LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 3.145 47 52 60 rBv 54327 87185 11.80% 0.430%
2 3.221 60 65 73 rVB 117239 156231 21.15% 0.771%
3 7.357 761 769 776 rBV 57054 94592 12.81% 0.467%
4 7.569 800 805 813 rVvB 64328 113941 15.43% 0.562%
5 7.857 849 854 861 rvB2 34564 63322 8.57% 0.312%
6 8.033 878 884 890 rBvV 73787 126922 17.19% 0.626%
7 8.344 931 937 943 rVB 49176 80427 10.89% 0.397%
8 8.421 943 950 956 rBV5 21329 51575 6.98% 0.254%
9 8.679 987 994 1000 rBvV 125904 218334 29.56% 1.077%
10 8.744 1000 1005 1012 rVB 60837 100629 13.63% 0.496%
11 9.008 1042 1050 1054 rBv4 39108 71121 9.63% 0.351%
12 9.108 1062 1067 1069 rvv2 55077 89211 12.08% 0.440%

13 9.143 1069 1073 1077 rVvVv2 106531 180392 24.43% 0.890%
14 9.196 1077 1082 1088 rVB 76059 140190 18.98% 0.691%
15 9.308 1095 1101 1106 rBv4 66133 127535 17.27% 0.629%

16 9.396 1112 1116 1121 rVB4 45060 82579 11.18% 0.407%
17 9.461 1121 1127 1132 rBV 125865 219808 29.76% 1.084%
18 9.584 1142 1148 1155 rVB3 94421 174537 23.63% 0.861%
19 9.801 1178 1185 1191 rVB 74455 132367 17.92% 0.653%
20 9.919 1199 1205 1210 rBV2 91467 187105 25.33% 0.923%

21 10.036 1220 1225 1228 rBV5 34912 59154 8.01% 0.292%
22 10.078 1228 1232 1235 rVV 47206 78317 10.60% 0.386%
23 10.125 1235 1240 1247 rVB 76500 142268 19.26% 0.702%
24 10.318 1265 1273 1286 rVB5 54604 142826 19.34% 0.704%
25 10.459 1288 1297 1305 rBV 139995 290200 39.29% 1.431%

26 10.665 1327 1332 1338 rBV 115822 250666 33.94% 1.236%
27 10.841 1351 1362 1368 rBV 112356 224257 30.36% 1.106%
28 10.988 1380 1387 1395 rVB 231236 416577 56.41% 2.055%
29 11.112 1395 1408 1415 rBV2 60302 149154 20.20% 0.736%
30 11.194 1415 1422 1428 rVB5 88885 177384 24.02% 0.875%

31 11.253 1428 1432 1440 rVB5 24714 54602 7.39% 0.269%
32 11.382 1447 1454 1458 rBV 272581 498185 67.46% 2.457%
33 11.429 1458 1462 1469 rVB 217357 381929 51.71% 1.884%
34 11.605 1483 1492 1497 rVB4 31890 67306 9.11% 0.332%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 11.676 1497 1504 1508 rBV 323673 563590 76.31% 2.780%

36 11.717 1508 1511 1516 rVvV 85221 132225 17.90% 0.652%
37 11.917 1534 1545 1549 rBV 331527 594001 80.43% 2.930%
38 11.958 1549 1552 1561 rVB 101992 158452 21.45% 0.781%

39 12.034 1561 1565 1570 rBV 48264 67783 9.18% 0.334%
40 12.240 1596 1600 1606 rVB 56515 88084 11.93% 0.434%
41 12.345 1612 1618 1624 rBV2 76893 151112 20.46% 0.745%
42 12.404 1624 1628 1630 rVv2 32887 53111 7.19% 0.262%
43 12.440 1630 1634 1639 rVv2 42447 75850 10.27% 0.374%

44 12.534 1645 1650 1656 rVvV 279851 444170 60.14% 2.191%
45 12.598 1656 1661 1669 rVB6 109409 231102 31.29% 1.140%

46 12.710 1677 1680 1690 rVB5 83001 154690 20.95% 0.763%
47 12.821 1694 1699 1702 rBV 116755 169195 22.91% 0.834%
48 12.868 1702 1707 1713 rVV3 174572 340813 46.15% 1.681%
49 12.933 1714 1718 1726 rVB3 115387 238016 32.23% 1.174%
50 13.027 1726 1734 1739 rBV6 186972 491568 66.56% 2.424%

51 13.080 1739 1743 1748 rVV4 167836 325835 44.12% 1.607%
52 13.127 1748 1751 1756 rVB2 56597 80067 10.84% 0.395%
53 13.256 1769 1773 1781 rVBS8 25488 58783 7.96% 0.290%
54 13.368 1781 1792 1795 rBV5 46584 136044 18.42% 0.671%
55 13.409 1795 1799 1803 rVVv2 75960 133131 18.03% 0.657%

56 13.468 1803 1809 1813 rVV3 101984 196525 26.61% 0.969%
57 13.538 1813 1821 1826 rVV8 82082 245399 33.23% 1.210%
58 13.603 1829 1832 1833 rVV2 66616 80609 10.91% 0.398%
59 13.632 1833 1837 1844 rVB2 155051 323993 43.87% 1.598%
60 13.797 1859 1865 1868 rBV2 145625 260390 35.26% 1.284%

61 13.838 1868 1872 1880 rVB4 148012 309770 41.94% 1.528%
62 13.932 1885 1888 1894 rVB3 72098 96731 13.10% 0.477%
63 14.002 1895 1900 1903 rBV3 106523 192379 26.05% 0.949%
64 14.073 1908 1912 1919 rVB 278815 435132 58.92% 2.146%
65 14.161 1919 1927 1936 rBv4 258528 582189 78.83% 2.871%

66 14.249 1936 1942 1946 rVV2 86135 187071 25.33% 0.923%
67 14.290 1946 1949 1955 rVB2 55335 101249 13.71% 0.499%
68 14.361 1955 1961 1966 rBV 233319 375853 50.89% 1.854%
69 14.531 1985 1990 1994 rBV4 45276 93657 12.68% 0.462%
70 14.666 2007 2013 2021 rBV4 231362 487356 65.99% 2.404%

71 14.743 2021 2026 2030 rVvVv 124062 165025 22.34% 0.814%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 14.831 2036 2041 2043 rBV2 74205 125397 16.98% 0.618%
73 14.860 2043 2046 2052 rVB2 114795 184702 25.01% 0.911%

74 14.966 2059 2064 2067 rBV2 48402 83935 11.36% 0.414%
75 15.230 2101 2109 2112 rBvV4 28403 74270 10.06% 0.366%
76 15.448 2142 2146 2149 rBvV4 46531 73081 9.90% 0.360%
77 15.477 2149 2151 2157 rVB2 42129 57732 7.82% 0.285%
78 15.542 2158 2162 2166 rBV3 33162 53338 7.22% 0.263%
79 15.595 2167 2171 2176 rVVv4 36094 81293 11.01% 0.401%

