LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 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-2016\SOM02.2-EPA-BM121416_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 7.010 746 752 757 rBV 462372 730794 10.11% 0.429%
2 7.075 757 763 771 rVB2 214173 441234 6.11% 0.259%
3 7.204 781 785 797 rVB 493357 825442 11.42% 0.485%
4 7.310 797 803 812 rVvB2 246163 441083 6.10% 0.259%
5 7.663 852 863 870 rBY 671859 1247510 17.26% 0.733%
6 7.769 876 881 888 rvB 196579 349196 4.83% 0.205%
7 7.957 907 913 920 rBvV2 384036 713490 9.87% 0.419%
8 8.316 962 974 981 rBv2 589504 1123058 15.54% 0.660%
9 8.387 981 986 993 rvB2 384639 647647 8.96% 0.380%
10 8.628 1016 1027 1032 rBv4 340876 830639 11.49% 0.488%

11 8.681 1032 1036 1040 rVvv4 229194 432107 5.98% 0.254%
12 8.734 1040 1045 1049 rvv3 289336 651109 9.01% 0.382%
13 8.775 1049 1052 1056 rvv 335412 562209 7.78% 0.330%
14 8.828 1056 1061 1073 rVvVv 794336 1432388 19.82% 0.841%
15 8.945 1073 1081 1085 rvv2 268676 503942 6.97% 0.296%

16 9.004 1085 1091 1098 rVvv2 519274 1068123 14.78% 0.627%
17 9.081 1098 1104 1107 rVV 1260263 2144043 29.67% 1.259%
18 9.116 1107 1110 1117 rVV 996406 2046939 28.33% 1.202%
19 9.187 1117 1122 1133 rVV 2618498 4655613 64.43% 2.735%
20 9.428 1159 1163 1169 rVB 285550 425105 5.88% 0.250%

21 9.539 1175 1182 1193 rBV5 633437 1596288 22.09% 0.938%
22 9.657 1193 1202 1203 rVV5 232654 449953 6.23% 0.264%
23 9.687 1203 1207 1213 rVV2 492505 1006466 13.93% 0.591%
24 9.745 1213 1217 1222 rVB 408376 625712 8.66% 0.368%
25 9.839 1222 1233 1242 rBV4 601847 1665596 23.05% 0.978%

26 9.957 1242 1253 1261 rVB2 534823 1361986 18.85% 0.800%
27 10.086 1267 1275 1281 rBV3 954226 2352607 32.56% 1.382%
28 10.275 1301 1307 1314 rBV 967192 2217506 30.69% 1.303%
29 10.339 1314 1318 1322 rVB4 339735 580749 8.04% 0.341%
30 10.439 1322 1335 1339 rBvV 852450 1902487 26.33% 1.118%

31 10.486 1339 1343 1350 rVB 1422399 2470309 34.19% 1.451%
32 10.598 1356 1362 1372 rBV 3243152 5977551 82.72% 3.511%
33 10.686 1372 1377 1381 rBV2 1673904 3359732 46.49% 1.974%
34 10.810 1392 1398 1401 rBV2 2443954 4216371 58.35% 2.477%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 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-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

35 10.851 1401 1405 1411 rVV 4298718 7226109 100.00% 4.245%

36 10.916 1411 1416 1422 rVV 1094731 1714121 23.72% 1.007%
37 10.986 1423 1428 1431 rVV 643990 1037362 14.36% 0.609%
38 11.033 1431 1436 1442 rVB3 1620322 2731321 37.80% 1.604%
39 11.122 1448 1451 1456 rVB2 221419 380729 5.27% 0.224%
40 11.204 1456 1465 1471 rBV5 548586 1270356 17.58% 0.746%

41 11.286 1471 1479 1483 rBV 1143899 1972968 27.30% 1.159%
42 11.328 1483 1486 1493 rVB5 483516 977324 13.52% 0.574%
43 11.480 1505 1512 1516 rBV 1677096 3317511 45.91% 1.949%
44 11.533 1517 1521 1526 rVV2 1389167 2417618 33.46% 1.420%
45 11.581 1526 1529 1536 rvv4 555945 1329586 18.40% 0.781%

46 11.651 1536 1541 1546 rVB2 1651222 2762962 38.24% 1.623%
47 11.775 1558 1562 1566 rVB3 322536 461893 6.39% 0.271%
48 11.857 1571 1576 1582 rVB 2556641 4055860 56.13% 2.383%
49 11.992 1582 1599 1602 rBV3 1097648 3114510 43.10% 1.830%
50 12.104 1614 1618 1623 rVB3 1190398 2027167 28.05% 1.191%

51 12.163 1623 1628 1632 rBV4 1713445 3165184 43.80% 1.859%
52 12.263 1640 1645 1647 rBV 681711 1040328 14.40% 0.611%
53 12.328 1652 1656 1663 rVB 2561012 4711957 65.21% 2.768%
54 12.457 1670 1678 1681 rBV3 1051743 2110264 29.20% 1.240%
55 12.504 1681 1686 1693 rBV 2596605 4823322 66.75% 2.833%

56 12.569 1694 1697 1700 rVB4 566001 710882 9.84% 0.418%
57 12.651 1706 1711 1715 rBV3 1338691 2160877 29.90% 1.269%
58 12.710 1715 1721 1728 rVV4 2330980 5332016 73.79% 3.132%
59 12.769 1728 1731 1735 rVB4 477056 702828 9.73% 0.413%
60 12.892 1747 1752 1762 rBV7 419913 1111209 15.38% 0.653%

