LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 1 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617.M

Title - SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 3.769 108 116 127 rVB 2007531 3006574 2.22% 0.443%
2 3.975 146 151 160 rVB 3950166 5176474 3.82% 0.762%
3 4.946 307 316 324 rVB 900190 1501797 1.11% 0.221%
4 5.081 327 339 350 rBVY 21545351 31764999 23.44% 4.678%
5 5.210 350 361 365 rBVY 1365725 2151938 1.59% 0.317%
6 5.269 365 371 382 rVB 19336256 28487068 21.02% 4.195%
7 5.416 382 396 402 rBV3 71213022 135508275 100.00% 19.955%
8 5.475 402 406 414 rVB2 2696084 4084248 3.01% 0.601%
9 5.769 448 456 463 rBVY 28858490 41442038 30.58% 6.103%
10 6.234 524 535 544 rBVY 1555373 3018913 2.23% 0.445%
11 6.416 555 566 575 rBY 13170657 19199250 14.17% 2.827%
12 6.716 607 617 620 rBV2 2344004 4477694 3.30% 0.659%
13 6.822 629 635 640 rBY 2383594 3502513 2.58% 0.516%
14 6.957 653 658 663 rVB 2139096 3208118 2.37% 0.472%
15 7.122 680 686 690 rBY 2293073 3367156 2.48% 0.496%
16 7.275 706 712 723 rVB3 1543575 3300379 2.44% 0.486%
17 7.381 723 730 735 rBVY 9533168 14298005 10.55% 2.105%
18 7.434 735 739 744 rVB 3938574 5721125 4.22% 0.842%
19 7.757 791 794 800 rVV2 1054063 1663502 1.23% 0.245%
20 7.840 800 808 814 rVV 3393786 5291415 3.90% 0.779%
21 7.934 818 824 830 rVB 9452539 13938783 10.29% 2.053%
22 8.092 845 851 855 rVV2 1286892 2514427 1.86% 0.370%
23 8.175 855 865 869 rVV 21710650 37430602 27.62% 5.512%
24 8.216 869 872 878 rVB2 1138865 1726389 1.27% 0.254%
25 8.281 878 883 888 rBY 1464926 2075936 1.53% 0.306%
26 8.363 888 897 905 rVV 11392365 19532603 14.41% 2.876%
27 8.722 953 958 964 rVB2 953922 1748636 1.29% 0.258%
28 8.828 972 976 980 rVB 1183406 1615312 1.19% 0.238%
29 8.963 993 999 1010 rVB2 1982681 4531577 3.34% 0.667%
30 9.522 1088 1094 1101 rBV3 1716676 3446367 2.54% 0.508%
31 9.698 1119 1124 1131 rBvY 1080300 1919802 1.42% 0.283%
32 9.892 1152 1157 1159 rBvV 2391071 3456420 2.55% 0.509%
33 9.939 1159 1165 1170 rVB 14071913 23318686 17.21% 3.434%
34 10.022 1170 1179 1189 rVB 13220495 24205006 17.86% 3.564%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

Method
Title

35 10.134 1194 1198 1207 rVB5 910988 1990261 1.47% 0.293%

36 10.222 1207 1213 1215 rBV4 914406 1634284 1.21% 0.241%
37 10.257 1215 1219 1222 rVV2 1694217 3091757 2.28% 0.455%
38 10.292 1222 1225 1228 rVV 1319109 1876839 1.39% 0.276%
39 10.334 1228 1232 1236 rVV 1242749 1817509 1.34% 0.268%
40 10.392 1236 1242 1247 rVB 1582175 2705630 2.00% 0.398%

41 10.686 1289 1292 1296 rVVv4 1010357 1693735 1.25% 0.249%
42 10.904 1325 1329 1337 rVB3 1514604 2923295 2.16% 0.430%
43 11.104 1359 1363 1373 rVB3 1087373 2109254 1.56% 0.311%
44 11.345 1394 1404 1408 rBV4 814584 1835084 1.35% 0.270%
45 11.451 1418 1422 1428 rVB 915967 1411169 1.04% 0.208%

46 11.533 1428 1436 1441 rBV2 1721371 4267052 3.15% 0.628%
47 11.598 1441 1447 1462 rVB 5876449 11618485 8.57% 1.711%
48 11.728 1463 1469 1474 rBVS5 852157 1697863 1.25% 0.250%
49 11.780 1474 1478 1483 rVB3 883068 1401860 1.03% 0.206%
50 11.863 1483 1492 1500 rBV2 2855284 6739218 4._.97% 0.992%