80 15.653 2176 2181 2187 rVB 321249 509667 69.01% 2.514%

81 15.765 2195 2200 2207 rVB3 138611 245375 33.22% 1.210%

82 15.871 2214 2218 2221 rVV3 45209 66663 9.03% 0.329%
83 15.912 2221 2225 2228 rVV2 37268 54121 7.33% 0.267%
84 15.959 2229 2233 2237 rVV 217512 296873 40.20% 1.464%
85 16.024 2241 2244 2249 rVB2 61824 86526 11.72% 0.427%
86 16.088 2249 2255 2259 rBV3 58551 112732 15.26% 0.556%
87 16.329 2293 2296 2300 rVB3 34350 46697 6.32% 0.230%
88 16.405 2306 2309 2317 rVB7 29187 58147 7.87% 0.287%
89 16.711 2357 2361 2364 rBV2 45352 67299 9.11% 0.332%
90 16.964 2400 2404 2408 rBV3 33125 59203 8.02% 0.292%
91 17.081 2420 2424 2429 rVB5 28187 46525 6.30% 0.229%
92 17.140 2431 2434 2439 rVB5 30955 47480 6.43% 0.234%

93 17.410 2475 2480 2485 rBV 275428 412755 55.89% 2.036%
94 17.510 2491 2497 2504 rVB2 389169 587168 79.50% 2.896%
95 17.604 2509 2513 2518 rVB3 43537 69239 9.38% 0.341%

96 19.796 2880 2886 2892 rBV 506831 738544 100.00% 3.642%
97 21.682 3201 3207 3217 rBV 312044 520399 70.46% 2.567%
98 23.303 3478 3483 3491 rVB2 27739 51308 6.95% 0.253%
99 24.696 3710 3720 3731 rVB2 272777 733155 99.27% 3.616%
100 24.919 3748 3758 3767 rBV2 166563 480505 65.06% 2.370%

Sum of corrected areas: 20275907
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_G\DATA\BG100915\

BG019083.D

9 Oct 2015 17:24

UM/NP

G3966-01

9 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG019083.D
500000
400000
11.44.92
300000 11.38
10.99 44 43
200000
3.22 8.68 1,946 10-98 g7 gl
100000 1958 9 3812 | g
3. 4 803, 8 74 ofig3 .\"e‘u‘ 3 111 E
78. l “lll l !
.42
o L ey e A £ oan A mann N\ ,.L“ll AAJ _A.l‘.u l ll ‘ ]‘“ A Al‘
Time-> 3.00 350 4.00 450 500 550 600 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG019083.D
19.80
500000
17.51
400000 15.65
14.07 vt e
300000 14.16.384.67 15.96
200000

W

NG

L o L o S o e o o SIS
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: BG019083.D
500000
400000
300000 24.70
200000 24.92
100000
23.30
0 e
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

SOM0O2.2-EPA-BG100415.M Mon Oct

12 15:19:50 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 8

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

3.22 24 .62 ng/ul 156231 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 65 (3.221 min): BG019083.D (-60) (-) m/z 73.10 100.00%

y(e)
5000 43 o
87

|| 300 320 340 3.60
N 1 N VOV S m/z 43.10 48.43%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73

5000 I AL A e S S
43 55 3.00 3.20 3.40 3.60

87 m/z 55.10 34 .90%

i Ulas | ever T
R R EERE SRR AN EEEEs s e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73

3.00 320 3.40 3.60

5000 m/z 87.10 27.42%
43 55 g7
29
35 67 80
T e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1966: Silane, tetramethyl- AR R )
73 300 320 3.40 3.60

m/z 41.10 15.19%

5000
43
2 15 B4 1| 535 66 | 8s
B 36 [) 5359 es | 88

m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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: Cyclic7.86 Concentration Rank 37

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

7.86 9.98 ng/ul 63322 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2-Nonene 126 C9H18 006434-77-1 50
2 trans--4-Nonene 126 C9H18 010405-85-3 46
3 4-Nonene 126 C9H18 002198-23-4 46
4 4-Nonene 126 C9H18 002198-23-4 46
5 cis-4-Nonene 126 C9H18 010405-84-2 46

Abundance Scan 855 (7.863 min): BG019083.D (-849) (-) m/z 55.10 100.00%
55
84
5000 41
69
‘h |‘ | I 9|7 111 1T6 7.60 7.80 8.00 8.20
e B e e T e L m/z 84.05 64.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11146: cis-2-Nonene
55
41
5000 69 7.60 7.80 8.00 8.20
29 o 97 126 m/z 41.10 43.97%
RN IR LI UL I UL SRR I LA RS BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
M 7.60 7.80 8.00 8.20
5000 m/z 56.10 39.46%
70
27 83 126
15 63 9 qqq
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11142: 4-Nonene
55 7.60 7.80 8.00 8.20
41 m/z 69.05 34.66%
5000
27 0
"I'"'I"'ll""i""l”w'Mlq?'uﬂ""ljl"l"J*I"'}ll"l""l"'
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 : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Cyclopentanone Concentration Rank 30

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

8.34 12.67 ng/ul 80427 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 52
2 2-Hexene, (E)- 84 C6H12 004050-45-7 52
3 3-Hexene, (E)- 84 C6H12 013269-52-8 50
4 2-Hexene 84 C6H12 000592-43-8 50
5 3-Hexene, (E)- 84 C6H12 013269-52-8 50

Abundance Scan 936 (8.338 min): BG019083.D (-931) (-) m/z 84.10 100.00%
g4
55
5000 a1
| | 70 97 126 8.00 8.20 8.40 8.60
e R R S e L s m/z 55.10 50.57%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1372: Cyclopentanone
55
28
5000
41 84 8.00 8.20 8.40 8.60
m/z 41.10 37.95%
\‘ 8 67
miz--> A 4'0 5'0 80 7 80 90 100 110 130 130
Abundance
55
8.00 8.20 8.40 8.60
5000 42 m/z 42.10 33.55%
84
29 69
15 77
mmﬁmﬁmmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1437: 3-Hexene, (E)-
g B 8.00 8.20 8.40 8.60
m/z 83.05 33.29%
5000
27 69 84
5 |
”'ﬁ'”l”hﬂ'““'”'vk“fM'W”“W'Za'”'P'”P'”I”“I”'W'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Benzene, l-ethenyl-4-methyl- Concentration Rank 39

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

8.42 8.13 ng/ul 51575 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 50
2 Benzene, 1,1"-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 47
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 45
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 43
5 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 118 C9H10 055337-80-9 43

Abundance Scan 950 (8.421 min): BG019083.D (-943) (-) m/z 117.10 100.00%
117
5000 55
39
70 91
| 140 8.00 8.20 8.40 8.60 8.80
D e e R m/z 118.10 55.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8694: Benzene, 1-ethenyl-4-methyl-
117
5000 o1 RARBSAARNA naRSERRRS pAR
8.00 820 840 860 8.80
39 m/z 55.10 40.55%
5 2/ ‘ ?ﬁ ?ﬁ 77 \ 1?3
| ily \ Al | 1 |
m/z--> 25 a0 80 100 120 140 160 180 200 220
Abundance
117
8.00 8.20 8.40 8.60 8.80
5000 m/z 115.10 39.45%
91

