LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG100415.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 3.146 46 52 60 rBv 50646 91597 3.27% 0.329%
2 3.222 60 65 73 rvv 143419 195091 6.97% 0.701%
3 7.359 760 769 775 rBV 72022 117694  4.20% 0.423%
4 7.435 775 782 790 rVvB3 40229 64293 2.30% 0.231%
5 7.523 790 797 800 rBvV3 27766 63650 2.27% 0.229%
6 7.570 800 805 811 rvB 77997 142593 5.09% 0.513%
7 7.858 848 854 859 rvB2 38023 68796 2.46% 0.247%
8 8.034 878 884 890 rvv 80692 138894  4.96% 0.499%
9 8.340 932 936 943 rVB 66555 111151 3.97% 0.400%
10 8.422 943 950 960 rBV5 25682 67927 2.43% 0.244%

11 8.681 982 994 1000 rBV 158351 281960 10.07% 1.014%
12 8.739 1000 1004 1011 rVB 66076 110483 3.95% 0.397%
13 9.010 1041 1050 1054 rBv4 51264 93754 3.35% 0.337%
14 9.110 1062 1067 1069 rvv2 74558 132758 4.74% 0.477%
15 9.145 1069 1073 1077 rVvVv 127820 225250 8.05% 0.810%

16 9.192 1077 1081 1087 rVvVv 106622 195019 6.97% 0.701%
17 9.309 1095 1101 1106 rvVvv3 97483 188941 6.75% 0.679%
18 9.362 1106 1110 1112 rVV4 39864 66400 2.37% 0.239%
19 9.397 1112 1116 1121 rVV4 54777 107481 3.84% 0.386%
20 9.462 1121 1127 1132 rVV 267589 461783 16.50% 1.660%

21 9.503 1132 1134 1142 rVV3 41490 104313 3.73% 0.375%
22 9.585 1142 1148 1157 rVV2 126524 242075 8.65% 0.870%
23 9.797 1171 1184 1192 rVB 93230 174671 6.24% 0.628%
24 9.920 1198 1205 1209 rBV2 114871 223261 7.98% 0.803%
25 9.961 1209 1212 1217 rVB2 39065 57781 2.06% 0.208%

26 10.038 1217 1225 1228 rBV4 37426 75647 2.70% 0.272%
27 10.126 1235 1240 1246 rVB 82968 150518 5.38% 0.541%
28 10.320 1265 1273 1288 rVB 398112 735413 26.27% 2.644%
29 10.461 1288 1297 1305 rBV2 151778 340900 12.18% 1.225%
30 10.667 1326 1332 1338 rBV 132481 272565 9.74% 0.980%

31 10.843 1350 1362 1367 rBV 113671 247992 8.86% 0.891%
32 10.896 1367 1371 1380 rVVv8 30236 59741 2.13% 0.215%
33 10.984 1380 1386 1395 rVB 260443 466053 16.65% 1.675%
34 11.113 1395 1408 1414 rBV2 69059 175936 6.29% 0.632%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415.M
SVOA CALIBRATION

35 11.195 1414 1422 1428 rBV6 114101 214916 7.68% 0.773%

36 11.254 1428 1432 1440 rVB5 29034 67014 2.39% 0.241%
37 11.383 1447 1454 1458 rBV 350012 637292 22.77% 2.291%
38 11.430 1458 1462 1470 rVB 245150 419064 14.97% 1.506%
39 11.607 1483 1492 1496 rVB4 31327 62412 2.23% 0.224%
40 11.677 1496 1504 1509 rBV 681860 1201677 42.93% 4._.320%

41 11.718 1509 1511 1516 rVVv2 96307 133181 4.76% 0.479%
42 11.771 1516 1520 1525 rVB2 40027 66928 2.39% 0.241%
43 11.865 1531 1536 1539 rBV 53637 87557 3.13% 0.315%
44 11.918 1539 1545 1549 rVV 404177 702521 25.10% 2.525%
45 11.953 1549 1551 1561 rVB2 112619 170086 6.08% 0.611%

46 12.036 1561 1565 1570 rVB 60434 86342 3.08% 0.310%
47 12.241 1595 1600 1606 rVB 68649 107983 3.86% 0.388%
48 12.347 1612 1618 1623 rBVY 74407 150290 5.37% 0.540%
49 12.400 1623 1627 1630 rVv2 44966 78083 2.79% 0.281%
50 12.435 1630 1633 1638 rVB 40422 64626 2.31% 0.232%

51 12.535 1645 1650 1656 rBV 298668 481204 17.19%% 1.730%
52 12.600 1656 1661 1670 rVB6 108879 276607 9.88% 0.994%
53 12.711 1676 1680 1690 rVB3 90816 175861 6.28% 0.632%
54 12.823 1694 1699 1702 rBV 132363 207601 7.42% 0.746%
55 12.864 1702 1706 1713 rVV3 291550 543248 19.41% 1.953%

56 12.934 1714 1718 1726 rVB2 137795 301434 10.77% 1.084%
57 13.028 1726 1734 1739 rBvV4 201115 543961 19.43% 1.955%
58 13.081 1739 1743 1748 rVV5 197564 358997 12.82% 1.290%
59 13.128 1748 1751 1756 rVB3 71317 97610 3.49% 0.351%
60 13.369 1782 1792 1795 rBv4 52998 152381 5.44% 0.548%

61 13.410 1795 1799 1803 rVV3 97734 168643 6.02% 0.606%
62 13.463 1803 1808 1813 rVV2 123859 236776 8.46% 0.851%
63 13.540 1813 1821 1825 rVV6 97917 270478 9.66% 0.972%
64 13.598 1829 1831 1833 rVVv2 74650 92412 3.30% 0.332%
65 13.634 1833 1837 1845 rVB3 197470 381105 13.61% 1.370%

66 13.798 1858 1865 1868 rBV2 191188 343784 12.28% 1.236%
67 13.839 1868 1872 1880 rVV3 205455 467023 16.68% 1.679%
68 13.898 1880 1882 1884 rVVv2 56571 70100 2.50% 0.252%
69 13.933 1884 1888 1892 rVV2 102165 173518 6.20% 0.624%
70 13.998 1894 1899 1903 rVV3 140136 307136 10.97% 1.104%

71 14.033 1903 1905 1908 rVV3 136681 216366 7.73% 0.778%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415.M

= SVOA CALIBRATION

72 14.068 1908 1911 1919 rVB 275818 435857 15.57% 1.567%
73 14.162 1919 1927 1935 rBV3 264269 587650 20.99% 2.112%
74 14.245 1936 1941 1946 rVV2 121184 254226 9.08% 0.914%
75 14.286 1946 1948 1955 rVB2 87952 159644 5.70% 0.574%

76 14.356 1955 1960 1966 rBV 247993 424157 15.15% 1.525%
77 14.533 1985 1990 1994 rBV4 67677 141811 5.07% 0.510%
78 14.668 2007 2013 2021 rBV3 238026 531775 19.00% 1.912%
79 14.738 2021 2025 2030 rVvVv 171128 238285 8.51% 0.857%
80 14.832 2036 2041 2042 rBV2 103603 148709 5.31% 0.535%