51 12.339 1567 1573 1581 rBV6 810171 1970865 1.45% 0.290%
52 12.769 1640 1646 1655 rBV 4724259 7420103 5.48% 1.093%
53 12.851 1655 1660 1666 rVB 1000214 1593928 1.18% 0.235%
54 12.922 1667 1672 1681 rVB 2929720 4812375 3.55% 0.709%
55 13.498 1764 1770 1776 rBV2 2010328 3358665 2.48% 0.495%

56 13.786 1812 1819 1821 rBV 2084618 3812355 2.81% 0.561%
57 13.974 1830 1851 1855 rBV2 12458273 45654121 33.69% 6.723%
58 14.022 1855 1859 1862 rVV2 2002437 3218066 2.37% 0.474%
59 14.057 1862 1865 1874 rVB 2321986 3454506 2.55% 0.509%
60 14.233 1887 1895 1901 rBV3 726839 1455152 1.07% 0.214%

61 14.369 1912 1918 1922 rBV3 2422158 3703167 2.73% 0.545%
62 14.416 1922 1926 1933 rVB5 2212850 3912213 2.89% 0.576%
63 14.757 1975 1984 1990 rBV5 1206329 2848073 2.10% 0.419%
64 14.827 1990 1996 2002 rVvVv 904650 1510289 1.11% 0.222%
65 14.998 2020 2025 2033 rVB2 1679284 2606583 1.92% 0.384%

66 15.133 2042 2048 2055 rBV2 1299154 2460910 1.82% 0.362%
67 15.274 2066 2072 2076 rBV2 1334747 1979272 1.46% 0.291%
68 15.363 2082 2087 2088 rBV 3190705 4262651 3.15% 0.628%
69 15.380 2088 2090 2095 rVB 4095878 5034775 3.72% 0.741%
70 15.468 2100 2105 2111 rBV4 1130458 1989198 1.47% 0.293%

71 15.892 2170 2177 2186 rVB 3979749 6617697 4._.88% 0.975%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

Method :
Title :
72 16.080 2201 2209 2213 rVV2 1949735 4490950 3.31% 0.661%
73 16.421 2260 2267 2271 rBV3 1282297 2984347 2.20% 0.439%
74 16.592 2292 2296 2300 rBVY 1311687 1661451 1.23% 0.245%
75 16.639 2300 2304 2312 rvv4 930206 1688151 1.25% 0.249%

76 16.874 2341 2344 2349 rVB 1835599 2591900 1.91% 0.382%
77 17.110 2379 2384 2393 rVB2 1891499 2988287 2.21% 0.440%
78 17.210 2396 2401 2409 rVB 2998572 4208165 3.11% 0.620%
79 17.815 2496 2504 2508 rBV 4217149 7058688 5.21% 1.039%
80 18.251 2573 2578 2582 rBV2 1144819 1961475 1.45% 0.289%

81 18.309 2584 2588 2595 rVB 925247 1505465 1.11% 0.222%
82 18.380 2595 2600 2609 rBV2 2552923 3476409 2.57% 0.512%
83 18.868 2676 2683 2690 rBV 1591985 2452056 1.81% 0.361%
84 19.239 2741 2746 2752 rBV3 1119812 1808653 1.33% 0.266%
85 19.503 2786 2791 2796 rVB 3354146 4465492 3.30% 0.658%

86 19.568 2797 2802 2810 rVB 1399701 2011678 1.48% 0.296%
87 21.292 3090 3095 3101 rVB 1963032 2440268 1.80% 0.359%

88 23.386 3444 3451 3459 rVB2 2605996 4699033 3.47% 0.692%
89 23.527 3469 3475 3484 rVB 1259810 2467662 1.82% 0.363%

Sum of corrected areas: 679080416
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM012998.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 3-Pentanol, 3-methyl- Concentration Rank 26

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

3.77 36.15 ng/ul 3006570 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 72
2 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 64
3 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 59
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 43
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 38

Abundance Scan 116 (3.769 min): BM012998.D (-108) (-) m/z 73.10 100.00%
73.1
5000 55.0
39 3.40 3.60 3.80 4.00 4.20
Ob e it 820171830 2070 Thyz 55.05  45.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4448: 3-Pentanol, 3-methyl-
73.0
55.0
5000 SRR N S SRR
3.40 3.60 3.80 4.00 4.20
m/z 45.10 28.32%
29.0 ‘
.0
0"'Iﬂh'w'”wl"ml§b'W""P"'I”"I'”'I"”I"”
m/z--> 80 100 120 140 160 180 200
Abundance
73.0
3.40 3.60 3.80 4.00 4.20
5000 55.0 m/z 43.05 26.61%
29.0
G S S I SR L L S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4463: 3-Pentanol, 3-methyl-
73.0 3.40 3.60 3.80 4.00 4.20
m/z 87.10 11.53%
5000 5.0
29.0
0 ---.-‘-“--‘.‘H--w‘.--‘-‘-.r‘---1?:?'-0--.----.----.----.----.----
m/z--> 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2-Pentanone, 3-ethyl- Concentration Rank 44