103
28 39 51 65 78 131 147 177 191 207 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8684: Benzene, 2-propenyl-

117 8.00 820 8.40 8.60 8.80

m/z 56.10 34_.09%
5000
91
39 5ﬁ 6? 77 | 103
| A I T |
...“..w..”,.”.,”..“..w..”,.”. R REEEE RS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 6 2-Cyclopenten-1-one, 2,3,4-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

8.68 34.40 ng/ul 218334  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 90
2 Cyclopent-2-ene-1-one, 2,3,4-tri... 124 C8H120 083321-16-8 90
3 2-Cyclopenten-1-one, 3,4,5-trime... 124 C8H120 055683-21-1 83

4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 81
5 Mequinol 124 C7H802 000150-76-5 81
Abundance Scan 994 (8.679 min): BG019083.D(—9873) ) m/z 109.10 100.00%
109
81
124
5000
T| T T | % 8.40 860 8.80 9.00

o,....;:-.4.6.,'|!.||:.?1.-.':.',...':-.'...,'..'..,....,'....,."..,.. m/z 81.10 74.59%

m/z--> 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

m/z 124.10 53.93%

L5 |
! \“‘ ‘ ‘ | L1

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

Abundance
109
R o e  EEEEmmEmm
81 8.40 8.60 8.80 9.00
5000 124 m/z 79.10 27.53%
96
41 54 67
L B o B S AR e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #10231: 2-Cyclopenten-1-one, 3,4,5-trimethyl-
109 8.40 8.60 8.80 9.00
m/z 39.10 27 .30%
5000 81
124
4 s & ] o
L B o B BLLA AR B e e
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 15:19:55 2015

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 (DEL) Alkane: Cyclic9.01 Concentration Rank 34

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

9.01 11.21 ng/ul 71121 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloheptane 98 C7H14 000291-64-5 52
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 46
3 3-Decene 140 C10H20 019398-37-9 46
4 Cyclooctane 112 C8H16 000292-64-8 42
5 2-Octene, (2)- 112 C8H16 007642-04-8 38

Abundance Scan 1050 (9.008 min): BG019083.D (-1042) (-) m/z 55.10 100.00%
55 98
41
5000
70 83 112 148
140 [rr Ty
| || | H I" | 120 | 8.60 8.80 9.00 9.20 9.40
S 11 A SO S S 1 A S S m/z 98.10 82.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3243: Cycloheptane
55 98
41
70
83
5000
8.60 8.80 9.00 9.20 9.40
27 m/z 56.05 74 _.86%
'W}?I”MM'”PM”ﬁLMP”M“”Wl“'”'H”'W””I””I””P'”P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55 83
M 8.60 8.80 9.00 9.20 9.40
5000 98 m/z 41.10 72.73%
15
Wmﬁmmmwmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17259: 3-Decene R AR
4 5 8.60 8.80 9.00 9.20 9.40
69 m/z 42.10 60.31%
5000
29
84 g7 140
'W””P'”P”W””I”“P“W'”W””P”'P”Hﬁ”P”'P”W””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20 9.40

SOMO2.2-EPA-BG100415.M Mon Oct 12 15:19:56 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Benzofuran, 2,3-dihydro- Concentration Rank 18

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

9.11 14.06 ng/ul 89211 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 64
2 Oxirane, phenyl- 120 C8H80 000096-09-3 60
3 Benzofuran, 2,3-dihydro- 120 C8H80 000496-16-2 45
4 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 41
5 Benzene, propyl- 120 C9H12 000103-65-1 38

Abundance Scan 1067 (9.108 min): BG019083.D (-1062) (-) m/z 91.10 100.00%
o
120
5000 98
39 55 o o
||| || Lo 2 1 o0 8.80 9.00 9.20 9.40
e e e e L 140 Thz77120.10  60.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9097: Benzofuran, 2,3-dihydro-
91 120
5000 BN RARSRAARERARRERARAY
8.80 9.00 9.20 9.40
39 63 m/z 98.05 44 .35%
51
! o 1l ‘\H‘ 77 84 ‘\ 105 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91
8.80 9.00 9.20 9.40
5000 m/z 55.10 24_87%
120
65
39
15 27 >t 77 g4 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9096: Benzofuran, 2,3-dihydro- AR R S
120 8.80 9.00 9.20 9.40
91 m/z 119.00 24 _.69%
5000
o Fow # o ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40

SOM02.2-EPA-BG100415.M Mon Oct 12 15:19:57 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Mequinol Concentration Rank 7

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

9.14 28.43 ng/ul 180392 1,4-Dichlorobenzene-d4 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 87
2 Mequinol 124 C7H802 000150-76-5 59
3 Mequinol 124 C7H802 000150-76-5 59
4 1-Propanone, 1-(l1-cyclohexen-1-yl)- 138 C9H140 001655-03-4 52
5 1,3-Pentadiene, 2,3-dimethyl- 96 C7H12 001113-56-0 50

Abundance Scan 1072 (9.137 min): BG019083.D (-1069) (-) m/z 81.10 100.00%
il 109
124
5000
53
96
|| | 24 | 138 8.80 9.00 9.20 9.40
..,....,....,....,....:'!.'..,...:,...'.,-:...,....,....:....,.-..,...!,.... m/z 109.05 88.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10233: 2-Cyclopenten-1-one, 2,3,4-trimethyl-
109 124
81
5000 8.80 9.00 9.20 9.40
41 7 96 m/z 124.10 60.77%
“I“”P'”P“jw”ﬂjtﬂ“jﬂ“”I””P'“P”'L”'J“W”'W“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
109 124
8.80 9.00 9.20 9.40
5000 81 m/z 79.10 39.95%
53
15 7T 65 74 95
mmwmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10070: Mequinol
109 124 8.80 9.00 9.20 9.40
m/z 123.10 36 .08%
81
5000
53
15 2\7 3‘9 i \65 74 | 95 | |
m/z--> 10 20 30 40 50 60 70 80 90 160 110 120 130 140 8.80 9.00 9.20 9.40

SOMO2.2-EPA-BG100415.M Mon Oct 12 15:19:58 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Ethanone, 1-(l1-cyclohexen-1... Concentration Rank 13

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

9.31 20.10 ng/ul 127535 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 76
2 Cyclohexanone, 3-ethenyl- 124 C8H120 001740-63-2 74
3 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 58
4 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 47
5 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 46