81 14.856 2042 2045 2052 rVB 226885 366572 13.10% 1.318%
82 14.967 2059 2064 2067 rBV2 65948 120729 4_.31% 0.434%

83 15.050 2074 2078 2081 rVB2 59685 80548 2.88% 0.290%
84 15.138 2089 2093 2099 rBV5 41968 67594 2.41% 0.243%
85 15.208 2100 2105 2112 rBV5 33743 114382 4_.09% 0.411%
86 15.449 2142 2146 2150 rBV2 54419 79025 2.82% 0.284%
87 15.596 2166 2171 2175 rBvV4 48867 99642 3.56% 0.358%

88 15.655 2175 2181 2186 rVB 350298 563807 20.14% 2.027%
89 15.766 2195 2200 2208 rVB2 157951 282108 10.08% 1.014%
90 15.972 2228 2235 2239 rBV 1996216 2799250 100.00% 10.063%

91 16.095 2250 2256 2260 rBV 84463 165980 5.93% 0.597%
92 16.965 2399 2404 2413 rVB7 42087 107498 3.84% 0.386%
93 17.412 2474 2480 2485 rBV 263530 403968 14.43% 1.452%
94 17.511 2491 2497 2504 rBV2 399081 616177 22.01% 2.215%
95 17.600 2509 2512 2518 rVB3 49698 81647 2.92% 0.293%

96 19.791 2879 2885 2892 rBV 500399 755466 26.99% 2.716%
97 21.677 3200 3206 3214 rVB 295302 504038 18.01% 1.812%
98 23.293 3474 3481 3487 rVv4 35368 68300 2.44% 0.246%
99 24.685 3707 3718 3729 rBV 270027 747786 26.71% 2.688%
100 24.909 3746 3756 3774 rVB2 169561 503345 17.98% 1.809%

Sum of corrected areas: 27818574
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG100415.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG019089.D
2000000

1500000

1000000

500000

04 A~ A A A A A p o
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG019089.D

2000000 1597

1500000

1000000

19.79

500000
P 21.68

O L B A e o o o o o B L L e o o B e e B N LA B i e e e e A B

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG019089.D
2000000

1500000

1000000

500000

24.69
24.91
23.29

e N L L S S

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

3.22 28.09 ng/ul 195091 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 65 (3.222 min): BG019089.D (-60) (-) m/z 73.10 100.00%

3
5000 43
55
87

37|| 300 320 340 360
I S S m/z 43.10 50.42%

miz--> 10 20 30 40 50 60 70 8 90 100
' ' 73
5000

Abundance #4386: Butane, 2-methoxy-2-methy!
3.00 320 340 3.60

43 55 87 m/z 55.10 36.25%

2 ] |
L35 | 67 | |, 80
T T T T T T T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73

3.00 320 3.40 3.60

5000 m/z 87.10 27 .58%
43
87
27
32 49 60 67 101
T B B e B B B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol — e
3 300 320 340 360
m/z 41.10 14 .66%
41 55 87
5000
29
1‘5 M‘\ ‘ ! ‘ L ‘ | 67\‘ 97
L T I B e B A
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 3 (DEL) Alkane: Cyclic7.44 Concentration Rank 41

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

7.44 9.26 ng/ul 64293 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene, (E)- 98 C7H14 014686-14-7 64
2 3-Heptene 98 C7H14 000592-78-9 64
3 (2)-2-Heptene 98 C7H14 006443-92-1 59
4 1,3-Cyclopentanedione, 4-ethyl- 126 C7H1002 057157-03-6 52
5 Cyclobutanone, 3-ethyl- 98 C6H100 056335-73-0 47

Abundance Scan 783 (7.441 min): BG019089.D (-775) (-) m/z 56.10 100.00%
96
41
5000 98
126
||| || 105 7.20 7.40 7.60 7.80
I 11 ....,...~.-,:.'..,.-..|.,..'..,'....,....,... m/z 41.05 56.87%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #3247. 3-Heptene, (E)-
4
56
69
5000
27 o8 7.20 7.40 7.60 7.80
m/z 55.10 55.96%
e A Te B e |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
4 56
69 7.20 7.40 7.60 7.80
5000 o m/z 98.10 48 .52%
27
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3245: (2)-2-Heptene
41 56 7.20 7.40 7.60 7.80
m/z 69.10 27.15%
5000 69 98
27
“'w%gl“'w'“'w'“g“'"“l“'wéi'w'“|“'w'“'w'“|“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 4 (DEL) Alkane: Cyclic7.86 Concentration Rank 37

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

7.86 9.91 ng/ul 68796 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene, (E)- 84 C6H12 013269-52-8 50
2 3-Hexene, (2)- 84 C6H12 007642-09-3 50
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 47
4 2-Hexene 84 C6H12 000592-43-8 45
5 2-Hexene, (2)- 84 C6H12 007688-21-3 45

Abundance Scan 854 (7.858 min): BG019089.D (-848) (-) m/z 55.10 100.00%
55
84
5000 41
69 97 126
| | ‘I |‘| 7 | 111 7.60 7.80 8.00 8.20
ceprrrrprre et el L Tm/z 84.05  65.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1443: 3-Hexene, (E)-
41 55
5000 UL R R R
27 69 84 7.60 7.80 8.00 8.20
‘ m/z 41.10 44 _14%
15
”I”'W'”'P'”I”'W'”'ﬁ%”l”?a'”'P'”I”'W'”'P'”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
41
7.60 7.80 8.00 8.20
5000 84 m/z 83.10 32.12%
27 69
15 77
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11278: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 69 7.60 7.80 8.00 8.20
a1 97 m/z 69.10 30.32%
5000
83 126
27 ‘ 111
''I':!-'S'I"'ml"''k""'I"""'I"""I""'I‘llll IIIII""I""'I""IIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 5 Cyclopentanone, 2-ethyl- Concentration Rank 21

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

8.34 16.01 ng/ul 111151 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 56
2 Piperidine, 1,1"-dithiobis- 232 C10H20N2S2 010220-20-9 56
3 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 50
4 2,3,4,5-Tetrahydropyridazine 84 C4H8N2 000694-06-4 45
5 n-Propylcyclopropanemethylamine 113 C7H15N 026389-60-6 38

Abundance Scan 936 (8.340 min): BG019089.D (-932) (-) m/z 84.10 100.00%
4
55
5000
41 iy
R i B
9
97 126 8.00 8.20 8.40 8.60
..,....,....,....|i.'...,.'..|'.,....|l..7.?,:'..,...'.,....,....,...'.,1.:??.,. m/z 55.10  56.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6352: Cyclopentanone, 2-ethyl-
84
56
41
5000
68 112 8.00 820 8.40 8.60
27 m/z 83.10 39.56%
llaa i LT 9
m/z--> 10 20 30 45 50 60 fo 80 90 100 1io 120 130 140
Abundance
84
8.00 8.20 8.40 8.60
5000 5 m/z 41.10 30.93%
41
70
wwmmﬂﬁwmwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1398: 2H-Pyran, 3,4-dihydro-
55 8.00 8.20 8.40 8.60
84 m/z 42.10 30.84%
5000
21 M
| et
“|}?|”lWH'WH'ﬁLJw'“w'“'w“'w'“w'“v'”w'“w'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG100415_.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 38