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

4.95 18.06 ng/ul 1501800 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 3-ethvl- 114 C7H140 006137-03-7 91
2 2-Hexanone. 3-methvl- 114 C7H140 002550-21-2 80
3 2-Hexanone. 3-methvl- 114 C7H140 002550-21-2 74
4 2-Hexanone. 3-methvl- 114 C7H140 002550-21-2 72
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 59

Abundance Scan 317 (4.952 min): BM012998.D (-307) (-) m/z 43.05 100.00%
43.0
5000 72.1

4.60 4.80 5.00 5.20

o...,....|,|:..'.',..'|..,.-..9?-,0.?1.4.'}....,....,....,....,297.-.2. m/z 72.10 44.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7516: 2-Pentanone, 3-ethyl-
43.0
5000 20

460 4.80 5.00 5.20
m/z 41.05 16.50%

27.0
O Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
72.0 4.60 4.80 5.00 5.20
5000 m/z 71.10 14 .82%
27.0
114.0
O T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7517: 2-Hexanone, 3-methyl-
43.0 4.60 4.80 5.00 5.20
m/z 39.10 12.02%
5000 72.0
27.0
il ‘ 97.0 114.0 A
O e e e T T T R N RSEEERSEES
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 3-Hydroxy-3-methyl-2-butanone Concentration Rank 31

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

5.21 25.87 ng/ul 2151940 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 53
2 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 45
3 2-Hexanol. methvl ether 116 C7H160 1000333-92-0 42
4 Pentane. 2-methoxv- 102 C6H140 006795-88-6 42
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 40

Abundance Scan 361 (5.210 min): BM012998.D (-350) (-) m/z 59.10 100.00%
54.1
5000
43.1
e
115.1 4.80 5.00 5.20 5.40 5.60
o e oL B sl 2010 Cnso 5705 41.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4319: 3-Hydroxy-3-methyl-2-butanone
59.0
5000 310
480 5.00 520 5.40 5.60
15.0 m/z 43.10 29.60%
ol ‘\_ . 8701030
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 5.00 520 5.40 5.60
5000 m/z 41.10 23.59%
41.0
0 83.0 99.0 >0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8370: 2-Hexanol, methyl ether
59.0 480 5.00 520 5.40 5.60
m/z 73.10 13.90%
5000
0 27"\9 “13-‘0 W 840 10:\"'0
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Benzene, 1,3-dimethyl- Concentration Rank 1

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

5.42 1629.19 ng/ul 135508000 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 87
2 p-Xvlene 106 C8H10 000106-42-3 76
3 p-Xvlene 106 C8H10 000106-42-3 64

000095-47-6 64
002175-91-9 62

106 C8H10
5-(1-methyl... 106 C8H10

4 o-Xvlene
5 1,3-Cyclopentadiene,

Abundance Scan 397 (5.422 min): BM012998.D (-382) (-) m/z 106.05 100.00%
106.1
5000 77.0
51.0
5.00 520 5.40 5.60 5.80
0 1311 16801930 m/z 91.10 99.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5103: Benzene, 1,3-dimethyl-
91.0
5000 [Trrr[frrryrrrrrrrrro
5.00 520 5.40 5.60 5.80
m/z 105.10 74 .52%
39.0 65.0
B N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91.0
BEE RS s s ]
5.00 520 5.40 5.60 5.80
5000 m/z 77.05  43.09%
. 27.0 51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5080: p-Xylene
91.0 5.00 520 5.40 5.60 5.80
m/z 51.00 28.15%
5000
51.0
O.H?ZRHJMHLJW”LNHHP.”“.”..”..”..”..”..”“.”“. S0 G W L G W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.00 520 5.40 5.60 5.80

SOM-EPA-BM111617.M Mon Nov 20 13:45:02 2017

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 n-Butyl ether Concentration Rank 20

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

5.47 49.10 ng/ul 4084250 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl ether 130 C8H180 000142-96-1 50
2 n-Butvl ether 130 C8H180 000142-96-1 50
3 Sulfurous acid. dibutvl ester 194 C8H1803S 000626-85-7 43
4 1-Butene. 4-butoxv- 128 C8H160 034061-76-2 38
5 Isobutyl ether 130 C8H180 000628-55-7 37