Abundance Scan 1101 (9.308 min): BG019083.D (-1095) (-) m/z 81.10 100.00%
il 124
67
109
5000 4 ss
95 9.00 9.20 9.40 9.60
140
”,””“.““”:WHAh”wth”li“”ﬁJh““.M”w.mw“.qnn, m/z 124.10 87 .85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10207: Ethanone, 1-(1-cyclohexen-1-yl)-
81
109
43 124
5000
9.00 9.20 9.40 9.60
53 m/z 67.10 65.96%
15 2! H m‘m 97 74 || 91 o8 | 117
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81 124
67
54 9.00 9.20 9.40 9.60
39 0
5000 7 % m/z 109.10 54 _46%
89 109

Wmﬁmﬁmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10251: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)-
109

9.00 9.20 9.40 9.60
m/z 41.10 52 .54%

5000

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 15:19:59 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 2-Cyclopenten-1-one, 2,3,4,... Concentration Rank 26

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

9.40 13.01 ng/ul 82579 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 76
2 2-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 59
3 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 50
4 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 50
5 2-Methoxy-6-methylphenol 138 C8H1002 002896-67-5 47

Abundance Scan 1117 (9.402 min): BG019083.D (-1112) (-) m/z 123.05 100.00%
95
5000
138
67 110 131
39 ©°1 77 103 | | 9.00 9.20 9.40 9.60 9.80
e et e b et el | m/Z . 95.10 58 79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16989: 2-Cyclopenten-1-one, 2,3,4,5-tetramethyl-
123
5000 % 138
9.00 9.20 9.40 9.60 9.80
4 55 67 110 m/z 138.10 35.79%
27 ‘ 81
||||]|-|5||||||‘|||||‘|‘|‘||||‘|‘l‘l||||‘|i||7|4:‘|‘|‘i‘||||‘|‘|l||||||‘|||||||l||||||‘|‘|||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95 123
67 9.00 9.20 9.40 9.60 9.80
5000 a9 m/z 67.10 27 .29%
) 55 138
! 81 110
46 74 103
Wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16589: 1,3-Benzenediamine, 4-methoxy-
123 9.00 9.20 9.40 9.60 9.80
m/z 132.00 23.44%
138
5000
95
15 28 4 55 67 7§ | 110 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 9.00 9.20 9.40 9.60 9.80

SOM02.2-EPA-BG100415.M Mon Oct 12 15:20:00 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Phenol, 2,5-dimethyl- Concentration Rank 14

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

9.46 19.60 ng/ul 219808 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 93
2 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 93
3 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 91
4 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 90
5 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 90

Abundance Scan 1127 (9.461 min): BG019083.D (-1121) (-) m/z 107.05 100.00%

107 122

5000 77
91
9.20 9.40 9.60 9.80
..,....,....,....|," '|| .--'“ ..I|i-.8.4..,‘:|."9ﬁ:|.h.ll,....,'...,..1.??... m/z 122.05 83.84%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9614: Phenol, 2,5-dimethyl-

107 122

5000 TT T T[T T T T[T rIr[rrrr[rrm1
77 9.20 9.40 9.60 9.80
39 ‘ o1 m/z 77.10  41.80%
27 6
s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
107 122
9.20 9.40 9.60 9.80
5000 m/z 121.10 33.30%
77
91
39 51 65
15 27 84 | 98
wwwmﬁmmwﬁwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9624: Phenol, 2,6-dimethyl- e
107 122 9.20 9.40 9.60 9.80

m/z 91.10 31.09%

5000 77

39
27 ‘ 51 65
|

| T \M 53 \\ H 84 M\98 iy

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80

91

SOM02.2-EPA-BG100415.M Mon Oct 12 15:20:01 2015

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Benzofuran, 2-methyl- Concentration Rank 16

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

9.58 15.57 ng/ul 174537 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 78
2 Benzenemethanol, .alpha.-ethynyl- 132 C9H80 004187-87-5 53
3 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 53
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 53
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 49

Abundance Scan 1147 (9.578 min): BG019083.D (-1142) (-) m/z 131.10 100.00%
131
5000 /\/\
77 95103 123 138 |||| LI (LI L L L B B
920 9.40 9.60 9.80
SR ||" '|-'| '-||" .Ei?,..|..,!|..1.%9...,....,.'..I~,.... m/z 132.10  65.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14041: Benzofuran, 2-methyl-
131
5000 ----u---- A AR
9.20 9.40 9.60 9.80
0
L, 39 ‘ 6 103 m/z 123.05 26 .76%
S PR Y Vi J.H,”.é?”..,ﬁn.,?lﬁ,..”;J.”,..”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
77 131
53
9.20 9.40 9.60 9.80
5000 103 m/z 77.10 22 .49%
63 115
27 39 89
18
mmﬁmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14045: 3-Phenyl-2-propyn-1-ol
131 9.20 9.40 9.60 9.80
m/z 51.10 22 .31%
77 103
5000
115
39
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 15:20:02 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 1-Methylcyclooctene Concentration Rank 32

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

9.80 11.80 ng/ul 132367 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methylcyclooctene 124 C9H16 000933-11-9 80
2 5-Hexenal, 4-methylene- 110 C7H100 017844-21-2 45
3 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 45
4 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 43
5 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 43

Abundance Scan 1185 (9.801 min): BG019083.D (-1178) (-) m/z 81.10 100.00%
67 g1 124
5000 53 109
41 95
‘ ||| || i 9.40 9.60 9.80 10.00 10.20
S A 11 S P /S MBS N m/z 124.10 99.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10293: 1-Methylcyclooctene
67 81
96
5000 41 55
124 9.40 9.60 9.80 10.00 10.20
27 m/z 67.10 98.18%
bl
”I}$W'”MP'”lL'WM”HPJ“Q”JH“”'ﬁ”“I“'h'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67
9.40 9.60 9.80 10.00 10.20
5000 53 m/z 109.10 42 _42%
27 41 82
95
60 || 74 103110
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2842: 2-Pentyne, 4,4-dimethyl-
81 9.40 9.60 9.80 10.00 10.20
m/z 53.05 41.46%
5000
39 53 96
1\5 2\7 ‘ 6\5 L1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 | | 9.40 9.60 9.80 10.00 10.20