61 12.980 1762 1767 1771 rBV 1724386 2875054 39.79% 1.689%
62 13.180 1797 1801 1804 rBV 414971 529916 7.33% 0.311%
63 13.292 1816 1820 1824 rBvV4 228788 382094 5.29% 0.224%
64 13.357 1828 1831 1838 rVB5 246847 505573 7.00% 0.297%
65 13.457 1843 1848 1850 rBv4 758516 1190690 16.48% 0.699%

66 13.486 1850 1853 1860 rVB6 1412279 2339432 32.37% 1.374%
67 13.586 1866 1870 1872 rBV3 354957 529937 7.33% 0.311%
68 13.616 1872 1875 1879 rVV3 398785 601154 8.32% 0.353%
69 13.686 1883 1887 1891 rVVv4 1385036 2276759 31.51% 1.337%
70 13.727 1891 1894 1900 rVB 1362309 2110756 29.21% 1.240%

71 13.816 1903 1909 1913 rBV6 773632 1542614 21.35% 0.906%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 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\SOMO2 .2-EPA-2016\SOM02.2-EPA-BM121416.M
= SVOA CALIBRATION

72 13.892 1919 1922 1927 rVB2 822395 1147836 15.88% 0.674%

73 13.945 1928 1931 1935 rVB5 237673 384344 5.32% 0.226%

74 13.998 1935 1940 1943 rBV 1513491 2202773 30.48% 1.294%

75 14.069 1950 1952 1956 rVB2 353866 409371 5.67% 0.240%

76 14.304 1988 1992 1997 rBV2 1354209 2234370 30.92% 1.313%
77 14.363 1998 2002 2006 rVV3 533324 890396 12.32% 0.523%
78 14.404 2006 2009 2011 rVvVv 350463 494190 6.84% 0.290%
79 14.433 2011 2014 2019 rVB3 843882 1265344 17.51% 0.743%
80 14.492 2019 2024 2026 rBv4 313935 559302 7.74% 0.329%

81 14.657 2045 2052 2054 rVVv4 618916 1182860 16.37% 0.695%
82 14.692 2054 2058 2065 rVB3 1017263 2216021 30.67% 1.302%
83 14.792 2071 2075 2081 rVB6 333010 587499 8.13% 0.345%
84 14.857 2081 2086 2092 rBV 562951 1033931 14.31% 0.607%
85 14.986 2104 2108 2116 rVB4 438695 794301 10.99% 0.467%

86 15.304 2157 2162 2167 rBV2 2096147 3099317 42.89% 1.821%
87 15.357 2168 2171 2175 rVV2 412047 528593 7.32% 0.311%
88 15.421 2178 2182 2184 rBV 304011 360293 4._.99% 0.212%
89 15.463 2184 2189 2195 rVB2 528208 913915 12.65% 0.537%
90 15.557 2202 2205 2214 rVB2 838642 1406473 19.46% 0.826%

91 15.663 2219 2223 2228 rBV3 329625 460105 6.37% 0.270%
92 15.798 2243 2246 2252 rVB2 300676 473388 6.55% 0.278%
93 15.933 2264 2269 2274 rBV 1023025 1381977 19.12% 0.812%
94 16.257 2320 2324 2330 rBV3 182848 360180 4.98% 0.212%
95 17.057 2455 2460 2466 rVB 1372517 2008814 27.80% 1.180%

96 17.157 2472 2477 2484 rVB2 2111034 2978741 41.22% 1.750%
97 19.462 2863 2869 2879 rBV 2486568 3532191 48.88% 2.075%
98 21.256 3169 3174 3180 rBV 1943629 2586589 35.80% 1.519%
99 23.344 3522 3529 3542 rVB2 1947010 3770707 52.18% 2.215%
100 23.486 3547 3553 3562 rVB 1241721 2364568 32.72% 1.389%

Sum of corrected areas: 170233616
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-2016\SOM02.2-EPA-BM121416_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM008364.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 1 (DEL) Alkane: Cyclic7.07 Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
7.07 7.07 ng/ul 441234 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 53
2 5-Methyl-2-hexene,cé&t 98 C7H14 003404-62-4 50

3 Cyclohexanone, 2-ethyl- 126 C8H140 004423-94-3 50
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 50
5 Cyclohexanone, 2-ethyl- 126 C8H140 004423-94-3 47
Abundance Scan 762 (7.069 min): BM008364.D (-757) (-) m/z 56.10 100.00%
56 o8
41
5000
6.80 7.00 7.20 7.40
(o} m/z 98.10 79.06%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3354: Cyclopentane, 1,2-dimethyl-, trans-
56
41
70
5000
27 o8 6.80 7.00 7.20 7.40
83 m/z 41.05 67 .33%
oL 1 ‘\ 34 | 49|
T T T T T T e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 56
6.80 7.00 7.20 7.40
5000 m/z 55.10 61.49%
27 69 08
) 15 83
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10996: Cyclohexanone, 2-ethyl-
98 6.80 7.00 7.20 7.40
55 m/z 69.10 30.88%
5000 41 83
126
111
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 2 Benzene, 1,2,3-trimethyl- Concentration Rank 49

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

7.31 7.07 ng/ul 441083 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
3 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 81
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 81

Abundance Scan 803 (7.310 min): BM008364.D (-797) (-) m/z 105.10 100.00%
105
5000 120
41 56 17 91 7.00 7.20 7.40 7.60
140
Ol Bl L MO 207 h777150.10 0 39.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
120
5000
7.00 7.20 7.40 7.60
77 m/z 77.05 13.86%
39 91
oL s 2 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
7.00 7.20 7.40 7.60
5000 120 m/z 119.10 11.62%
27 ¥ 51 63 [ o1
G L S S S WL I L DI L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9120: Benzene, 1,3,5-trimethyl-
105 7.00 7.20 7.40 7.60
120 m/z 83.10 11.46%
5000
27 3% 51 o 7T @
0 ...|.‘...‘l‘..“l‘.“l‘.‘...”l..‘.‘.l‘l‘..‘.l‘....luuuul....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