Abundance Scan 405 (5.469 min): BM012998.D (-402) (-) m/z 57.10 100.00%
51.1
41.1
5000
87.0
1111 5.20 5.40 5.60 5.80
0 ,.':..,'=|..-.,-.:'..,1?7.'.1.,....,....,....,297.-.0. m/z 41.10 57.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13644: n-Butyl ether
57.0
5000
29.0 520 5.40 5.60 5.80
87.0 m/z 43.00 54 _.39%
0 1310 ‘\\ \‘H 1 104.0 130.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
520 5.40 5.60 5.80
5000 m/z 69.10 27 .49%
41.0
87.0
0l_15.0 130.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #56796: Sulfurous acid, dibutyl ester
57.0 520 5.40 5.60 5.80
m/z 39.10 21.90%
5000 410
0 LlJ Il 839 109'0 139'0
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Benzene, (1-methylethyl)- Concentration Rank 25

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

6.23 36.30 ng/ul 3018910 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 93
2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 93
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 87
4 Benzene. (1-methvlethvl)- 120 C9H12 000098-82-8 81
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 74

Abundance Scan 534 (6.228 min): BM012998.D (-524) (-) m/z 105.10 100.00%
105.1
5000
sui 10 580 6.00 6.0 6.40 6.60
o AR 0 2070 0 h/77120.10  26.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9416: Benzene, (1-methylethyl)-
105.0
5000 INEEBE N SRR S
580 6.00 6.20 6.40 6.60
770 m/z 76.95 18.43%
51.0 :
...,2.7.'9.,....,....,....,...1.2,L.'0...,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
AR RARSS LRSS AR A
580 6.00 6.20 6.40 6.60
5000 m/z 79.10 15.19%
oL 270 S 121.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9414: Benzene, l,2,3—trimethy|— | L B |/|\| LI L B
105.0 580 6.00 6.20 6.40 6.60
m/z 103.00 11.84%
5000
390 77.0
0"'Iﬂ"w'ﬂﬁag"MI”L'IU'E%:q"l”"l"”l""l”" INEEBE N SRR S
m/z--> 20 40 60 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60

SOM-EPA-BM111617.M Mon Nov 20 13:45:03 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 3-Heptanone, 5-methyl- Concentration Rank 8

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

6.42 230.83 ng/ul 19199300 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 91
2 3-0Octanone 128 C8H160 000106-68-3 91
3 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 90
4 3-0Octanone 128 C8H160 000106-68-3 86
5 3-0Octanone 128 C8H160 000106-68-3 62

Abundance Scan 567 (6.422 min): BM012998.D (-555) (-) m/z 57.05 100.00%
i
99.1
5000 a1
7B.1
| | 128.1 15658 07 1 6.00 6.20 6.40 6.60 6.80
o MBS | NESAR NI SUSMSEN ISNNS RS 1. SNBSS0 m/z 71.10 91.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12538: 3-Heptanone, 5-methyl-
57.0
29.0 99.0
5000 SR R AR
6.00 6.20 6.40 6.60 6.80
‘ 73.0 128.0 m/z 43.05 91.08%
0"'IJ"””'HI'”MI"”I'"W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
1.0 6.00 6.20 6.40 6.60 6.80
0
5000 99.0 m/z 72.10 57 .60%
26.0 128.0
G S S S S W B B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12526: 3-Heptanone, 6-methyl- T BRaan B
43.0 6.00 6.20 6.40 6.60 6.80
71.0 m/z 99.10 55.38%
5000 2700 99.0
128.0
0'"wl'Jﬂ"Hw'j'w"'w"'w"'w"'w"'w"'w"' INSEPESAESE AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80

SOM-EPA-BM111617.M Mon Nov 20 13:45:04 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Benzene, propyl- Concentration Rank 18

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

6.72 53.83 ng/ul 4477690 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 Benzene. propvl- 120 C9H12 000103-65-1 60
3 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 50
4 Ethanol. 2-T'(phenvimethvDaminol- 151 C9H13NO 000104-63-2 50
5 Benzene, propyl- 120 C9H12 000103-65-1 49

Abundance Scan 618 (6.722 min): BM012998.D (-607) (-) m/z 91.10 100.00%
91.1
5000
57.1 120.1
6.40 6.60 6.80 7.00
0 ...,.?’:‘3.4,‘{.-'..|,'| |"- ! ,,|1,451,, 850 Tm7z 57.10  22.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91.0
5000 AR SR A AR
6.40 6.60 6.80 7.00
65.0 120.0 m/z 120.10 22 .56%
390
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91.0
6.40 6.60 6.80 7.00
5000 m/z 43.05 20.92%
120.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98185: Phenethylamine, N-benzyl-p-chloro- I RmmE s E e e S
91.0 6.40 6.60 6.80 7.00
m/z 73.10 20.14%
120.0
5000
o 410 50 | 5 164.0
miz-> 20 40 60 80 100 120 140 180 180 250 230 240 260 280 640 6.60 6.80 7.00

SOM-EPA-BM111617.M Mon Nov 20 13:45:05 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Benzene, l-ethyl-2-methyl- Concentration Rank 23