SOMO2.2-EPA-BG100415.M Mon Oct 12 15:20:03 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 unknown-01 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.08 6.98 ng/ul 78317 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Hexadiene, 3-ethyl-2,5-dimet... 138 C10H18 062338-07-2 43
2 trans-Chrysanthemal 152 C10H160 020104-05-6 43
3 1-Butyne, 1,1"-thiobis- 138 C8H10S 014453-82-8 38
4 Phenol, 2-methoxy-4-methyl- 138 C8H1002 000093-51-6 30
5 Pyrazole-4-carboxaldehyde, 1-eth... 138 C7H10N20 1000273-81-2 27
Abundance Scan 1232 (10.078 min): BG019083.D (-1228) (-) m/z 123.10 100.00%
109 123 138
81
5000 53 67
95
‘| “|| I‘I | | 152 9.80 10.00 10.20 10.40
SNy 1 e R 0 1 R | MY B m/z 109.10 95.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16361: 1,3-Hexadiene, 3-ethyl-2,5-dimethy!l-
109 123 138
67 81
5000 55
41 9.80 10.00 10.20 10.40
9% m/z 138.10 83.77%
29 ‘
'“l““M'Jw“'J“h'“m“ﬂhm'JM“l”“L'“vL"“l'HW“'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
4 123
81
9.80 10.00 10.20 10.40
5000 m/z 81.10 57 .42%
67
55
95
109 137 s
Wmmmmmrwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16800: 1-Butyne, 1,1'-thiobis-
138 9.80 10.00 10.20 10.40
a5 77 m/z 53.10 46.92%
5000 - 53 69
97
3 85 109
"'|""|"'%|' Iw“\\\u“\ \ i HM‘ \\\H '|""|""']'-39"‘k""l""l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 1H-Pyrazole, 1,3,5-trimethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.12 12.69 ng/ul 142268 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 83
2 1-Octanone, 1-(2-furanyl)- 194 C12H1802 005456-77-9 42
3 1H-Pyrazole, 1,3,5-trimethyl- 110 C6H10N2 001072-91-9 42
4 Imidazole, 1,4,5-trimethyl- 110 C6H10N2 020185-22-2 40
5 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 40
Abundance Scan 1239 (10.119 min): BG019083.D (-1235) (-) m/z 110.10 100.00%
110
5000 95
41 53 67 79 123 138 166 9.80 10.00 10.20 10.40
A B m/z 95.10 47 .31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5599: 1H-Pyrazole, 1,3,5-trimethyl-
110
5000 95
9.80 10.00 10.20 10.40
0,
“ M 56 ﬂ8 83 m/z 109.10 22 .14%
ul I I
miz--> 40 80 100 120 140 160 180
Abundance
110
05 9.80 10.00 10.20 10.40
5000 m/z 41.10 15.80%
27 39 55 63 a1 123 137 151 166 194
miz--> 20 40 60 80 100 120 140 160 180 |
Abundance #5597: 1H-Pyrazole, 1,3,5-trimethyl- B B
110 9.80 10.00 10.20 10.40
m/z 39.10 15.27%
5000
95
L ‘18 i
| n Ll | \
m/z--> 20 40 8|0 100 120 140 160 180 ' 9.80 10.00 10.20 10.40

SOM02.2-EPA-BG100415.M Mon Oct 12 15:20:05 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Phenol, 2,3-dimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
10.32 12.74 ng/ul 142826 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 91
2 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 91
3 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 91
4 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 91
5 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 91

Abundance Scan 1273 (10.318 min): BG019083.D (-1265) (-) m/z 107.10 100.00%
107 122
5000
7y
39 51
| | 63 | | 140 152 10.00 10.20 10.40 10.60
rerrrrrprrrrrrrr e bbb el et e feeeriee . | M/ 122.10° 93.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9617: Phenol, 2,3-dimethyl-
107 199
5000 "{M"'I" A DA AR
77 10.00 10.20 10.40 10.60
29 51 91 m/z 77.05 33.57%
65
'W}?sz““M“Jm“HLW““M“WM“J“““”H“W“”P“W““P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107 122
10.00 10.20 10.40 10.60
5000 m/z 121.10 31.85%
7Ty
27 39 51 65 99
Wmmmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9611: Phenol, 2,3-dimethyl-
10.00 10.20 10.40 10.60
m/z 91.10 26.23%
5000
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

SOMO2.2-EPA-BG100415.M Mon Oct 12 15:20:06 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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, 3,4,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.67 22 .36 ng/ul 250666 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 87
2 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 86
3 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 86
4 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 86
5 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 80
Abundance Scan 1333 (10.671 min): BG019083.D (-1327) (-) m/z 121.10 100.00%
5000 136
77 A DN A S A W
39 51 65 110 10.40 10.60 10.80 11.00
102 150 m/z 136.10  38.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15829: Phenol, 3,4,5-trimethyl-
121
5000 136
o1 10.40 10.60 10.80 11.00
39 77 m/z 91.10 30.05%
27 51 65 ‘
'W'%?W"'ﬁ"“i”'”iw””lijl"““"”lﬂ'”l%ﬂﬁl'”'ll”'l”knl”"P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
10.40 10.60 10.80 11.00
5000 136 m/z 77.10 23.82%
77
39 5 65 91 103
Wwwwmmmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15855: Phenol, 2-ethyl-5-methyl-
121 10.40 10.60 10.80 11.00
m/z 51.10 9.30%
5000
136
27 39 51 o o1
"I”"P"W"”“'”'Nm"P?EW"AI'”'J“"P}PZ'“”Il”'l”'”l”"P"W SRR SR SR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.40 10.60 10.80 11.00

SOM02.2-EPA-BG100415.M Mon Oct 12 15:20:07 2015 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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, 2-propyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.11 13.30 ng/ul 149154 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 87
3 Phenol, 2-propyl- 136 C9H120 000644-35-9 83
4 Furan, 2-(1-pentenyl)-, (2)- 136 C9H120 020992-60-3 72
5 Phenol, 4-propyl- 136 C9H120 000645-56-7 64
Abundance Scan 1408 (11.112 min): BG019083.D (-1395) (-) m/z 107.10 100.00%
167
5000
77 136
39 51 66 91 122 146 10.80 11.00 11.20 11.40
e e b el et e e || M/z 77.10  27.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15801: Phenol, 2-propy!-
107
5000
136 10.80 11.00 11.20 11.40
77 m/z 136.10 26 .26%
51 92 ‘ o1
'W””I””I””I””N“”J“”P”HP”'ﬁ”'P”l&}ﬁP”'P”'P”W'”W
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 79.05 12.16%
136
77
15 27 39 51 65 91 115
WWWWWTWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15800: Phenol, 2-propyl- L a e
107 10.80 11.00 11.20 11.40
m/z 108.10 9.95%
5000
77 136
39 51 63 L\ a | 115
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

SOMO2.2-EPA-BG100415.M Mon Oct 12 15:20:08 2015 Page: 22



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Cyclohexane, (2-methyl-1-pr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.19 15.82 ng/ul 177384 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 89
2 Cyclohexane, (2-methyl-1-propenyl)- 138 C10H18 089656-98-4 60
3 3,5-Octadien-2-one 124 C8H120 038284-27-4 46
4 1H-Pyrrole, 1-butyl- 123 C8H13N 000589-33-3 45
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 43
Abundance Scan 1421 (11.188 min): BG019083.D (-1415) (-) m/z 123.10 100.00%
67 123 138
55 81 95
41
5000 110
H H‘ ||| | 146 10.80 11.00 11.20 11.40 11.60
bbbl el Tm/z 138,10 98.56%