SOMO2.2-EPA-BM121416.M Fri Dec 16 18:35:22 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 4 2-Cyclopenten-1-one, 2,3-di... Concentration Rank 34

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

7.96 11.44 ng/ul 713490 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 94
2 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 76
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 55
4 2,4-Hexadiene 82 C6H10 000592-46-1 55
5 1,4-Pentadiene, 3-methyl- 82 C6H10 001115-08-8 55

Abundance Scan 913 (7.957 min): BM008364.D (-907) (-) m/z 67.10 100.00%
67
110
5000
39 o, 95
81 126 - 7.60 7.80 8.00 8.20
0 1 m/z 110.10 61.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5716: 2-Cyclopenten-1-one, 2,3-dimethyl-
67
110
5000
7.60 7.80 8.00 8.20
27 o1 95 m/z 95.10 21.01%
0”..“..w..”,.”.,”..“..w..”,.”. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
67 110
760 7.80 800 820
5000 m/z 39.10 20.52%
82
39 54 95
27
0“}2"“|'“'|“"w"w"“ LI B SRS S SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1221: Cyclopentene, 1-methyl-
67 7.60 7.80 8.00 8.20
m/z 54.10 14 _46%
5000 82
39
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 6 1,3-Cyclopentanedione Concentration Rank 32

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

8.63 13.32 ng/ul 830639 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione 98 C5H602 003859-41-4 58
2 Cyclooctane 112 C8H16 000292-64-8 49
3 1H-1,2,4-Triazol-5-amine, 1-methyl- 98 C3H6N4 015795-39-8 46
4 Cyclooctane 112 C8H16 000292-64-8 45
5 cis-4-Decene 140 C10H20 019398-88-0 42

Abundance Scan 1027 (8.628 min): BM008364.D (-1016) (-) m/z 98.10 100.00%
¢ ]
55
5000 4l
83
I "2 40
195 5 207 8.20 8.40 8.60 8.80 9.00
o m/z 55.10 69.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3040: 1,3-Cyclopentanedione
98
42
5000 IR AR A AN A
56 o 8.20 8.40 8.60 8.80 9.00
28 m/z 41.10 50.56%
0 i Ml m‘\ “\ 81 ‘\
LI S ILLELL SULELEL SURL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55
83 SRR SR R S
70 112 8.20 8.40 8.60 8.80 9.00
5000 m/z 56.10 41 _30%
27
97
15
e R L I S L S S BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2974: 1H-1,2,4-Triazol-5-amine, 1-methyl- IS RS S e
98 8.20 8.40 860 8.80 9.00
m/z 83.05 34.27%
5000 g 43
56
0 ‘ | ] | 79 [l
AL SULALEL SLLELEL SULELIL SURLIL DAL DAL IR AL L B SRR SR R S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 7 unknown-01 Concentration Rank 50

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

8.68 6.93 ng/ul 432107 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazole-4-methanol 98 C4H6N20 000822-55-9 46
2 3-Butylthiophene 140 C8H12S 034722-01-5 43
3 4-Methyl-2-pyrazolin-5-one 98 C4H6N20 013315-23-6 43
4 Silacyclopent-3-ene, 3-methyl- 98 C5H10Si 054077-65-5 43
5 Cyclohexanone 98 C6H100 000108-94-1 35

Abundance Scan 1036 (8.681 min): BM008364.D (-1032) (-) m/z 97.05 100.00%
97
5000 A 69 123
a3 138 S V) TN
111 8.40 8.60 8.80 9.00
o} m/z 55.10 91.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2981: 1H-Imidazole-4-methanol
97
5000 42 o RSN I A R R
28 81 8.40 8.60 8.80 9.00
54 m/z 98.10 82.42%
15
0 ‘ Llig \“\ \‘ u‘ 1, i
RN L RIS SRR LR AN IR SRR RS S AR SRS LA SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
97
8.40 8.60 8.80 9.00
5000 m/z 41.10 54 _.69%
140
45
oL 15 27 37 36160 84 T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2986: 4-Methyl-2-pyrazolin-5-one T T
97 8.40 8.60 8.80 9.00
m/z 123.10 48.65%
5000
41 54 69
0"W”'W'”'P“'MH“Jm”I”“w”'ﬁa'ﬂ'”W'“'P”'P”'P'”P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00

SOM02.2-EPA-BM121416.M Fri Dec 16 18:35:25 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 8 Benzaldehyde, 4-methyl- Concentration Rank 40

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

8.73 10.44 ng/ul 651109 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 59
2 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 59
3 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 58
4 Phthalan 120 C8H80 000496-14-0 53
5 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 50

Abundance Scan 1044 (8.728 min): BM008364.D (-1040) (-) m/z 91.10 100.00%
o
120
5000
39 51 63 27 L,I |105 134 166 001 8.40 8.60 8.80 9.00
o‘mﬁwwﬁuu..a,.. b S W S RN m/z 120.05 67.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9086: Benzaldehyde, 4-methyl-
91 119
5000
65 8.40 8.60 8.80 9.00
39 51 m/z 119.05 33.86%
0 15 27 \‘\ \‘ \‘\‘ "7 M 105 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
120 8.40 8.60 8.80 9.00
5000 m/z 98.10 26.06%
65
39
51
27 77 105
G R S S SIS B I L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9092: Benzaldehyde, 2-methyl-
91 120 8.40 8.60 8.80 9.00
m/z 92.10 18.43%
5000
65
39 5
0 '}?I??'“M'Jh'fm"zz"H'%O?'"H""I""I""I""I" T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