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

6.82 42_.11 ng/ul 3502510 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91

Abundance Scan 635 (6.822 min): BM012998.D (-629) (-) m/z 105.10 100.00%
106.1
5000
77.0
39.1 6.40 6.60 6.80 7.00 7.20
o...,....l,-..-'.~.~,'.'.-..|‘,..-|:.,'...,??.9,.... e || m/z 120.10  30.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.40 6.60 6.80 7.00 7.20
m/z 91.05 18.33%
39.0 77.0
o Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 77.00 14.36%

77.0
15.0 390

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9402: Mesitylene
105.0 6.40 6.60 6.80 7.00 7.20
m/z 79.00 10.42%
5000
39.0 77.0
O.H,A.JHA.N.JL.L,ﬁ.W.”...”P.” RARARREREE R R s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00 7.20

SOM-EPA-BM111617.M Mon Nov 20 13:45:05 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Benzene, 1,2,3-trimethyl- Concentration Rank 11

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

7.38 171.90 ng/ul 14298000 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93

Abundance Scan 730 (7.381 min): BM012998.D (-723) (-) m/z 105.10 100.00%
105.1
5000 120.1
39.0 51.0 g50 'O 910 1510 7.00 7.20 7.40 7.60 7.80
e K e m/z 120.10 41.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
7.00 7.20 7.40 7.60 7.80
m/z 76.95 12.84%
oL 150 270 390 510 650 e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
120.0 7.00 7.20 7.40 7.60 7.80
5000 m/z 91.05 11.52%
270 390 510 g50 /70 910
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0 7.00 7.20 7.40 7.60 7.80
m/z 119.05 11.29%
5000 120.0
I
O T e e e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80

SOM-EPA-BM111617.M Mon Nov 20 13:45:06 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 unknown-01 Concentration Rank 14

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

7.43 68.78 ng/ul 5721130 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (4-Methoxvphenvl)(2-methvlenecvc... 232 C15H2002 1000191-91-2 47
2 Acetaldehvde. (3.3-dimethvilcvclo... 152 C10H160 026532-24-1 45
3 4-Pvridinol. acetate (esten) 137 C7H7NO2 014210-20-9 38
4 4 _.5-Heptadien-2-one. 3.3.6-trime... 152 C10H160 081250-41-1 38
5 4(7H)-Pyrazolo[3,4-d][1,2,3]-tri... 137 C4H3N50 019818-50-9 35

Abundance Scan 738 (7.428 min): BM012998.D (-735) (-) m/z 137.10 100.00%
13f.1
43.0
5000
81.0
|| = h || e 7.00 7.20 7.40 7.60 7.80
b prrreiettbtl L L r | m/Z 43.00 58.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87694: (4-Methoxyphenyl)(2-methylenecyclohexyl)methanol
137.0
5000
7.00 7.20 7.40 7.60 7.80
170 109.0 m/z 81.05 32.02%
ol 39570 [, | | 1710 214.0232.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
137.0
o - o 150 T 150 1
5000 ' 69.0 m/z 67.10 28.25%
91.0
15.0
U A U L AL B B SRS SR AN AN SARRY SERR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16673: 4-Pyridinol, acetate (ester)
430 &7, 7.00 7.20 7.40 7.60 7.80
' 95.0 m/z 79.05 26.78%
137.0
5000
0"W"”I'”'I”"P"W"”I'”'”""'W"”I'”'I”'W
m/z--> 20 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60 7.80

SOM-EPA-BM111617.M Mon Nov 20 13:45:07 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 17 unknown-02 Concentration Rank 12

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

7.93 167.58 ng/ul 13938800 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. tetrahvdro-4-methvl-2-... 154 C10H180 016409-43-1 38
2 Glutaric acid. di(1-(4-Fluorophe... 376 C21H22F204 1000377-11-0 35
3 2(1H)-Pvridinethione. 1.4-dimethvl- 139 C7HONS 019006-67-8 27
4 Silane. 1-hexvnvltrimethvl- 154 C9H18Si 003844-94-8 25
5 Isonicotinic acid N-oxide 139 C6H5NO03 013602-12-5 22

Abundance Scan 823 (7.928 min): BM012998.D (-818) (-) m/z 139.05 100.00%
139.1
43.0 81.0
5000
e
7.60 7.80 8.00 8.20
0 111 193.1 m/z 81.05 63.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26937: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-propenyl)
139.0
5000 69.0
41.0 7.60 7.80 8.00 8.20
‘ m/z 43.00 56.23%
N .U 0 OO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
139.0
7.60 7.80 8.00 8.20
5000 m/z 85.05 50.88%
103.0
oL 180 430 770 253.0
m/z--> ﬁo Jo eb 86 160 150 1&0 1éo 180 200 250 250
Abundance #17827: 2(1H)-Pyridinethione, 1,4-dimethyl-
139.0 7.60 7.80 8.00 8.20
m/z 55.05 48.51%
94.0
5000
390 470 ‘
0...|....‘,“.‘.‘.‘.|.M...”|..H.|....|....l‘....|.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.60 7.80 8.00 8.20

