 10.75 1734310 20.0
unknown-05 11.65 15.4 ng/ul 1338430 2 10.75 1734310 20.0
unknown-06 11.85 4.7 ng/ul 408975 2 10.75 1734310 20.0
unknown-07 12.28 5.2 ng/ul 450948 2 10.75 1734310 20.0
1H-Pyrazole, 4,5-... 12.50 9.0 ng/ul 779614 2 10.75 1734310 20.0
Naphthalene, 1-me... 12.62 22.9 ng/ul 1983550 2 10.75 1734310 20.0
unknown-08 12.72 8.9 ng/ul 903544 3 14.57 2036690 20.0
(DEL) Alkane: Cyc... 12.96 5.5 ng/ul 558902 3 14.57 2036690 20.0
unknown-09 13.17 17.0 ng/ul 1728670 3 14.57 2036690 20.0
Phenol, 3,4-dichl... 13.27 11.0 ng/ul 1116530 3 14.57 2036690 20.0
Cyclooctancarboxy... 13.55 7.6 ng/ul 770889 3 14.57 2036690 20.0
Pent-1-yn-3-ene, ... 13.75 9.2 ng/ul 940155 3 14.57 2036690 20.0
Naphthalene, 1,7-... 13.90 7.3 ng/ul 742531 3 14.57 2036690 20.0
unknown-10 14.37 4.9 ng/ul 499698 3 14.57 2036690 20.0
unknown-11 14.69 7.6 ng/ul 778104 3 14.57 2036690 20.0
(DEL) Alkane: Cyc... 14.88 58.4 ng/ul 5949310 3 14.57 2036690 20.0
(DEL) Alkane: Cyc... 15.03 9.0 ng/ul 918833 3 14.57 2036690 20.0
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