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

8.42 9.78 ng/ul 67927 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 118 C9H10 055337-80-9 55
2 Indane 118 C9H10 000496-11-7 55
3 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 49
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 47
5 Indane 118 C9H10 000496-11-7 46

Abundance Scan 950 (8.422 min): BG019089.D (-943) (-) m/z 117.10 100.00%
117
5000 2
69
‘ I ‘ | “ | 9|1 9|8 ‘ [126 138 8.00 820 8.40 8.60 8.80
et e e b LWL T Tm/z 118.10 0 60.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8707: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-

M
LIS L L L L L L L

8.60 8.20 8.I40 8.60 8.80
m/z 55.10 48.41%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
8.00 8.20 8.40 8.60 8.80
5000 m/z 42.10 40.29%
39 91
51 58
13 66 77 103

mmwﬁwmwmﬁrwmﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8694: Benzene, 1-ethenyl-4-methyl-

8.00 8.20 8.40 8.60 8.80
m/z 56.10 36 .34%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:00 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 2-Cyclopenten-1-one, 2,3,4-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

8.68 40.60 ng/ul 281960  1,4-Dichlorobenzene-da 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Cyclopenten-1-one, 2,3,4-trime... 124 C8H120 028790-86-5 93
2 2-Cyclopenten-1-one, 3,4,5-trime... 124 C8H120 055683-21-1 80
3 2-Cyclopenten-1-one, 3,4,4-trime... 124 C8H120 030434-65-2 74

4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 74
5 Mequinol 124 C7H802 000150-76-5 72
Abundance Scan 994 (8.681 min): BG019089.D (-982) (-) m/z 109.10 100.00%
81 109
124
5000
39 53 67
96
‘ | 46 ‘” o ‘ 5 ‘ 8.40 8.60 8.80 9.00
SNSRI IR 1 F | RS2 S PR .8 X PRS0 SN [N | R m/z 81.10 81.24%
miz-> 30 40 50 60 70 80 90 100 110 120 130
Abundance #10233: 2-Cyclopenten-1-one, 2,3,4-trimethyl-
109 124
81
5000 8.40 8.60 8.80 9.00
a4 e . % m/z 124.10 56.42%
I""‘i""'l"‘l"'I'""I"""I*"'I""I""k""l""'l"

m/z--> 30 40 50 60 70 80 90 100 110 120 130

Abundance
109
L e e e e R A mEE
8.40 8.60 8.80 9.00
5000 m/z 39.05 31.51%
81
124
41 56 67 91 97
T o o N LN B e S o e
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #10230: 2-Cyclopenten-1-one, 3,4,4-trimethyl-
109 8.40 8.60 8.80 9.00
m/z 53.10 30.02%
81
5000 124
41 47 \5\5 6\7 1 9\6 |
L B L e o B B Bmm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:01 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Cyclooctanone, 2-methyl- Concentration Rank 28

m/z--> 20 30 40

50 60 70 80 90 100 110 120 130 140 150

Abundance

#17987: Cyclooctanone, 2-methyl-

55 98
41
5000 69 83
7 ‘ 112 140
sl el el o aos | wsasm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
98
42
5000
28 56 69
35 49 81
mmﬁwmwwmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17721: 1,4-Cyclooctanedione
56
111
27
83 08
5000 a1
67
‘ ‘ 140
“ “‘ I ”i“wMLZA.W.M.?%M‘ 122

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

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

9.01 13.50 ng/ul 93754 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctanone, 2-methyl- 140 C9H160 010363-27-6 58
2 1,3-Cyclopentanedione 98 C5H602 003859-41-4 38
3 1,4-Cyclooctanedione 140 C8H1202 055794-45-1 38
4 Cyclooctane 112 C8H16 000292-64-8 35
5 Cyclooctane 112 C8H16 000292-64-8 30

Abundance Scan 1050 (9.010 min): BG019089.D (-1041) (-) m/z 55.10 100.00%
55 98
4 o1
5000 148
69 83 112

140 PSRRI RAARE SRR

| || | || || | | 120 | 8.60 8.80 9.00 9.20 9.40
LT P S m/z 98.10 81.73%

8.60 8.80 9.00 9.20 9.40

m/z 91.10 71.78%

8.60 8.80 9.00 9.20 9.40

m/z 41.10 68 .66%

8.60 8.80 9.00 9.20 9.40

m/z 56.10 64 .93%

8.60 8.80 9.00 9.20 9.40

SOM0O2.2-EPA-BG100415.M Mon Oct

12 15:23:02 2015

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Benzofuran, 2,3-dihydro- Concentration Rank 18

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

9.11 19.12 ng/ul 132758 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran, 2,3-dihydro- 120 C8H80 000496-16-2 83
2 Benzofuran, 2,3-dihydro- 120 C8H80 000496-16-2 83
3 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 46
4 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 45
5 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 43

Abundance Scan 1067 (9.110 min): BG019089.D (-1062) (-) m/z 91.10 100.00%
g1
120
5000 08
39 %
83 8.80 9.00 9.20 9.40
5 | 109
..,....,....,...:h'.'f‘-..:':':.'.,-!|.'|:'.|,-.7:4.-.-,-.'...|;.|.!'.~,....-,.... e | m/z 120.10  62.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9096: Benzofuran, 2,3-dihydro-
120
91
5000
8.80 9.00 9.20 9.40
2 o m/z 98.10 40.31%
18 27 T St PP 7743 97 105111
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
91 120
8.80 9.00 9.20 9.40
5000 m/z 55.10 26.09%
39 63
>t 69 77 84 98 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9087: Benzaldehyde, 3-methyl- i A B aa ma
o9 119 8.80 9.00 9.20 9.40
m/z 119.10 23.51%
5000
o 65
15 020 | %t 1 74 g4 | gg105 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40

SOMO2.2-EPA-BG100415.M Mon Oct 12 15:23:03 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Cyclohexanone, 3-ethenyl- Concentration Rank 11

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

9.31 27.21 ng/ul 188941 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 3-ethenyl- 124 C8H120 001740-63-2 74
2 1-Ethynylcyclopentanol 110 C7H100 017356-19-3 50
3 3-Undecyne 152 C11H20 060212-30-8 50
4 Mequinol 124 C7H802 000150-76-5 50
5 2-Octyne 110 C8H14 002809-67-8 49