SOM02.2-EPA-BM121416.M Fri Dec 16 18:35:25 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 9 2-Cyclopenten-1-one, 2,3,4-... Concentration Rank 45

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

8.77 9.01 ng/ul 562209 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclopenten-1-one, 2,3,4-trime... 124 C8H120 028790-86-5 87
2 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 81
3 2-Cyclopenten-1-one, 3,4,4-trime... 124 C8H120 030434-65-2 68
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 58
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 43

Abundance Scan 1051 (8.769 min): BM008364.D (-1049) (-) m/z 81.10 100.00%
il 109
124
5000
39 53 47 96
| 138 207 8.40 8.60 8.80 9.00 9.20
of T . m/z 109.10 86 .86%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #10233: 2-Cyclopenten-1-one, 2,3,4-trimethyl-
109 124
81
5000
8.40 8.60 8.80 9.00 9.20
41 53 47 96 m/z 124.10 59.78%
0 ||||||||Hh||“ﬁmﬁ||“l||“|M|||‘||||‘|||H|||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
109
43 124 8.40 8.60 8.80 9.00 9.20
5000 m/z 123.05 34.24%
o 15 27 55 67 95
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #10230: 2-Cyclopenten-1-one, 3,4,4-trimethy!-
109 8.40 8.60 8.80 9.00 9.20
m/z 79.10 33.85%
81
5000 124
0 4\1 \5\5 6\7 | 1 9\6 |
mz-> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 880 9.00 9.20

SOM02.2-EPA-BM121416.M Fri Dec 16 18:35:26 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 10 Cyclopent-2-ene-1-one, 2,3,... Concentration Rank 46

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

8.95 8.08 ng/ul 503942 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopent-2-ene-1-one, 2,3,4-tri... 124 C8H120 083321-16-8 64
2 2-Cyclopenten-1-one, 3,5,5-trime... 124 C8H120 024156-95-4 52
3 2-Cyclopenten-1-one, 3,4,4-trime... 124 C8H120 030434-65-2 52
4 2-Amino-3-methylpyridine-N-oxide 124 C6H8N20 053669-61-7 50
5 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 38

Abundance Scan 1082 (8.951 min): BM008364.D (-1073) (-) m/z 81.10 100.00%
il 124
61 109
5000
39 53
95
| i 137 207 8.60 8.80 9.00 9.20
of e et S SRR A m/z 124.10 99 .74%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #10241: Cyclopent—z(i)ene—l—one, 2,3,4-trimethyl-
109
5000 Bl
124 8.60 8.80 9.00 9.20
m/z 67.05 64 .14%
67 96
41 54 ° )
R L S S U L B B WL B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
109
'8.60 880 9.00 920
5000 a1 m/z 109.10 56 .73%
124
41 53 67 95
R L S S L U B B W B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #10235: 2-Cyclopenten-1-one, 3,4,4-trimethyl-
109 8.60 8.80 9.00 9.20
m/z 79.10 41 ._.85%
5000 81
124
39
0 ZZ'“w“'?ﬁ |?Z'”|M' ??I"" LA B B WL B
mz-> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

SOM02.2-EPA-BM121416.M Fri Dec 16 18:35:27 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 11 Benzofuran, 2-methyl- Concentration Rank 26

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

9.00 17.12 ng/ul 1068120 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
2 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 81
5 Benzenemethanol, .alpha.-ethynyl- 132 C9H80 004187-87-5 78

Abundance Scan 1090 (8.998 min): BM008364.D (-1085) (-) m/z 131.05 100.00%
131
5000 /\/\
51 77 103 ”””””””””
63
39 112 140 8.60 8.80 9.00 9.20 9.40
ol 2 LA 12 Tm/z 132.05  91.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14037: Benzofuran, 2-methyl-
131
5000 WA IR
8.60 8.80 9.00 9.20 9.40
m/z 77.10 29.86%
|

o

77 103
15 27 39 ° 8 T g g
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
51

7 103 8.60 8.80 9.00 9.20 9.40
5000 m/z 103.10 27.51%
29 39 63
9 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14042: Benzofuran, 2-methyl-
131 8.60 8.80 9.00 9.20 9.40

m/z 104.10 25.83%

5000
7 103
15 27 39 ‘\ 63 | 89 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 860 8.80 900 9.20 9.40

o

SOMO02.2-EPA-BM121416.M Fri Dec 16 18:35:28 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 12 Phenol, 2,6-dimethyl- Concentration Rank 17

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

9.08 22 .54 ng/ul 2144040 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 97
2 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 96
3 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 93
4 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 93
5 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 91

Abundance Scan 1104 (9.081 min): BM008364.D (-1098) (-) m/z 107.05 100.00%
107 122
5000 77
91
39 51 g5 | 880 9.00 920 9.40
134 : : : :
O ettt S8 ..Ii?ﬂ.',:':?f‘,:'!'.!,.l.lﬁ', \rrprte || M/z 122.05  86.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9613: Phenol, 2,6-dimethyl-
107 122
5000 77 UL A R SRR
39 o1 8.80 9.00 9.20 9.40
27 51 65 ‘ m/z 77.05 41.46%
o . S ST | O N PO | -1/ | —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
107 122
8.80 9.00 9.20 9.40
5000 m/z 121.10 35.31%
77
91

39 51 65
15 27 84 | 08

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9611: Phenol, 2,3-dimethyl- R EREaR R EE LS
107 122 8.80 9.00 9.20 9.40

m/z 91.10 32.95%

5000
77

39 g5 o1 ‘

18 2\7 ‘\ \‘M F\S m ‘\ 98 || |

Ot e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40

SOMO02.2-EPA-BM121416.M Fri Dec 16 18:35:28 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 15 unknown-02 Concentration Rank 63