SOM-EPA-BM111617.M Mon Nov 20 13:45:07 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Indane Concentration Rank 28

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

8.09 30.23 ng/ul 2514430 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Indane 118 C9H10 000496-11-7 64
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 60
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58

Abundance Scan 851 (8.092 min): BM012998.D (-845) (-) m/z 117.10 100.00%
117.1
5000
63.0 o0 7.80 8.00 8.20 8.40
39.0 . ) . . .
0 301610 2088 1 Th/z 118.10 56.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117.0
5000 R R R R
7.80 8.00 820 8.40
910 m/z 115.05 33.80%
39.0 63.0 :
0'an'“'H”“”m“'H'ﬂ“l“'J\'”'l“"l“"w"w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
7.80 8.00 820 8.40
5000 m/z 91.00 18.71%
39.0 58.0 91.0
13.0 74.0
G N L L S B B B L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8967: Benzene, cyclopropyl-
117.0 7.80 8.00 820 8.40
m/z 62.95 8.66%
5000 91.0
390 650
Ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 820 8.40

SOM-EPA-BM111617.M Mon Nov 20 13:45:09 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Cyclohexanone, 3,3,5-trimet... Concentration Rank 3

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

8.17 450.02 ng/ul 37430600 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 96
2 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 96
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 91
4 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 86
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 50

Abundance Scan 864 (8.169 min): BM012998.D (-855) (-) m/z 83.10 100.00%
83.1
5000 55.0
39/0 140.1 P e e
7.80 8.00 8.20 8.40 8.60
o 107.1123.1 2071 Tn/z 69.00 50.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 '|"/'\'|""|"'/'\|""|'
55.0 7.80 8.00 8.20 8.40 8.60
3ﬂ0 140.0 m/z 55.05 39.01%
0....l.‘l‘..‘i“..‘.‘.‘l.‘.‘..ll..a“ilc.)?.'.o.l....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 33.16%
55.0
140.0
390
ol 150 112.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl-
83.0 7.80 8.00 8.20 8.40 8.60

m/z 56.05 32.72%

5000 55.0

39.0
15\'0 M ‘ U

| 112.0

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

SOM-EPA-BM111617.M Mon Nov 20 13:45:09 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Benzene, 1,3-diethyl- Concentration Rank 40

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

8.22 20.76 ng/ul 1726390 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 94
4 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 94
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94

Abundance Scan 873 (8.222 min): BM012998.D (-869) (-) m/z 119.10 100.00%
105.1 119.1
5000 134.1
91.0
77.0
390 510 63.1 | | | 7.80 8.00 8.20 8.40 8.60
Obrrprrrrprrrr e e e it || mZz 10505 96. 73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0 RS LUASE LARRE RARSE AR
7.80 8.00 820 840 8.60
770 910 m/z 134.05 45.66%
27.0 390 510 450 ‘
0'WH'W“JHH'M“'W“'w““w'“m'“w'“wﬂww'“w'“w'“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
7.80 8.00 8.20 8.40 8.60
5000 134.0 m/z 91.05 29.40%

91.0
77.0

39.0
15.0 27.0 51.0 65.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14839: Benzene, 1,3-diethyl-
105.0 116.0 7.80 8.00 820 8.40 8.60
m/z 77.00 16.46%
5000 134.0
91.0
150 27.0 390 510 50 'O
o 2k S RS N R SN 1| N R
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 21 Dibutoxymethane Concentration Rank 34

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

8.28 24 .96 ng/ul 2075940 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibutoxvmethane 160 C9H2002 002568-90-3 64
2 Propane. 1.1"-Imethvlenebis(oxv)... 160 C9H2002 002568-91-4 59
3 Propane. 1-(chloromethoxv)-2-met... 122 C5H11CI0 034180-11-5 53
4 Morpholine 87 C4HONO 000110-91-8 53
5 Morpholine 87 C4HONO 000110-91-8 42