Abundance Scan 1101 (9.309 min): BG019089.D (-1095) (-) m/z 81.10 100.00%
a1 124
67
5000 4 55 109
95
Ll |“| by [y 140 e Pl BT
Pt et e e m/z 124_.10 84 _.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10176: Cyclohexanone, 3-ethenyl-
81 124
67
39 4 Y I W B WA NN
5000 27 96 9.00 920 9.40 9.60
‘ m/z 67.10 56.65%
109
'w'“w'”m'“m““'W”'V“MW'Jmhﬁ%j“w'”m'“"“l““l““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68 81
55 95 9.00 9.20 9.40 9.60
5000 29 m/z 109.10 51.26%
109
27
18
wwmmmﬁrﬁmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #24268: 3-Undecyne
67 9.00 9.20 9.40 9.60
m/z 41.10 45_.27%
41
5000
27 ® i 109
LA TL®
”I}?I”JM'”“”'”M”PLM'JML'W“MI“”L'”PM”P”'P”'I R A S RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:04 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 11 (DEL) Alkane: Cyclic9.36 Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
" 9.36  9.56 ng/ul 66400  1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8416 006876-23-9 74

2 Cyclohexane, 1,2-dimethyl- 112 C8H16 000583-57-3 64
3 Cyclohexane, 1,2-dimethyl- 112 C8H16 000583-57-3 58
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 58
5 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 52
Abundance Scan 1110 (9.362 min): BG019089.D (-1106) (-) m/z 55.10 100.00%
55 97
41
5000 69
83 112 140
|| | 122 152 9.00 9.20 9.40 9.|60 I
T | i S m/z 97.10 87.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6649: Cyclohexane, 1,2-dimethyl-, trans-
55 97
41
5000
27 69 112 9.00 9.20 9.40 9.60
‘ 83 m/z 41.10 72.98%
”W}?P”W””P”W””P”W””P”W””P”W””P”W””P”W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55 97
9.IOO 9.|20 9.210 9.|60 I
5000 41 m/z 56.10 45.98%
70 83 112
27
15
ORI AL AR UL N R LA R AR AN SRR BRSNS DA AR AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6563: Cyclohexane, 1,2-dimethyl-
55 97 9.00 9.20 9.40 9.60
m/z 69.10 41._.26%
41
5000
27 112
”W}?P”W””P“W””P”W””P”W””P”W””P”W””P”W””I H' R R R LR
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-BG100415.M Mon Oct 12 15:23:05 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 12 1,3-Benzenediamine, 4-methoxy- Concentration Rank 22

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

9.40 15.48 ng/ul 107481 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 50
2 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 50
3 Benzene, 1,4-dimethoxy- 138 C8H1002 000150-78-7 49
4 2-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 47
5 Ethanone, 1-(3-fluorophenyl)- 138 C8H7FO 000455-36-7 47

Abundance Scan 1116 (9.397 min): BG019089.D (-1112) (-) m/z 123.10 100.00%
143
95
131
5000
51
67 81 110
39 139 9.00 9.20 9.40 9.60 9.80
152 m/z 95.05 73.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16587: 1,3-Benzenediamine, 4-methoxy-
123
138
5000
95 9.00 9.20 9.40 9.60 9.80
m/z 131.05 54 .92%
15 o7 4l 52 6 78 | 10 L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
123
. 9.00 9.20 9.40 9.60 9.80
5000 m/z 132.10 43.11%
95
15 28 41 52 67 78 110
wwwmmwwﬂmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16676: Benzene, 1,4-dimethoxy- e ./,\. S RRmmrm
123 138 9.00 9.20 9.40 9.60 9.80
m/z 138.10 35.68%
5000 95
41
52 64 80
'w"“|'?ﬁ|'“lu'“'whh'|Jh”|“'bk“"|L"|“%?ﬁ"'vl'w"““'“'l“"l
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 9.80

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:06 2015

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 13 Phenol, 2,3-dimethyl- Concentration Rank 8

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

9.46 37.24 ng/ul 461783 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 97
2 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 97
3 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 96
4 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 96
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 96

Abundance Scan 1127 (9.462 min): BG019089.D (-1121) (-) m/z 107.05 100.00%
107 122
5000 77
91
| || 5 e || o ‘ o ‘ 920 940 960 980
et -J-'.”.p.”qm ..hu“.”,h.w.. m/z 122 .05 85 .55%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9629: Phenol, 2,3-dimethyl-
122
107
5000 IEESENAREE AR LR DL
9.20 9.40 9.60 9.80
77 m/z 77.10 41_.13%
39 91
27 51
"|"'w"'“|'"M""“”'§ﬁ'?ﬁ'l"hh""m"28'“'l|'“'l s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
107 122
9.20 9.40 9.60 9.80
5000 m/z 121.05 31.75%
77 o1
39 51 65
15 27 84 98
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9625: Phenoal, 2,6-dimethyl- e
107 122 9.20 9.40 9.60 9.80
m/z 91.10 30.81%
5000
77 o1
39 51 65
S A RN Wi W 1% \M N [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:07 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 14 2-Propenal, 3-phenyl- Concentration Rank 45

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

9.50 8.41 ng/ul 104313 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 80
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 80
3 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 80
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 80
5 Benzopyrimidine, 3,4-dihydro- 132 C8H8N2 001904-64-9 74

Abundance Scan 1133 (9.497 min): BG019089.D (-1132) (-) m/z 131.10 100.00%
131
5000
103
41 51 6379 78 89 h 9.20 9.40 9.60 9.80
g el Tm/z 1832100 72.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14038: 2-Propenal, 3-phenyl-
131
103
5000 77 T T />""|' T T
51 9.20 9.40 9.60 9.80
m/z 103.05 31.95%
18 27 3\9 ‘\ ?\3 1y 91 |, 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131
920 9.40 9.60 980
5000 m/z 104.05 21.00%
51 77 103
15 27 39 63 89 113
wwmmmwwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A A
Abundance #14047: 3-Phenyl-2-propyn-1-ol R R
131 9.20 9.40 9.60 9.80
m/z 78.10 12.41%
103
5000
77
51 115
"|""|"'??"'?$""|M'"|?f“'|'lw'|"'??""l"“'|"M'%%?"\""|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:07 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Benzofuran, 2-methyl- Concentration Rank 17

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

9.59 19.52 ng/ul 242075 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 83
2 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 76
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 76
4 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 76
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 76

Abundance Scan 1149 (9.591 min): BG019089.D (-1142) (-) m/z 131.05 100.00%

131
5000 123

920 940 960 980 1000
m/z 132.10 65.07%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14037: Benzofuran, 2-methyl-
131
5000 |||||||||||||||||||
9.20 9.40 9.60 9.80 10.00
51 77 103 m/z 123.05 49.91%
15 27 39 | 68 | 8 | 113 |
B LA L o o e e o R L N RRARS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131
103 9.20 9.40 9.60 9.80 10.00
5000 -7 m/z 95.10 32.74%
51
18 27 3 63 91 115
WWWMTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14035: Cinnamaldehyde, (E)-
131 9.20 9.40 9.60 9.80 10.00
51 m/z 138.10 30.49%
" 103
5000
29 39
|| | 3 a 115
u“”W.JWHJ“.mphqmmmwhpnqhnldnpmq.uwmn“”q
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80 10.00