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

9.43 4.47 ng/ul 425105 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 46
2 5-Ethylcyclopent-1-enecarboxalde... 124 C8H120 036431-60-4 43
3 2-Amino-3-methylpyridine-N-oxide 124 C6H8N20 053669-61-7 43
4 Pyrazine, 2-methoxy-3-methyl- 124 C6H8N20 002847-30-5 43
5 1,4-Hexadiene, 2-methyl- 96 C7H12 001119-14-8 38

Abundance Scan 1163 (9.428 min): BM008364.D (-1159) (-) m/z 124.10 100.00%
67 124
5000 109
39 53
| | ‘” | 137 e 9.00 9.20 9.40 9.60 9.80
0 :.,.-'.!.-,....,.'...,'.-...,....,....,.'.....'.i....,...., m/z 81.10 95.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10357: 1H-Indene, octahydro-, trans-
67
96
5000 82 AN AL B IR A
124 9.00 9.20 9.40 9.60 9.80
m/z 67.10 86.58%
0"|“"|“"|“"v"'v"'v??'v"'v"'v'}Pg"'v"'v"'v"w"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
95 124
67 9.00 920 9.40 9.60 9.80
5000 m/z 109.10 40.88%
109
41 - 81
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10027: 2-Amino-3-methylpyridine-N-oxide
124 9.00 9.20 9.40 9.60 9.80
m/z 39.10 30.24%
81
5000 28
39 109
5 94 ‘
O'W'“'P'”Mh”lﬂhﬂ'ﬁi"‘N”'Pm”P'“t“"'t"”'P”'P'”I NSRS S S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60 9.80

SOM02.2-EPA-BM121416.M Fri Dec 16 18:35:29 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 16 2-Hexanoylfuran Concentration Rank 51

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

9.75 6.58 ng/ul 625712 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanoylfuran 166 C10H1402 014360-50-0 50
2 1H-Pyrazole, 1,3,5-trimethyl- 110 C6H10N2 001072-91-9 50
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 43
4 Phenol, 3-ethoxy- 138 C8H1002 000621-34-1 43
5 Phenol, 4-ethoxy- 138 C8H1002 000622-62-8 38

Abundance Scan 1218 (9.751 min): BM008364.D (-1213) (-) m/z 110.10 100.00%
110
5000 95
67 A R e B B,
41 53 | ﬁl 123 138 166 007 9.40 9.60 9.80 10.00
bl el 186207 0 Tz 95.10  47.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32922: 2-Hexanoylfuran
110
95
5000

9.40 9.60 9.80 10.00
m/z 109.10 25.30%

39 123
oL 15 27 /. 55 68 8L | | "7 138149 166
L e o B e B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
110
9.40 9.60 9.80 10.00
5000 o5 m/z 67.10 20.24%
18 56 68 g
ol ol ll gl il e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5873: 1,4-Pentadiene, 2,3,3-trimethyl- R I e R
95 9.40 9.60 9.80 10.00
a1 o7 m/z 81.10 13.08%
5000 55
27
‘ 79 110
Y S| 1 ) N — A S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00

SOM02.2-EPA-BM121416.M Fri Dec 16 18:35:30 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 17 Benzene, (2-methyl-1-propen... Concentration Rank 25

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

9.84 17.51 ng/ul 1665600 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 55
2 Benzene, 1-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 55
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 55
4 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 55
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55

Abundance Scan 1233 (9.839 min): BM008364.D (-1222) (-) m/z 117.10 100.00%
147
5000
91 132
39 51 65 7 ‘ 103 | o 154 9.60 9.80 10.00 10.20
Y Y FUR RS TV TR Ao o [ m/z 119.10 75.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13599: Benzene, (2-methyl-1-propenyl)-
117
132
5000 91
9.60 9.80 10.00 10.20
39 51 65 m/z 115.10 49.05%
15 27 77 103
0“P“W“”V“H““m“HMLVMMHJH“WWHPHWH”VMWH“V“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
u7 .,
g1 9.60 9.80 10.00 10.20
5000 m/z 132.10 32.90%
39 65
51
15 28 77 102
L A AR LR RS AR EAAS RN RRAAN SR RSN LA LRSS LARAN SRS LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13568: 3-Phenylbut-1-ene
117 9.60 9.80 10.00 10.20
m/z 134.10 28.11%
5000
91 132
G A Nl \
(o) INN— ...‘. SN S | Y- .‘ﬁ‘.. ...l‘ SN PR Y N || P —— NP I WIS DR S W=
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 18 2-Methylindene Concentration Rank 27

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

9.96 14.32 ng/ul 1361990 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methylindene 130 C10H10 002177-47-1 96
2 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 95
3 Benzene, 1-butynyl- 130 C10H10 000622-76-4 93
4 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 90
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 90

Abundance Scan 1253 (9.957 min): BM008364.D (-1242) (-) m/z 130.10 100.00%
115 130
5000
3 8 % 77 g9 102 o we s | _5h0 sh0 1601050
o} e I B m/z 115.10 98.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12660: 2-Methylindene
130
115
5000

9.60 9.80 10.00 10.20

51 m/z 129.10 85.33%
39 64 77
28 0 | | . 89102 | ]|
O e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
115 130
9.60 9.80 10.00 10.20
5000 m/z 128.10 45 _.87%
51 @3
o7 39 77 89 102
O T T T T e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12664: Benzene, 1-butynyl-
115 130 9.60 9.80 10.00 10.20
m/z 127.10 20.34%
5000
51 63 77 89 102
obs 2 2 0 b N
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20