Abundance Scan 883 (8.281 min): BM012998.D (-878) (-) m/z 57.10 100.00%
57.1
87.0
5000
41.1
105.1 159.1 8.00 8.20 8.40 8.60
Obrrrprrrrrrreprr bl e e 80 134, | m/z 87.05  66.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31402: Dibutoxymethane
57.0
5000 87.0 AR AR RN AR
20.0 8.00 8.20 8.40 8.60
' m/z 41.10 28.62%
0 15.0 \“‘ 730 103011701310 159.0
m/z--> 10 20 30 Jo 50 60 70 80 do 100 110 150 130 140 150 160
Abundance
57.0
8.00 8.20 8.40 8.60
0
5000 87.0 m/z 39.05 8.11%
41.0
27.0
o 14.0 73.0 101.0 117.0 131.0 1450 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9771: Propane, 1-(chloromethoxy)-2-methyl-
57.0 8.00 8.20 8.40 8.60
m/z 56.05 7.89%
87.0
5000
41.0
o 270 | | 730
m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 22 unknown-03 Concentration Rank 7

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

8.36 234.84 ng/ul 19532600 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 3.3.5-trimethvl-. ... 184 C11H2002 024691-16-5 43
2 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000933-48-2 38
3 2-Cvclopenten-1-one. 3.4.5-trime... 124 C8H120 055683-21-1 38
4 2-Amino-4-methvlpvrimidine 109 C5H7N3 000108-52-1 38
5 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000767-54-4 38

Abundance Scan 896 (8.357 min): BM012998.D (-888) (-) m/z 109.05 100.00%
108.1
83.1
5000 411
° 800 8.20 840 860
o el AL 2092 Thyz 83.10  54.28%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #48555: Cyclohexanol, 3,3,5-trimethyl-, acetate, cis-
109.0
5000 43.0 AT T T
68.0 8.00 8.20 8.40 8.60
% m/z 41.10 39.66%
210 | || 80 | 15019
m/z--> 25 Jo éo é 160 150 140 1éo 1éo 260
Abundance
109.0
83.0 8.00 8.20 8.40 8.60
5000 m/z 55.05 27 .67%
41.0 57
0 18.0 125.0141.0
m/z--> 25 Jo éo éo 160 150 140 1éo 1éo 260
Abundance #10571: 2-Cyclopenten-1-one, 3,4,5-trimethyl-
109.0 8.00 8.20 8.40 8.60
m/z 71.05 25.46%
5000 810
o M0 570 ||, \ 12%°
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 23 (DEL) Alkane: Cyclic8.72 Concentration Rank 39

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

8.72 21.02 ng/ul 1748640 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Nonene. 2-methvl- 140 C10H20 053966-53-3 49
2 2-Octene. 2.7-dimethvl- 140 C10H20 002050-81-9 49
3 3.4-Diethvl-2-hexene 140 C10H20 1000113-54-8 49
4 3.4-Diethvl-3-hexene 140 C10H20 000868-46-2 49
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 43

Abundance Scan 958 (8.722 min): BM012998.D (-953) (-) m/z 69.10 100.00%
69.1
5000
41.1 119.1
140.1
|| ‘l 9.0 | 206.9 8.40 860 8.80 9.00
o SNBSS ' NS} i 1 A SIS R Y NS .2 m/z 119.05 34.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17967: 3-Nonene, 2-methyl-
69.0
41.0
5000
8.40 8.60 8.80 9.00
“ ‘ 00 140.0 m/z 41.10 33.05%
04 'wl"ﬂ'w'wwh'ﬂ"“'y?ﬂ"”l"”l"“l'“'l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
41.0
8.40 8.60 8.80 9.00
5000 m/z 55.05 31.24%
140.0
oL 240 97.0 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17976: 3,4-Diethyl-2-hexene
69.0 8.40 8.60 8.80 9.00
m/z 39.10 20.85%
5000
41.0 111.0
‘ 140.0
0'%QQ'U'JN”'MI“H'"“%%ql"“I""l'”'l""ﬁ"'l"'
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 24 Bicyclo[2.2_.1]heptan-2-one,... Concentration Rank 17

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

8.96 54 .48 ng/ul 4531580 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 93
2 L-Fenchone 152 C10H160 007787-20-4 87
3 D-Fenchone 152 C10H160 004695-62-9 81
4 L-Fenchone 152 C10H160 007787-20-4 81
5 Bicyclo[2.2.1]heptan-2-one, 1,3,... 152 C10H160 001195-79-5 81

Abundance Scan 998 (8.957 min): BM012998.D (-993) (-) m/z 81.10 100.00%
81.1
5000
860 880 900 920
0’ m/z 69.05 60.45%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #25249: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethy!-
81.0
5000
0 8.60 8.80 9.00 9.20
41 m/z 41.10 33.79%
‘ 109.0 152.0
0 I'}ﬁq'h”h"wﬁ%”'ﬂh"W'J"P"'I”l'l'”'l"”l"'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
860 880 900 920
5000 m/z 39.00 18.72%
41.0
152.0
oL 150 63.0 109.0
m/z--> 0 20 40 60 8 100 120 140 160 180 200
Abundance #25071: D-Fenchone i e e
81.0 8.60 8.80 9.00 9.20
m/z 73.10 16.06%
5000
41.0
152.0
0 L 890 || 1090 1330
m/z--> 0 20 4'0 60 80 1(')0 120 140 160 180 200 860 880 9.00 920
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 25 unknown-04 Concentration Rank 33