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 98.27%
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
67
82 o5 e e R
41 10.80 11.00 11.20 11.40 11.60
5000 55 m/z 95.10 78.22%
27
109
Wﬁmmmmmﬁwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10153: 3,5-Octadien-2-one P
95 10.80 11.00 11.20 11.40 11.60
m/z 81.10 76.63%
43 81
5000
124
53 109
e
”,”“,””,”.Hh.qhhqumh“”uﬂ”.“.h“.”,””,”.q”.w”.q.” A A
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 : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 1H-Benzimidazole, 2-ethyl- Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
11.25 4.87 ng/ul 54602 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-ethyl- 146 CO9H1O0N2 001848-84-6 50
2 1H-Benzimidazole, 2-ethyl- 146 C9H1O0N2 001848-84-6 49
3 3-Pyridinecarbonitrile, 6-ethyl-.__. 146 C9H10N2 110253-41-3 49
4 1H-Indazole, 3,6-dimethyl- 146 C9H1O0N2 007746-28-3 47
5 7-Azaindole-3-carboxaldehyde 146 C8H6N20 004649-09-6 47
Abundance Scan 1432 (11.253 min): BG019083.D (-1428) (-) m/z 145.10 100.00%
145
5000
43

51 105 115 131
63 17 gg 97 123 11.00 11.20 11.40 11.60
m/z 146.10 61.02%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21274: 1H-Benzimidazole, 2-ethyl-

145

5000
11.00 11.20 11.40 11.60

131 m/z 43.10 31.49%
28 39 =52 63 77 92 104 118

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

Abundance
145
R A BEEA R maR S e
11.00 11.20 11.40 11.60
5000 m/z 105.10 23.50%
131
28 39 63
52 0 77 92 104 118
mﬁrmmﬂmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21304: 3-Pyridinecarbonitrile, 6-ethyl-5-methy!-
145 11.00 11.20 11.40 11.60
m/z 115.00 22 .44%
5000
39 118
51 63
S| S A (o7 S B
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 : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Phenol, 4-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.38 44 .43 ng/ul 498185 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 93
2 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 91
3 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 91
4 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 91
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90
Abundance Scan 1454 (11.382 min): BG019083.D (-1447) (-) m/z 121.10 100.00%
5000
136
39 51 g w8t 11.00 11.20 11.40 11.60
S 107 - : :
.,....,....',~....,':'...,.~.'.~.,...|.-',?.4..,|:...,.-..-.,....,!...,..'.-.,....1,“?.2..,. m/z 136.10  28.19%
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15853: Phenol, 4-ethyl-3-methyl-
121
5000
136 11.00 11.20 11.40 11.60
7 o1 m/z 91.10 17.80%
BoStoes | a8 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
11.00 11.20 11.40 11.60
5000 m/z 77.10 17.13%
136
39 77 91
2t Sl 65 107
Wmmwwmm
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15852: Phenol, 2-ethyl-6-methyl-
121 11.00 11.20 11.40 11.60
m/z 122.10 11.14%
5000 136
P wooa
'P"'I”"I'”'I"'W'??'P'"I'”'I"”I'}PZ""I”"I'”'I"”I""P
m/iz--> 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 : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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, 2,4,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.43 34.06 ng/ul 381929 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 93
2 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 93
3 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 93
4 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 87
5 2,4-Dimethylanisole 136 C9H120 006738-23-4 87

Abundance Scan 1462 (11.429 min): BG019083.D (-1458) (-) m/z 121.10 100.00%
121 136
5000 91
53 77
39 65 | | 109 152 11.20 11.40 11.60 11.80
el el bl i Al 2R Tn777136.10 0 84.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15830: Phenol, 2,4,6-trimethyl-
121 136
5000
91 11.20 11.40 11.60 11.80
m/z 91.10 43 .34%
65
'w"'w"ﬁ?'“'?}'“lﬁ?“l'ﬂ“|'“L“'“'|J“'f?ﬁ"15J'J"'" BRI SRR
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 23.07%
91
77
15 27 39 51 65 103
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 11.20 11.40 11.60 11.80
m/z 77.10 21.56%
5000
91
39
'W'%?'P'?ZI”"w””'?%"ﬁ'??'P'jJP"'JA"f?ﬁ'l'”hll'”l"'W"'W"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.20 11.40 11.60 11.80

SOM0O2.2-EPA-BG100415.M Mon Oct

12 15:20:11 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 1,3-Pentadiyne, 1-(methylth... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
11.61 6.00 ng/ul 67306 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Pentadiyne, 1-(methylthio)- 110 C6H6S 042875-80-9 52
2 2,4-Hexadiene, 2,3-dimethyl- 110 C8H14 005678-98-8 47
3 1H-Pyrazole, 1,3,5-trimethyl- 110 C6H10N2 001072-91-9 47
4 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 38
5 Pyrazine, methyl-, 4-oxide 110 C5H6N20 025594-37-0 35
Abundance Scan 1493 (11.611 min): BG019083.D (-1483) (-) m/z 110.05 100.00%
110
95
5000
55 67 77

| || Ll | | 121 131 145 11.20 11.40 11.60 11.80 12.00
reprrer el bl e L I Tm/z 95,10 55.43%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #5641: 1,3-Pentadiyne, 1-(methylthio)-
9% 110
69
5000 | LN LI L L L LB L L
11.20 11.40 11.60 11.80 12.00
45 m/z 109.10 20.38%
..,....2,.1..2.?...‘.‘,.‘.‘.‘.‘}#?..,‘w.i;....,??..,l.l.,.... T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
67 95
N
110 e N R A EEREEma
41 55 11.20 11.40 11.60 11.80 12.00
5000 m/z 94.00 18.36%
27 79
87
mmmwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5599: 1H-Pyrazole, 1,3,5-trimethyl-
110 11.20 11.40 11.60 11.80 12.00
m/z 55.10 18.34%
5000 95
i e | ]
,‘,,,,‘,‘,,‘,, S — AL L A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11. 20 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Phenol, 3-ethyl-5-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.68 50.26 ng/ul 563590 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 91
2 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 91
3 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 91
4 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 91
5 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 91

Abundance Scan 1505 (11.682 min): BG019083.D (-1497) (- m/z 121.05 100.00%
121
5000 136
77 91
39 5l 065 | 08 108 11.40 11.60 11.80 12.00
rerprrrrprrrr e e gt et en || MZz 136.10 0 45.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15851: Phenol, 3-ethyl-5-methyl-
121
136
5000
11.40 11.60 11.80 12.00
7 39 7 o m/z 91.05 23.52%
IIII']'-S"I'""I"'"I"''?‘:'I-"''I'(??'I""'I""IIIII '?-'ﬁ)l?""ll"'l"""l'"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121
11.40 11.60 11.80 12.00
5000 m/z 77.10 22.17%
136
39 7 91
165 107
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15860: Phenol, 3-ethyl-5-methyl-
121 11.40 11.60 11.80 12.00
m/z 108.10 8.99%
136
5000
77 91
15 2”7 3\9 51 6\5 L. 1(\)7 | il
m/z--> 10 20 30 40 §o 60 70 éo §0 160 110 120 130 140 11.40 11.60 11.80 12.00

SOM02.2-EPA-BG100415.M Mon Oct 12 15:20:13 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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, 2-ethyl-6-methyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