SOM02.2-EPA-BM121416.M Fri Dec 16 18:35:32 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 19 Phenol, 2-ethyl-6-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.27 23.31 ng/ul 2217510 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 94
2 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 91
3 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 90
4 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 87
5 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 87
Abundance Scan 1306 (10.269 min): BM008364.D (-1301) (-) m/z 121.10 100.00%
13
5000
136
77 % S A U A
39 51 65 | 107 10.00 10.20 10.40 10.60
O i bl el 246 165 207 1 77713610 36.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15852: Phenol, 2-ethyl-6-methyl-
121
5000
7 o1 136 10.00 10.20 10.40 10.60
m/z 91.05 33.28%
| L 65 ‘ 107
0IIIIIwi‘\ll\‘l‘wll\l‘ulIIHIIINII\I\IIII‘IIIwI\IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
121
136 10.00 10.20 10.40 10.60
5000 m/z 77.10 26.38%
27 3 5 e 77 .
O B e o o R A B o
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15861: Phenol, 2-ethyl-5-methyl-
121 10.00 10.20 10.40 10.60
m/z 122.10 9.43%
5000 136
77 89
39 51 65 ‘ 07 |
0 ||||‘||“N| ‘:“:::‘::ﬁ:‘:‘::‘:‘:::‘:‘::::||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 20 3,5-Octadiene, 4,5-diethyl- Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
10.34 6.11 ng/ul 580749 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Octadiene, 4,5-diethyl- 166 C12H22 067652-84-0 50
2 1,3-Heptadiene, 5,5-dimethyl- 124 C9H16 024618-86-8 47
3 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C10H18 061142-33-4 43
4 Silane, diethyldifluoro- 124 C4H10F2Si 000358-06-5 43
5 1-Propanone, 1-(2-furanyl)- 124 C7H802 003194-15-8 43
Abundance Scan 1318 (10.339 min): BM008364.D (-1314) (-) m/z 95.10 100.00%
95
5000 124
43 & 109 13 IUNNUMUNSSUASR
|| | ‘ | I I | 152 166 10.00 10.20 10.40 10.60
Y N | SR RSO TSRS ¥ PR A S 1 O ..'..,....,....,!...,..!.,... m/z 124.10 37.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33311: 3,5-Octadiene, 4,5-diethyl-
95
81
41 55 137
2000 67 166 10.00 10.20 10.40 10.60
‘ 109 123 m/z 67.10 28.41%
O”P'LP”ﬁh'JL”I””M'MHM'UJW'MW”'WL”I”JP'}E%”P”“P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
95
67 10.00 10.20 10.40 10.60
5000 27 41 55 m/z 109.10 27 .95%
79 109 124
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16387: Cyclopentene, 1,4-dimethyl-5-(1-methylethyl)- R R
95 10.00 10.20 10.40 10.60
m/z 43.10 24 .72%
5000
67
28 41 &5 ‘ 79 123 138
0"|“'hl“"ﬂ“"l“t'l“"l“""g?'wl'"%29"w"'w"'h"'w"'w"'w"' IUNNUUNRRUAR IS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 21 1-Naphthalenol, 5,8-dihydro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.69 35.32 ng/ul 3359730 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenol, 5,8-dihydro- 146 C10H100 027673-48-9 59
2 1H-Benzimidazole, 2-ethyl- 146 C9H1O0N2 001848-84-6 58
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1000189-31-0 50
4 Benzonitrile, 4-(dimethylamino)- 146 C9H10N2 001197-19-9 50
5 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 50
Abundance Scan 1378 (10.692 min): BM008364.D (-1372) (-) m/z 146.10 100.00%
146
131

5000

A

10.40 10.60 10.80 11.00

0 o4 20 m/z 145.10 98.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20654: 1-Naphthalenol, 5,8-dihydro-
146
131
115
5000 LA L L L L L LB
10.40 10.60 10.80 11.00
51 63 77 91 m/z 131.10 79.58%
‘ 103
o A 1O
L B I LA A e o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
10.40 10.60 10.80 11.00
5000 m/z 115.10 25.43%