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:08 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 4-0Octyne, 2-methyl- Concentration Rank 25

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

9.80 14.09 ng/ul 174671 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octyne, 2-methyl- 124 C9H16 010306-94-2 52
2 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 50
3 2,4-Hexadienal, (E,E)- 96 C6H80 000142-83-6 50
4 4-Octyne 110 C8H14 001942-45-6 46
5 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 43

Abundance Scan 1185 (9.803 min): BG019089.D (-1171) (-) m/z 81.10 100.00%
67 g1 124
5000 39 53 109
a5 | ” | | | | | 9.40 9.60 9.80 10.00 10.20
MR 11301 1 RN 1} ,...'.,....,...“.,....,-....,....,.. m/z 124.10 94.98%
m/z--> 20 30 40 50 60 70 80 100 110 120 130
Abundance #10292: 4-Octyne, 2- methyl
67
43
81
5000 124
9.40 9.60 9.80 10.00 10.20
54 95 m/z 67.10 89.98%
Ll A
'w"“|'“'|“"N"w'”ﬂu“'dw"w"hl'“'““"w"w"
m/z--> 20 30 40 70 80 90 100 110 120 130
Abundance
81
9.40 9.60 9.80 10.00 10.20
5000 41 m/z 109.05 40.83%
35 |, 47 61 75 88
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2755: 2,4-Hexadienal, (E,E)-
il 9.40 9.60 9.80 10.00 10.20
39 m/z 53.10 39.40%
5000 53
27 67 96
S B T P L N | SRCAVERS R S
m/z--> 20 4 50 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00 10.20

SOM0O2.2-EPA-BG100415.M Mon Oct

12 15:23:09 2015

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 2-Hexanoylfuran Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.13 12.14 ng/ul 150518 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanoylfuran 166 C10H1402 014360-50-0 50
2 Phenol, 3-ethoxy- 138 C8H1002 000621-34-1 47
3 Resorcinol 110 C6H602 000108-46-3 46
4 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 45
5 2,4-Diaminopyrimidine 110 C4H6N4 000156-81-0 43
Abundance Scan 1241 (10.132 min): BG019089.D (-1235) (-) m/z 110.10 100.00%
110
5000 95
ﬁl 83 67 81 123 135 15, 166 9.80 10.00 10.20 10.40
ey e m/z 95.10 39.85%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #32921: 2-Hexanoylfuran
95 110
5000 39
9.80 10.00 10.20 10.40
27 m/z 109.10 23.41%
55 67 81 123
,.6.}?,.‘J..HM..ﬂﬂ N WA ...,‘...1??.%51.,¥6§..
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
110
9.80 10.00 10.20 10.40
0
5000 138 m/z 53.10 14 _.60%
27
39 81
53
15 69 94 123
mz-> 0 20 40 60 80 100 120 140 160
Abundance #5611: Resorcinol
110 9.80 10.00 10.20 10.40
m/z 81.10 13.97%
5000
39 55 82
T }? ?Z' e "'M'l‘lﬁg '|H"'9?| R I B
m/z--> 0 20 40 60 80 100 120 140 160 9.80 10.00 10.20 10.40

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:10 2015 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Phenol, 3,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.32 59.31 ng/ul 735413 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 95
2 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 95
3 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 94
4 Phenol, 2-ethyl- 122 C8H100 000090-00-6 93
5 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 93
Abundance Scan 1273 (10.320 min): BG019089.D (-1265) (-) m/z 107.05 100.00%
107 122
5000
77
91 rryrriTyrTr T T T T T
39 51 g W 1 10.00 10,20 10.40 10.60 |
bl el et el 330 o2 m/z 122.05 85.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9627: Phenol, 3,5-dimethyl-
107 122
5000 USRNSSR IR SRR
10.00 10.20 10.40 10.60
77 m/z 77.10 35.15%
15 27 3\9 5\1 QS = | |
mize> 10 20 3 4 5 6 70 80 % 160 130 130 130 130 120
Abundance
107 122
10.00 10.20 10.40 10.60
5000 m/z 121.10 32.77%
77
39 51 o
15 27 65
WTWWWWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9615: Phenol, 3,5-dimethyl-  Rmasr s IR
122 10.00 10.20 10.40 10.60
m/z 79.05 20.29%
107
5000
77
27 3? 51 65 91
| A NN L | A |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:11 2015 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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, 4-ethyl-3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.67 21.98 ng/ul 272565 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 87
2 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 86
3 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 86
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 80
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 80
Abundance Scan 1333 (10.672 min): BG019089.D (-1326) (-) m/z 121.10 100.00%
121
5000 136
7 9
39 53 65 110 10,40 10.60 10.80 11.00
102 152 162 m/z 136.10 35.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15853: Phenol, 4-ethyl-3-methyl-
121
5000
136 10.40 10.60 10.80 11.00
7 9 m/z 91.10 27 .77%
P65 103 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
121
10.40 10.60 10.80 11.00
5000 136 m/z 77.05 21.67%
39 91
27 51 65 '
15 105
Wmmmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15855: Phenol, 2-ethyl-5-methyl-
121 10.40 10.60 10.80 11.00
m/z 65.05 8.73%
5000
136
27 39 51 7 o1
"I”"P"W"”h'”'”m"Péfﬁ"Ll'”'J”"'%97'”'IL"P"W"”I'”'I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:12 2015 Page: 22



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Phenol, 2-propyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

11.11 14.19 ng/ul 175936 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-propyl- 136 C9H120 000644-35-9 90
2 Phenol, 2-propyl- 136 C9H120 000644-35-9 90
3 Phenol, 2-propyl- 136 C9H120 000644-35-9 74
4 Phenol, 3-propyl- 136 C9H120 000621-27-2 72
5 Phenol, 4-ethyl- 122 C8H100 000123-07-9 68
Abundance Scan 1407 (11.107 min): BG019089.D (-1395) (-) m/z 107.10 100.00%

147
5000
[ 136
39 51 g6 91 122 146 10.80 11.00 11.20 11.40

m/z 77.05 30.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #15797: Phenol, 2-propy!-
107
5000
10.80 11.00 11.20 11.40
-7 136 m/z 136.10 26.28%
15 27 39 51 65 | 9l 115 ‘
AR L iR AAs A a A LaE B R e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107
10.80 11.00 11.20 11.40
5000 m/z 79.10 15.47%
136
62 77
39
31 51 91 115
“memwwmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15800: Phenol, 2-propyl- B R R e e Lt
107 10.80 11.00 11.20 11.40

m/z 39.05 10.77%

5000

I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40

SOM02.2-EPA-BG100415.M Mon Oct 12 15:23:13 2015 Page: 23



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 2-Cyclopenten-1-one, 2,3,4,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.20 17.33 ng/ul 214916 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 81
2 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-27-2 70
3 4-Octyne 110 C8H14 001942-45-6 46
4 Cyclohexanone, 3-vinyl-3-methyl- 138 C9H140 068269-56-7 43
5 Phenol, 2-methoxy-4-methyl- 138 C8H1002 000093-51-6 42
Abundance Scan 1423 (11.201 min): BG019089.D (-1414) (-) m/z 123.10 100.00%
o 123 .o
81 95
5000 39 93 110
146