11.72 11.79 ng/ul 132225 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 81
2 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 81
3 Bicyclo[3.1.0]hexane, 6-isopropy-.. 136 C10H16 024524-57-0 80
4 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 68
5 1,3-Cyclopentadiene, 1,2,3,4,5-p... 136 C10H16 004045-44-7 64
Abundance Scan 1512 (11.723 min): BG019083.D (-1508) (-) m/z 121.10 100.00%

5000 91 136
77 107

41 53 65 ‘l | | 150 11.40 11.60 11.80 12.00

el el ll e bl M Tz 136.10  48.86%

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

Abundance #15852: Phenol, 2-ethyl-6-methyl- }hk
121 JV\

5000 R ARABAR Rea EaE

77 9 136 11.40 11.60 11.80 12.00
39 1 m/z 91.10 44.34%
51 65
107
S VIS NS WSS PUSSD Sos fN |EA N—
m/z--> 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 107.10 36.18%
136
77 89
39 51 65 107
WWWWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15339: Bicyclo[3.1.0]hexane, 6-isopropylidene-1-methy!-
93 121 11.40 11.60 11.80 12.00
m/z 77.10 31.62%
79 136
5000
41 107
55 67
i (Y A
.P%?q..Lh.n.ii..ﬁt”,Jﬁl,”.lw..qlwn,.Jl,”.ﬂﬁ..q..ml.”.,”..“
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 : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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, 2,3,6-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.92 52.98 ng/ul 594001 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 97
2 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 97
3 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 96
4 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 96
5 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 95

Abundance Scan 1546 (11.922 min): BG019083.D (-1534) (-) m/z 121.10 100.00%
136
5000
91
77
39 65 | 103 | 150 11.60 11.80 12.00 12.20
..,....,....,....',....,'.'...,.'.':'.,....',....,:'...,.'.-.4,1.1.-.'.,!...,..'.,....,...., m/z 136.10 62.32%
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
5000
11.60 11.80 12.00 12.20
91 m/z 91.10 32.50%
w2 % s 65 T s
m/z--> 10 20 35 40 50 60 70 80 90 160 110 120 130 140 150
Abundance
121
136 11.60 11.80 12.00 12.20
5000 m/z 135.10 19.01%
91
77
15 27 39 51 65 103
memmmmmmm
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 11.60 11.80 12.00 12.20
m/z 77.05 17.40%
136
5000
91
7 ¥ = 4
"|}ﬂ'|'“u\'“'“”“'””“'l”h“l“'hl“"|L"?Rﬁ'v'”'ﬁ"'v'”w"'w"'w
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

SOM0O2.2-EPA-BG100415.M Mon Oct

12 15:20:15 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Benzene, l-ethyl-4-methoxy- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.96 14.13 ng/ul 158452 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-4-methoxy- 136 C9H120 001515-95-3 78
2 1,3-Cyclohexadiene, 1,5,5,6-tetr... 136 C10H16 000514-94-3 78
3 Cyclopentene, 1,2,3,3-tetramethy... 136 C10H16 1000152-27-2 78
4 Silane, dimethyldi-1-propynyl- 136 C8H12Si 075405-43-5 72
5 2-(4-Methoxyphenyl)ethanol 152 C9H1202 000702-23-8 64
Abundance Scan 1552 (11.958 min): BG019083.D (-1549) (-) m/z 121.10 100.00%
5000
39 51 g5 7|7 91 109 136 166 11.60 11.80 12.00 12.20
"I""I""I""II""'II'""'I"I"I""I""II""I""'I""I!"'I'"|'I""I""I""I"' m/z 77.10 14.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15889: Benzene, 1-ethyl-4-methoxy-
121
5000
136 11.60 11.80 12.00 12.20

m/z 136.10 11.02%

15 27 39 51 65 ol 105

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

Abundance
121
105 11.60 11.80 12.00 12.20
5000 m/z 122.10 9.25%
39 79 91 136
27 i
mmwwmmwﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15318: Cyclopentene, 1,2,3,3-tetramethyl-4-methylene-
121 11.60 11.80 12.00 12.20
m/z 51.10 8.24Y%
5000
105
GG T
I Ll L. |
e e e e e e AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 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 : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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, 2-ethyl-4,5-dimethyl- Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
12.03 6.05 ng/ul 67783 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 72
2 2,5-Diethylphenol 150 C10H140 000876-20-0 72
3 4-Hydroxy-3-methylacetophenone 150 C9H1002 000876-02-8 68
4 3,4-Diethylphenol 150 C10H140 000875-85-4 64
5 Benzene, 2-methoxy-1,3,5-trimethyl- 150 C10H140 004028-66-4 64

Abundance Scan 1564 (12.028 min): BG019083.D (-1561) (-) m/z 135.10 100.00%
135
5000 150
79 o1
ﬁg Sﬁ 65 |‘ | 1?7 121 11.80 12.00 12.20 12.40
SN RS TN OSRN IDGOVE /RS 1 AU | M P m/z 150.10 43.50%
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 79.10 28.38%
| 51 65 7m 07 121
| ! LI ! | i
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
135
1180 12.00 12.20 12.40
5000 m/z 136.10 26.86%
o 11 150
39 51 o '/ 107
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #23387: 4-Hydroxy-3-methylacetophenone
135
5000 150
77
43 107
s 2 TN 8w 2
T T T e e e e e e e

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

11.80 12.00 12.20 12.40

m/z 91.10 26 .59%

11.80 12.00 12.20 12.40

SOM0O2.2-EPA-BG100415.M Mon Oct

12 15:20:17 2015

Page: 32



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 Thymol Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
12.24 7.86 ng/ul 88084 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thymol 150 C10H140 000089-83-8 86
2 Thymol 150 C10H140 000089-83-8 86
3 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 80
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 80
5 o-Isopropylanisole 150 C10H140 002944-47-0 80
Abundance Scan 1600 (12.240 min): BG019083.D (-1596) (-) m/z 135.10 100.00%
135
5000
150
9 51 e 77 O 105115 64 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 150.05 27 .30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22610: Thymol
135
5000
150 12.00 12.20 12.40 12.60
o1 m/z 91.10 13.10%
15 27 39 51 65 77 197%}7
> 10 % B 45 5 8 75 5 80 100 110 130 140 14D 150 160 170
Abundance
135
12.00 12.20 12.40 12.60
5000 m/z 136.05 9.45%