131
28 39 52 63 77 92 104 118

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

Abundance #20780: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene

146 10.40 10.60 10.80 11.00

m/z 77.10 17.03%
118
5000 131
91
g s em |
-V

m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 22 1H-Benzimidazole, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.81 44 .32 ng/ul 4216370 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-ethyl- 146 C9H10N2 001848-84-6 64
2 1H-Benzimidazole, 2,5-dimethyl- 146 C9H10N2 001792-41-2 53
3 Benzonitrile, 4-(dimethylamino)- 146 C9H10N2 001197-19-9 53
4 Benzonitrile, 4-(dimethylamino)- 146 C9H10N2 001197-19-9 50
5 2-Propenal, 2-methyl-3-phenyl- 146 C10H100 000101-39-3 50
Abundance Scan 1398 (10.810 min): BM008364.D (-1392) (- m/z 145.10 100.00%
145
5000
o1 115 131 N L S A -
39 51 g3 77 103 6 10.40 10.60 10.80 11.00 11.20
0 : m/z 146.10 80.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21274: 1H-Benzimidazole, 2-ethyl-
145
5000 T -fJ7[¥\ AR IR
10.40 10.60 10.80 11.00 11.20
131 m/z 115.05 24 _.09%
28 39 52 63 77 92 104 118 |
ou.n.uu.”.””.”.JL.”.““.”.J”.“.““.”.””.”.””.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
146
10.40 10.60 10.80 11.00 11.20
5000 m/z 131.10 23.42%
77
. 3 1 4 o 0% g 13
LR BN KAL) IR AR RARAA RUAR) ALY ALY LA LARAN LAY RARAS LALRE RARAN UAAAN LRI AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21285: Benzonitrile, 4-(dimethylamino)-
145 10.40 10.60 10.80 11.00 11.20
m/z 91.10 15.88%
5000
102
o 15 28 4281 64 75 90 | 116 1f9
TT |||| TITTI[ T T I T[T I T I T TTIT[TITT |||| T[T T LR AN RRRRE REREE LERLE LR RN —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
m/z--> 10 20 30 4'0 5'0 60 70 8|0 90 100 110 150 130 14'10 150 160 170 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 24 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.92 18.02 ng/ul 1714120 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 83
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 80
3 1H-Benzimidazole, 5,6-dimethyl- 146 C9H10N2 000582-60-5 80
4 2-(2-Hydroxyphenyl)buta-1,3-diene 146 C10H100 038865-47-3 78
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 64
Abundance Scan 1417 (10.922 min): BM008364.D (-1411) (-) m/z 131.10 100.00%
131 146
5000
115
39 51 63 77 g1 103 10.60 10.80 11.00 11.20
Ot et b Sl e 161 176 Tago 748 10 84. 15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20673: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131
146 /Aﬂ\
5000 RN SN SRR
39 51 77 103 115 10.60 10.80 11.00 11.20
63 m/z 145.10 63.31%
15 27 ‘ ‘ 91 ‘
o) I\‘I | |“i : Iw‘im; : lw |“|“‘l‘ . |HM| le‘\‘; : |‘H‘| . H‘l : lhl — I‘\I e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131
148 URRUNAUURSE RN B
10.60 10.80 11.00 11.20
5000 91 m/z 115.10 23.37%
115
07 3% Bl g5 77 105
15
L L L L L UL B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21281: 1H-Benzimidazole, 5,6-dimethyl-
146 10.60 10.80 11.00 11.20
131 m/z 77.10 12.40%
5000
o 14 2z S & T o 18
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\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 26 Phenol, 2,3,6-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.03 28.71 ng/ul 2731320 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 95
2 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 94
3 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 93
4 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 93
5 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 93
Abundance Scan 1435 (11.028 min): BM008364.D (-1431) (-) m/z 121.10 100.00%
21 136
91
5000
77
39 51 65 109 146
10.80 11.00 11.20 11.40
0 L 165180 207 | 777136.10  87.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15828: Phenol, 2,3,6-trimethyl-
121
136
5000
91 10.80 11.00 11.20 11.40
o 65'ﬁ m/z 91.10 54 .85%
51 103
0 ||1|5| |2‘|7| |‘|“||“l“| I\I‘w\ll I‘\‘Illl‘l I\IH; |‘|‘|‘||||‘||||||||||| A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
121 136
10,80 11.00 11.20 11.40
5000 m/z 77.10 29.96%
91
77
28 41 53 65 103
O P e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15834: Phenol, 2,3,6-trimethyl- S W I s e e
121 136 10.80 11.00 11.20 11.40
m/z 135.10 26.11%
5000
91
15 27 39 51 65 7‘7 103
0 ...,.‘...‘,“..“a‘.,‘.“...“,..A‘.|‘.“..‘.“‘,‘....‘,....,....,....,....
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\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 27 unknown-03 Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
11.12 4.00 ng/ul 380729 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methylproline methyl ester 143 C7H13NO2 145730-69-4 12
2 n-Propylcyclopropanemethylamine 113 C7H15N 026389-60-6 12
3 4-Hydroxy-6,6-dimethyl-cyclohex-... 140 C8H1202 1000190-86-7 12
4 1-(4-Hydroxymethylphenyl)ethanone 150 C9H1002 075633-63-5 11
5 2-Cyclohexen-1-ol, 3-methyl-6-(1... 154 C10H180 016721-38-3 10
Abundance Scan 1451 (11.122 min): BM008364.D (-1448) (-) m/z 84.10 100.00%
4
135
5000
A 55
67 10.80 11.00 11.20 11.40
0’ m/z 135.10 58.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19431: 4-Methylproline methyl ester
84
5000
10.80 11.00 11.20 11.40
4l 56 m/z 133.10 46.49%
0 ‘M L0 9? 1:!'5126 1‘\1‘3
mes % do 60 & 10 0 o 1k 1 20
Abundance
84
% RN IR BN B
10.80 11.00 11.20 11.40
5000 m/z 105.10 37.46%
30
42 72 113
15 98
e L S S S B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17796: 4-Hydroxy-6,6-dimethyl-cyclohex-2-enone e B e
84 10.80 11.00 11.20 11.40
m/z 41.10 28.41%
5000
55
41
0 IR ITI P 97 112 125 140
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\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 28 2-Propenal, 3-(4-methylphen... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.20 13.35 ng/ul 1270360 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 58
2 1H-Benzimidazole, 5,6-dimethyl- 146 C9H10N2 000582-60-5 53
3 1H-Benzimidazole, 5,6-dimethyl- 146 C9H10N2 000582-60-5 52
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 49
5 2-Propyn-1-ol, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 49
Abundance Scan 1464 (11.198 min): BM008364.D (-1456) (-) m/z 131.05 100.00%
1 146
5000
115
95
39 51 g3 77 166 207 10.80 11.00 11.20 11.40 11.60
o} R m/z 146.05 76.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20662: 2-Propenal, 3-(4-methylphenyl)-
131
5000 91 L\l' UL N B
115 146 10.80 11.00 11.20 11.40 11.60
39 103 m/z 145.10 53.17%
0 ‘H w ! “ \‘w \‘\M ‘ ‘\
"'P"'I"”I""I”"I"”I""I”"I"”I""I”"
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
146
A U UL SR L B
131 10.80 11.00 11.20 11.40 11.60
5000 m/z 115.05 34.75%
91
50 65 77 118
S S S I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21281: 1H-Benzimidazole, 5,6-dimethyl-
146 10.80 11.00 11.20 11.40 11.60
131 m/z 110.10 30.24%
5000
91
1 27 351 B 77 | 10418 ||
m/z--> 20 40 60 8|0 1(')0 120 14'10 160 180 200 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 29 Phenol, 2-ethyl-5-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.29 20.74 ng/ul 1972970 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 91
2 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 91
3 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 91
4 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 91
5 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 91
Abundance Scan 1480 (11.292 min): BM008364.D (-1471) (-) m/z 121.10 100.00%
pul
5000 136
77 9
39 51 65 108 11.00 11.20 11.40 11.60
o....,....',..'.'.,-.'~~...|-,..|:-.,-.-'!.-.~,'...'.-,.1‘.‘f?.,1.6?..,....,2.0.7.. m/z 136.05 43.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15861: Phenol, 2-ethyl-5-methyl-
121
5000
136 11.00 11.20 11.40 11.60
77 89 m/z 91.10 23.14%
39 51 65 ‘ 107
Ol||||||||‘|‘||“=‘|I‘|“l||‘|||=‘||‘|‘||‘|‘|‘|||‘|‘||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
121
136 11,00 11,20 1140 1160
5000 m/z 77.10 20.13%
ol 15 27 39 51 g5 ' O 107
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15851: Phenol, 3-ethyl-5-methyl- A e i BARmama
121 11.00 11.20 11.40 11.60
m/z 122 .05 8.35%
136
5000
77 91
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