10.80 11.00 11.20 11.40 11.60
m/z 138.10 80.42%

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

Abundance #16989: 2-Cyclopenten-1-one, 2,3,4,5-tetramethyl-
123
138
5000 %
10.80 11.00 11.20 11.40 11.60
mn 55 67 110 m/z 67.10 72_.07%
27 ‘ ‘ 81
..,.1..5.,...‘.,....‘,‘.‘...,‘.‘H.,..‘.a,...‘.‘,‘a‘...,‘.‘.l.,....‘,....,.l..,...‘.‘,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
81 95
A L a T e S
67 10.80 11.00 11.20 11.40 11.60
5000 55 m/z 95.10 64 .88%
a1 123 1%
109
WWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5747: 4-Octyne R e e S
67 10.80 11.00 11.20 11.40 11.60
41 81 m/z 81.10 61.50%
53 110
5000 27
95
..,.1..5.,....,....,....,....,....,....,....,....,....,....,....,....,....,... AL B R B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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-Indazole, 3,6-dimethyl- Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
11.25 5.40 ng/ul 67014 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indazole, 3,6-dimethyl- 146 C9H10N2 007746-28-3 64
2 Benzofuran, 4,7-dimethyl- 146 C10H100 028715-26-6 64
3 1H-Pyrazole, 4,5-dihydro-3-phenyl- 146 C9H10N2 000936-48-1 59
4 1H-Benzimidazole, 2-ethyl- 146 C9H10N2 001848-84-6 53
5 1H-Benzimidazole, 2-ethyl- 146 C9H10N2 001848-84-6 53
Abundance Scan 1431 (11.248 min): BG019089.D (-1428) (-) m/z 145.05 100.00%
145
5000
43 115 131 L o R
51 58 65 77 91 103 || 12 | 11,00 11.20 11,40 11.60
g e e e A W23l Tngz 146.10 0 71.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21275: 1H-Indazole, 3,6-dimethyl-
146
51
5000 151 11.00 11.20 11.40 11.60
0
‘ o 17 gﬂ ﬂ? 115 ‘ ‘ m/z 131.00 22 .89%
| N | . " Al , ,
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
146
11.00 11.20 11.40 11.60
5000 m/z 43.10 20.25%
39 117 131
51 63 72 91
21 79 103119
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21294: 1H-Pyrazole, 4,5-dihydro-3-phenyl- EBaEEEEEE S S
146 11.00 11.20 11.40 11.60
m/z 115.05 18.54%
5000 77
118
51 91
39 63 104
..,..?Z,...th...}:...pﬁh.,:ﬁul,....WL...,JH..,.JJN,...}?E..,.l I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 23 Phenol, 2-ethyl-5-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.38 51.40 ng/ul 637292 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 91
2 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 91
3 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 90
4 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 87
Abundance Scan 1453 (11.377 min): BG019089.D (-1447) (-) m/z 121.10 100.00%
5000
136
77 9
39 51 65 | | 107 150 11.00 11.20 11.40 11.60 11.80
e e e e e || M7z 136.10  27.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15855: Phenol, 2-ethyl-5-methyl-
121
5000
136 11.00 11.20 11.40 11.60 11.80
m/z 91.10 17.00%
27 39 51 o 91
'P'J'P"'ﬁ'"w“"P??W"jﬁ"”IM'”I'}PZ'“'WI"'P'“'P"'P"'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
136 11.00 11.20 11.40 11.60 11.80
5000 m/z 77.05 16.13%
39 91
27 51 58 65 v 103
mwmmwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15853: Phenol, 4-ethyl-3-methyl-
121 11.00 11.20 11.40 11.60 11.80
m/z 122.10 10.48%
5000
136
77 91
S5 | a3 |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Phenol, 2,3,6-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.43 33.80 ng/ul 419064 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 93
2 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 90
3 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 87
4 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 83
5 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 81
Abundance Scan 1462 (11.430 min): BG019089.D (-1458) (-) m/z 121.10 100.00%
136
5000 o1
39 51 ! 109
67 152 11.20 11.40 11.60 11.80
..,....,....,....','.'...;':'.'.“?,9.'.'.'.,...|:,-....,.-'.-..1,0.3‘.-..',..I.'r,..l..,..|.,....,:...,. m/z 136.10 71.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15834: Phenol, 2,3,6-trimethyl-
121 136
5000
11.20 11.40 11.60 11.80
91 m/z 91.10 39.18%
39
'W'%?'P'?ZI”"“””'?%"W'éf'P'jJP"'JA"T?ﬁ'I'”hIl'” AN AR SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
136 11.20 11.40 11.60 11.80
5000 m/z 135.10 22.68%
91
77
15 27 39 51 65 103
Wwwmmmmwrrwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15844: Phenol, 2,4,6-trimethyl-
121 136 11.20 11.40 11.60 11.80
m/z 77.10 19.90%
5000
91
27 3 s 65 0| 103 |
m/z--> 10 20 §0 40 50 60 70 80 90 160 1io 120 130 140 150 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 25 1H-Pyrazole, 1,3,5-trimethyl- Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
11.61 5.03 ng/ul 62412 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pyrazole, 1,3,5-trimethyl- 110 C6H10N2 001072-91-9 58
2 11-Oxatricyclo[6-2.1.0(1,6)]Junde... 164 C10H1202 106247-65-8 47
3 1,2-cis-1,5-trans-2,5-dihydroxy-... 186 C10H1803 087096-70-6 43
4 3-Cyclopenten-1-one, 2,2,5,5-tet... 138 C9H140 081396-36-3 38
5 3,7,7-Trimethyl-8-(2-methyl-prop... 204 C15H24 1000192-43-3 38
Abundance Scan 1493 (11.612 min): BG019089.D (-1483) (-) m/z 110.10 100.00%
110
95
5000
39 5 4 79 121
131 150 11.20 11.40 11.60 11.80 12.00

m/z 95.10 53.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5599: 1H-Pyrazole, 1,3,5-trimethyl-

110

5000 95 IIII|||||||||IIII|II
11.20 11.40 11.60 11.80 12.00
“ 56 68 g
‘ A M‘ ‘ I

‘ m/z 109.00 19.99%
III""I""I""I""IIIII S AR AR RS RS LA LAY LA KA LR LA LA

m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170

Abundance
110
\'\ IIIIIIIIIIIIIIIIIIIIII
95 11.20 11.40 11.60 11.80 12.00
5000 m/z 55.10 18.30%
% 164
81
55 68 122 136 146
Wmmmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #46495: 1,2-cis-1,5-trans-2,5-dihydroxy-4-methyl-1-(1-hydr... L e e e
P 110 11.20 11.40 11.60 11.80 12.00
59 m/z 39.10 16.97%
5000