150
39 91 115
51 65 /7 105

27
mmmmmmrwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22730: Phenol, 2-methyl-5-(1-methylethyl)-
135 12.00 12.20 12.40 12.60
m/z 77.10 7.52%
5000
150
39 77 o1 107 117
27 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.00 12.20 12.40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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, p-tert-butyl- Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
12.40 4.74 ng/ul 53111 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 64
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 64
3 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 64
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 64
5 o-Isopropylanisole 150 C10H140 002944-47-0 58
Abundance Scan 1627 (12.398 min): BG019083.D (-1624) (-) m/z 135.10 100.00%
5000
107 150
39 51 65 | 115 160 12.00 12.20 12.40 12.60 12.80
MMM RN IS [N PSS IFHERSS| BNIVPRSSSM RS o i) m/z 150.10 27.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22639: Phenol, p-tert-butyl-
135
5000
107 12.00 12.20 12.40 12.60 12.80
a1 95 150 m/z 107.10  25.94%
2\7 “ 5\1‘ 6? 7\7 ! ‘ 119 \
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
135
12.00 1220 12.40 12.60 12.80
5000 m/z 108.05 19.23%
107
150
41
15 27 51 65 77 o 9 119
mewwmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22636: Phenol, m-tert-butyl-
135 12.00 12.20 12.40 12.60 12.80
m/z 91.10 16.02%
5000
107 150
41 95
15 27 || 51 65 Tlgs | , 115 \ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 4-Hydroxy-2-methylacetophenone Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
12.44 6.76 ng/ul 75850 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hydroxy-2-methylacetophenone 150 C9H1002 000875-59-2 74
2 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 72
3 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 72
4 4-Hydroxy-2-methylacetophenone 150 C9H1002 000875-59-2 72
5 Benzenemethanol, 4-(1-methylethyl)- 150 C10H140 000536-60-7 72

Abundance Scan 1634 (12.440 min): BG019083.D (-1630) (-) m/z 135.10 100.00%
5000
150
91 107
39 53 65 | 172 12.20 12.40 12.60 12.80
eprrrrprrrrprreir et b bbb b el b | mZZ 150.10 35 38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23381: 4-Hydroxy-2-methylacetophenone
135
5000
107 150 12.20 12.40 12.60 12.80
43 77 m/z 91.10 26 .23%
15 27 Sl 6 | o1 | 12 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
135
1220 12.40 12,60 12.80
5000 m/z 107.10 24 _.83%
107 150
41 77 95
15 27 51 65 86 119127
wwmmmmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22642: Phenol, m-tert-butyl- e AR a ma s R
135 12.20 12.40 12.60 12.80
m/z 79.10 17.01%
5000
107 150
41 77 95
27 || 51 6 "/ g5 | 119 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1220 12.40 1260 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 34 Phenol, 2-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.53 39.61 ng/ul 444170 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 93
2 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 81
3 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 81
4 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 76
5 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 72
Abundance Scan 1649 (12.528 min): BG019083.D (-1645) (-) m/z 121.10 100.00%
81 131
5000 136
39 53 68 91 107 164
146 12.20 12.40 12.60 12.80
m/z 81.10 82.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15860: Phenol, 3-ethyl-5-methyl-
121
136
5000
12.20 12.40 12.60 12.80
77 o1 m/z 136.10 50.26%
15 27 3\9 5\1 6\5 ‘ ‘ 1(\)7 | It
mz-> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance
121
12.20 12.40 12.60 12.80
5000 136 m/z 164.10 25.68%
77 91 107

15 27 39 51 65
ﬁwmwwmmﬂmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110120130 140 150 160 170

Abundance #15851: Phenol, 3-ethyl-5-methyl-
121 12.20 12.40 12.60 12.80
m/z 53.10 25.18%
136
5000
77 91
15 27 39 51 g5 | | 107
S S VS N A PN PARN O NN B IN— b A b S R 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019083.D

Acq On : 9 Oct 2015 17:24

Operator : UM/NP

Sample - G3966-01

Misc :

ALS Vial : 9 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 24 .6 ng/ul 156231 1 8.03 126922 20.0
(DEL) Alkane: Cyc... 7.86 10.0 ng/ul 63322 1 8.03 126922 20.0
Cyclopentanone 8.34 12.7 ng/ul 80427 1 8.03 126922 20.0
Benzene, 1l-etheny... 8.42 8.1 ng/ul 51575 1 8.03 126922 20.0
2-Cyclopenten-1-o... 8.68 34.4 ng/ul 218334 1 8.03 126922 20.0
(DEL) Alkane: Cyc... 9.01 11.2 ng/ul 71121 1 8.03 126922 20.0
Benzofuran, 2,3-d... 9.11 14.1 ng/ul 89211 1 8.03 126922 20.0
Mequinol 9.14 28.4 ng/ul 180392 1 8.03 126922 20.0
Ethanone, 1-(1-cy... 9.31 20.1 ng/ul 127535 1 8.03 126922 20.0
2-Cyclopenten-1-o0... 9.40 13.0 ng/ul 82579 1 8.03 126922 20.0
Phenol, 2,5-dimet... 9.46 19.6 ng/ul 219808 2 10.84 224257 20.0
Benzofuran, 2-met... 9.58 15.6 ng/ul 174537 2 10.84 224257 20.0
1-Methylcyclooctene 9.80 11.8 ng/ul 132367 2 10.84 224257 20.0
unknown-01 10.08 7.0 ng/ul 78317 2 10.84 224257 20.0
1H-Pyrazole, 1,3,... 10.12 12.7 ng/ul 142268 2 10.84 224257 20.0
Phenol, 2,3-dimet... 10.32 12.7 ng/ul 142826 2 10.84 224257 20.0
Phenol, 3,4,5-tri... 10.67 22._.4 ng/ul 250666 2 10.84 224257 20.0
Phenol, 2-propyl- 11.11 13.3 ng/ul 149154 2 10.84 224257 20.0
Cyclohexane, (2-m... 11.19 15.8 ng/ul 177384 2 10.84 224257 20.0
1H-Benzimidazole, ... 11.25 4.9 ng/ul 54602 2 10.84 224257 20.0
Phenol, 4-ethyl-3... 11.38 44 _4 ng/ul 498185 2 10.84 224257 20.0
Phenol, 2,4,6-tri... 11.43 34.1 ng/ul 381929 2 10.84 224257 20.0
1,3-Pentadiyne, 1... 11.61 6.0 ng/ul 67306 2 10.84 224257 20.0
Phenol, 3-ethyl-5... 11.68 50.3 ng/ul 563590 2 10.84 224257 20.0
Phenol, 2-ethyl-6... 11.72 11.8 ng/ul 132225 2 10.84 224257 20.0
Phenol, 2,3,6-tri... 11.92 53.0 ng/ul 594001 2 10.84 224257 20.0
Benzene, l-ethyl-_.. 11.96 14.1 ng/ul 158452 2 10.84 224257 20.0
Phenol, 2-ethyl-4_... 12.03 6.0 ng/ul 67783 2 10.84 224257 20.0
Thymol 12.24 7.9 ng/ul 88084 2 10.84 224257 20.0
Phenol, p-tert-bu... 12.40 4.7 ng/ul 53111 2 10.84 224257 20.0
4-Hydroxy-2-methy... 12.44 6.8 ng/ul 75850 2 10.84 224257 20.0
Phenol, 2-ethyl-4_.. 12.53 39.6 ng/ul 444170 2 10.84 224257 20.0
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