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

Peak Number 30 unknown-04 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
11.33 10.27 ng/ul 977324 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thymol 150 C10H140 000089-83-8 45
2 Benzenemethanol, 4-(1-methylethyl)- 150 C10H140 000536-60-7 43
3 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 43
4 4-Hydroxy-2-methylacetophenone 150 C9H1002 000875-59-2 41
5 Benzenemethanol, 4-(1-methylethyl)- 150 C10H140 000536-60-7 38
Abundance Scan 1486 (11.328 min): BM008364.D (-1483) (-) m/z 135.10 100.00%
5
5000
11.00 11.20 11.40 11.60
0’ m/z 91.10 83.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22609: Thymol
135
5000 U UL BOULL UL RS
150 11,00 11.20 11.40 11.60
m/z 121.10 47 .50%
115
AL LA
O::::‘:::‘::::||||||||||||||||||‘|| S ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135
11.00 11.20 11.40 11.60
5000 105 150 m/z 123.10 46.12%
79
91 119
15 27 T 5L 65
e L S S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22729: Phenol, 2-methyl-5-(1-methylethy!)- R e A RAREE
135 11.00 11.20 11.40 11.60
m/z 150.10 43.17%
5000
150
91
. 27 39 51 65 77 | 051t |
iz 20 4o 8 10 150 1 1% 18 20 1100 11.20 11.40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121616\
Data File : BM008364.D

Acq On : 16 Dec 2016 03:52

Operator : UM/SJ

Sample - H6039-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 7.07 7.1 ng/ul 441234 1 7.66 1247510 20.0
Benzene, 1,2,3-tr... 7.31 7.1 ng/ul 441083 1 7.66 1247510 20.0
2-Cyclopenten-1-o0... 7.96 11.4 ng/ul 713490 1 7.66 1247510 20.0
1,3-Cyclopentaned. .. 8.63 13.3 ng/ul 830639 1 7.66 1247510 20.0
unknown-01 8.68 6.9 ng/ul 432107 1 7.66 1247510 20.0
Benzaldehyde, 4-m... 8.73 10.4 ng/ul 651109 1 7.66 1247510 20.0
2-Cyclopenten-1-o... 8.77 9.0 ng/ul 562209 1 7.66 1247510 20.0
Cyclopent-2-ene-1... 8.95 8.1 ng/ul 503942 1 7.66 1247510 20.0
Benzofuran, 2-met... 9.00 17.1 ng/ul 1068120 1 7.66 1247510 20.0
Phenol, 2,6-dimet... 9.08 22.5 ng/ul 2144040 2 10.44 1902490 20.0
unknown-02 9.43 4.5 ng/ul 425105 2 10.44 1902490 20.0
2-Hexanoylfuran 9.75 6.6 ng/ul 625712 2 10.44 1902490 20.0
Benzene, (2-methy... 9.84 17.5 ng/ul 1665600 2 10.44 1902490 20.0
2-Methylindene 9.96 14.3 ng/ul 1361990 2 10.44 1902490 20.0
Phenol, 2-ethyl-6... 10.27 23.3 ng/ul 2217510 2 10.44 1902490 20.0
3,5-Octadiene, 4,... 10.34 6.1 ng/ul 580749 2 10.44 1902490 20.0
1-Naphthalenol, 5... 10.69 35.3 ng/ul 3359730 2 10.44 1902490 20.0
1H-Benzimidazole, ... 10.81 44_.3 ng/ul 4216370 2 10.44 1902490 20.0
1H-Inden-1-one, 2... 10.92 18.0 ng/ul 1714120 2 10.44 1902490 20.0
Phenol, 2,3,6-tri... 11.03 28.7 ng/ul 2731320 2 10.44 1902490 20.0
unknown-03 11.12 4.0 ng/ul 380729 2 10.44 1902490 20.0
2-Propenal, 3-(4-... 11.20 13.4 ng/ul 1270360 2 10.44 1902490 20.0
Phenol, 2-ethyl-5... 11.29 20.7 ng/ul 1972970 2 10.44 1902490 20.0
unknown-04 11.33 10.3 ng/ul 977324 2 10.44 1902490 20.0
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