]_25 135 153 168

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11. 20 11.40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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, 3-ethyl-5-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.68 96.91 ng/ul 1201680 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 90
2 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 90
3 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 90
4 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 83
5 2,4,6-Octatriene, 2,6-dimethyl-,... 136 C10H16 007216-56-0 80
Abundance Scan 1504 (11.677 min): BG019089.D (-1496) (-) m/z 121.05 100.00%
5000 136
77 91
39 51 65 | 9 107 148 11.40 11.60 11.80 12.00
Obrrrprrrrprrrrprrr e e e b e b et e || M7z 136.05 43.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15851: Phenol, 3-ethyl-5-methyl-
121
136
5000
11.40 11.60 11.80 12.00
39 77 o1 m/z 91.10 24 .76%
1\5 2? AN 5\6-‘ w6§ il L ‘1(‘)7 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
11.40 11.60 11.80 12.00
5000 m/z 77.10 21.89%
136
77 89
39 51 65 107
WWWWWWTWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15860: Phenol, 3-ethyl-5-methyl-
121 11.40 11.60 11.80 12.00
m/z 122.10 9.50%
136
5000
15 2\7 3\9 5\1 6\5 i 9‘1 1(\)7 | il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 |11.40 11.60 11.80 12,00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Phenol, 2,4,6-trimethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
11.72 10.74 ng/ul 133181 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 62
2 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 53
3 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 50
4 1,3-Cyclohexadiene, 1l-methyl-4-(... 136 C10H16 000099-86-5 50
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 50
Abundance Scan 1511 (11.718 min): BG019089.D (-1509) (-) m/z 121.10 100.00%
yul
5000
77 91 136
3|9 5|3 67 1|T9 | | 152 11.40 11.60 11.80 12.00
rreprrreprrreprrebpereb bl A AL el 0 Tm/z 136.10 0 35.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15836: Phenol, 2,4,6-trimethyl-
121
136
5000
91 11.40 11.60 11.80 12.00
39 77 m/z 91.10 34.80%
27 51 65 ‘ 103
'“ﬁﬂw“MVHWM“wMW“MPHMH“N“W”“V“WL“P“H““V“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121 136
11.40 11.60 11.80 12.00
5000 m/z 77.10 33.19%
91
39 77
15 21 51 65 g9 107
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15852: Phenol, 2-ethyl-6-methyl-
121 11.40 11.60 11.80 12.00
m/z 135.10 24 .68%
5000 136
2 g oel
“W““V“W““h“ﬁm“vﬂﬂ“”v“wm“H¥Z““JHWH“PHWH“V
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Bicyclo[3.1.0]hex-2-ene, 2-... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
11.77 5.40 ng/ul 66928 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.0]hex-2-ene, 2-methy... 136 C10H16 002867-05-2 87
2 .alpha.-Phellandrene 136 C10H16 000099-83-2 72
3 .alpha.-Phellandrene 136 C10H16 000099-83-2 64
4 2-Cyclopenten-1-one, 2,3,5-trime... 136 C9H120 029765-85-3 59
5 Cyclohexene, l-methyl-4-(l1-methy... 136 C10H16 000586-62-9 56
Abundance Scan 1520 (11.771 min): BG019089.D (-1516) (-) m/z 93.10 100.00%
93
136
5000

11.40 11.60 11.80 12.00
m/z 136.10 54.41%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170
Abundance #15356: Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methylethy!l)-
93

5000 A RREE S L eSS T L
7 11.40 11.60 11.80 12.00

m/z 91.05 41.01%

27 3ﬁ 53 65 105 121 136

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance
93
11.40 11.60 11.80 12.00
5000 m/z 77.10 30.07%
77
136
27 41 51 65 105 119
mmmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15179: .alpha.-Phellandrene
93 11.40 11.60 11.80 12.00
m/z 137.10 16.13%
5000 77
27 136
s 105 119
,,,,,,,,,,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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, 3,4,5-trimethyl- Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
11.87 7.06 ng/ul 87557 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 91
2 Silane, dimethylphenyl- 136 C8H12Si 000766-77-8 87
3 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 87
4 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 74
5 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 74
Abundance Scan 1537 (11.871 min): BG019089.D (-1531) (-) m/z 121.10 100.00%
yul
136
5000
91
39 65 77 11.60 11.80 12.00 12.20
53 103 150 176
b el L iR ST BB /77 136.05 4. 30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15829: Phenol, 3,4,5-trimethyl- M
121
5000 136 rv\"'l' LA NN A
o1 11.60 11.80 12.00 12.20
39 77 m/z 91.05 23.27%
27 51 65 ‘
: I]-?II‘I\I I\i‘wl I\‘N\I I\I‘\\I : "“l — ﬁ‘: Ilwlow?l : |" II‘I\I T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
121
11.60 11.80 12.00 12.20
5000 58 136 m/z 135.05 20.46%
43 105
29 67 79 93
mz-> 20 40 60 80 100 120 140 160 180
Abundance #15838: Phenol, 3,4,5-trimethyl-
121 11.60 11.80 12.00 12.20
m/z 122.10 10.31%
136
5000
27
R %R s B ANSY bl W
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 Phenol, 2,3,5-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 56.66 ng/ul 702521 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 97
2 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 96
3 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 96
4 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 96
5 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 95
Abundance Scan 1545 (11.918 min): BG019089.D (-1539) (- m/z 121.10 100.00%
121
136
5000
91
51 65 103 11.60 11.80 12.00 12.20
..,....,....,....','.-...,-'.'...,..'.'.,...|.',....,:'...,.'.-.1.1,9.-.'.,!..1?,9..|'.,.... m/z 136.10 63.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15834: Phenol, 2,3,6-trimethyl-
121 136
5000
11.60 11.80 12.00 12.20
77 91 m/z 91.10 33.73%
39
'W'%§'P'%TP"J“'”'Iw'ﬁﬁ'?'W"jm""it"fﬁ%'l”'hlL"I” h T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121
136 11.60 11.80 12.00 12.20
5000 m/z 135.10 19.21%
91
39 77
1 27 51 65 103
mmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15828: Phenol, 2,3,6-trimethyl-
121 11.60 11.80 12.00 12.20
m/z 77.10 18.59%
136
5000
91
77
39 51 __ 65
..|.].-§.|..%?lu...‘l‘.‘...i‘l‘.‘.5.8|.‘.‘l‘.|...‘l‘l....ll‘...il-.(‘).?.‘.ln‘.‘.ll...lun‘.lun
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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 31 Benzenamine, 3,5-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.95 13.72 ng/ul 170086 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 3,5-dimethyl- 121 C8H11N 000108-69-0 64
2 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 50
3 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 50
4 2-Oxazolidinone, 4-phenyl-5-p-to... 253 C16H15N02 032461-31-7 40
5 1,4-Cyclohexadiene, 3,3,6,6-tetr... 136 C10H16 002223-54-3 40
Abundance Scan 1550 (11.947 min): BG019089.D (-1549) (-) m/z 121.10 100.00%
141
5000
77

39 b1 65 91 102 10 137 11.60 11.80 12.00 12.20
L 22 ) 10 150
..,....,....,....-,....,'.-...,....,...|.,....,'....,:..?‘.,....l!...,....,....,...., m/z 77.10 17.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9290: Benzenamine, 3,5-dimethyl-
121
5000 106

11.60 11.80 12.00 12.20
m/z 122.10 10.17%

77
1827 3 51 6 - 91 |
SN A w AN R AN SN | RN

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

Abundance
121
11.60 11.80 12.00 12.20
5000 m/z 120.10 8.60%
136
77 89
39 51 65 107
Wwwmwwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15883: Benzene, 1-ethyl-4-methoxy-
121 11.60 11.80 12.00 12.20
m/z 51.10 7.79%
5000
136
28 30 51 65 f 91 10555 | |
T T R T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 32 Phenol, 2-ethyl-4,5-dimethyl- Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
12.04 6.96 ng/ul 86342 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-ethyl-4,5-dimethyl- 150 C10H140 002219-78-5 90
2 4-Hydroxy-3-methylacetophenone 150 C9H1002 000876-02-8 64
3 Thymol 150 C10H140 000089-83-8 64
4 2,5-Diethylphenol 150 C10H140 000876-20-0 64
5 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 59
Abundance Scan 1566 (12.041 min): BG019089.D (-1561) (-) m/z 135.10 100.00%
5000 150
79 91
39 51 65 | 107 121 || 11.80 12.00 12.20 12.40
e e e et et ettt el | Tm/z 1502100 37.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22685: Phenol, 2-ethyl-4,5-dimethyl-
135
5000 150 11.80 12.00 12.20 12.40
39 91 m/z 91.10 27 .43%
77
TR 07 12
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
135
11.80 12.00 12.20 12.40
5000 150 m/z 79.10 17.97%
” 107
15 27 4351 g3 91 121
Wﬁmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22608Thym0| LI L L B S BB
135 11.80 12.00 12.20 12.40
m/z 136.10 16.27%
5000 150
91
1827 % 51 65 7 Wil ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 33 3-Methyl-4-isopropylphenol Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
12.24 8.71 ng/ul 107983 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Methyl-4-isopropylphenol 150 C10H140 003228-02-2 91
2 Thymol 150 C10H140 000089-83-8 91
3 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 90
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 87
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 86
Abundance Scan 1600 (12.241 min): BG019089.D (-1595) (-) m/z 135.10 100.00%

135
5000
150
91
39 51 g5 77 105 115 ;o7 166 12.00 12.20 12.40 12.60
"I""I""I""II""I""'I""I'"I'II""I""I"'I"I"I"I'"'I"!'I""'I""'I""I"' m/z 150.10 24.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22654: 3-Methyl-4-isopropylphenol
135
5000
150 12.00 12.20 12.40 12.60

m/z 91.10 11.73%

15 27 39 51 66 77 %1 107117

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance
135
12.00 12.20 12.40 12.60
5000 m/z 136.10 10.14%
150
91
15 27 39 51 65 77 107 117
mmwmwwmﬁrwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #22730: Phenol, 2-methyl-5-(1-methylethyl)-
135 12.00 12.20 12.40 12.60
m/z 77.05 7.13%
5000
150
39 77 o1 107 117
27 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 12.00 12. 20 12.40 12. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019089.D

Acq On : 9 Oct 2015 21:12

Operator : UM/NP

Sample - G3966-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._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]
Butane, 2-methoxy... 3.22 28.1 ng/ul 195091 1 8.03 138894 20.0
(DEL) Alkane: Cyc... 7.44 9.3 ng/ul 64293 1 8.03 138894 20.0
(DEL) Alkane: Cyc... 7.86 9.9 ng/ul 68796 1 8.03 138894 20.0
Cyclopentanone, 2... 8.34 16.0 ng/ul 111151 1 8.03 138894 20.0
Bicyclo[4.2.0]oct. .. 8.42 9.8 ng/ul 67927 1 8.03 138894 20.0
2-Cyclopenten-1-o0... 8.68 40.6 ng/ul 281960 1 8.03 138894 20.0
Cyclooctanone, 2-... 9.01 13.5 ng/ul 93754 1 8.03 138894 20.0
Benzofuran, 2,3-d... 9.11 19.1 ng/ul 132758 1 8.03 138894 20.0
Cyclohexanone, 3-... 9.31 27.2 ng/ul 188941 1 8.03 138894 20.0
(DEL) Alkane: Cyc... 9.36 9.6 ng/ul 66400 1 8.03 138894 20.0
1,3-Benzenediamin. .. 9.40 15.5 ng/ul 107481 1 8.03 138894 20.0
Phenol, 2,3-dimet... 9.46 37.2 ng/ul 461783 2 10.84 247992 20.0
2-Propenal, 3-phe... 9.50 8.4 ng/ul 104313 2 10.84 247992 20.0
Benzofuran, 2-met... 9.59 19.5 ng/ul 242075 2 10.84 247992 20.0
4-Octyne, 2-methyl- 9.80 14.1 ng/ul 174671 2 10.84 247992 20.0
2-Hexanoylfuran 10.13 12.1 ng/ul 150518 2 10.84 247992 20.0
Phenol, 3,5-dimet... 10.32 59.3 ng/ul 735413 2 10.84 247992 20.0
Phenol, 4-ethyl-3... 10.67 22.0 ng/ul 272565 2 10.84 247992 20.0
Phenol, 2-propyl- 11.11 14.2 ng/ul 175936 2 10.84 247992 20.0
2-Cyclopenten-1-o... 11.20 17.3 ng/ul 214916 2 10.84 247992 20.0
1H-Indazole, 3,6-... 11.25 5.4 ng/ul 67014 2 10.84 247992 20.0
Phenol, 2-ethyl-5... 11.38 51.4 ng/ul 637292 2 10.84 247992 20.0
Phenol, 2,3,6-tri... 11.43 33.8 ng/ul 419064 2 10.84 247992 20.0
1H-Pyrazole, 1,3,... 11.61 5.0 ng/ul 62412 2 10.84 247992 20.0
Phenol, 3-ethyl-5... 11.68 96.9 ng/ul 1201680 2 10.84 247992 20.0
Phenol, 2,4,6-tri... 11.72 10.7 ng/ul 133181 2 10.84 247992 20.0
Bicyclo[3.1.0]hex... 11.77 5.4 ng/ul 66928 2 10.84 247992 20.0
Phenol, 3,4,5-tri... 11.87 7.1 ng/ul 87557 2 10.84 247992 20.0
Phenol, 2,3,5-tri... 11.92 56.7 ng/ul 702521 2 10.84 247992 20.0
Benzenamine, 3,5-... 11.95 13.7 ng/ul 170086 2 10.84 247992 20.0
Phenol, 2-ethyl-4_... 12.04 7.0 ng/ul 86342 2 10.84 247992 20.0
3-Methyl-4-isopro... 12.24 8.7 ng/ul 107983 2 10.84 247992 20.0
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