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

9.52 25.48 ng/ul 3446370 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexvne-2.5-diol. 2.5-dimethvl- 142 C8H1402 000142-30-3 43
2 2H-Pvrazolol3.4-clpvridin-3-amin... 138 C6H10N4 1000362-58-3 38
3 2-0x0-2.3-dihvdro-1H-imidazole-4... 109 C4H3N30 1000294-08-6 38
4 Phenol. 3-amino- 109 C6H7NO 000591-27-5 35
5 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 35

Abundance Scan 1094 (9.522 min): BM012998.D (-1088) (-) m/z 109.05 100.00%
109.1
69.0
5000
138.1
123. 571 9.20 9.40 9.60 9.80
0! ’ m/z 69.05 68.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19759: 3-Hexyne-2,5-diol, 2,5-dimethyl-
109.0
81.0
5000 9.20 9.40 9.60 9.80
43.0 121.0 m/z 73.10 52.79%
o 150 290 \ 550 90 | es0 |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
109.0
9.20 9.40 9.60 9.80
5000 m/z 41.10 48 .22%
41.0 138.0
530 68.0
o i 80.0 930 123.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5521 2-Oxo-2,3-dihydro-1H-imidazole-4-carbonitrile
109.0 9.20 9.40 9.60 9.80
m/z 43.05 38.72%
54.0
5000 81.0
‘ 67.0
0”P”W“”P”W”M“MH”W%”Wm”P”W””b”W””P”W”“P”W”' NSRS SRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 26 Cyclohexanemethanol, .alpha... Concentration Rank 32

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

9.89 25.55 ng/ul 3456420 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. .alpha...al... 156 C10H200 005114-00-1 78
2 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 78
3 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 78
4 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 59
5 o-Menthan-8-ol 156 C10H200 343855-44-7 56

Abundance Scan 1157 (9.892 min): BM012998.D (-1152) (-) m/z 59.05 100.00%
59.0
5000
41.1 8L1 ooy 1231 1411 1500 195.1 9.60 9.80 10.00 10.20
bl e L 2L ML 899 1981 ThsoT 55,100 12.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28369: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59.0
5000
9.60 9.80 10.00 10.20
m/z 41.10 10.68%
o260 410 A 8%0 96.0 1230 141.0156.0
I A A A P AT SRS AT AP P
Abundance
59.0
9.60 9.80 10.00 10.20
5000 m/z 43.10 9.58%
o 41.0 81.0 960  123.0 141.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28363: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl- am BB RS L
59.0 9.60 9.80 10.00 10.20
m/z 81.10 8.84%
5000
0 11 4\]\“\0 ‘ ‘\ 81.0 96.0 12\3'0 141.0
m/z--> 20 40 60 8 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 27 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 10

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

9.94 172.37 ng/ul 23318700 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.11lheptan-2-one. 1.7.... 152 C10H160 000464-48-2 97
2 (+)-2-Bornanone 152 C10H160 000464-49-3 97
3 Camphor 152 C10H160 000076-22-2 97
4 (+)-2-Bornanone 152 C10H160 000464-49-3 96
5 Camphor 152 C10H160 000076-22-2 95

Abundance Scan 1165 (9.939 min): BM012998.D (-1159) (-) m/z 95.05 100.00%
95.0
5000 411 J\
69.1
152.1 e e
9.60 9.80 10.00 10.20
0 POllR0 L Ar2s 2070 Thsz 81.10  64.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95.0
41.0
5000 RS UM
69.0 9.60 9.80 10.00 10.20
‘ 152.0 m/z 41.10 47.32%
0 E%?.M”}Wu$nlwuﬁw w“,%%?,”.n,”..,.”.,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95.0
9.60 9.80 10.00 10.20
5000 41.0 m/z 108.10 35.45Y%
69.0 152.0
oL.15.0 111.0 136.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25059: Camphor AL o mmm e
41.0 95.0 9.60 9.80 10.00 10.20
m/z 69.10 33.33%
h 152.0
[o) M— II‘I‘I .‘i“. ] .“.‘. il I\M\I:II'IPI"IOI . .1.3(?0. — R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 28 Phenol, 3,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.02 178.92 ng/ul 24205000 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 96
2 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 95
3 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 94
4 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 94
5 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 94
Abundance Scan 1179 (10.022 min): BM012998.D (-1170) (-) m/z 107.00 100.00%
107.0
5000
77.0
39.1 RS SRR A RARARAARAR
' 0 123.1 9.80 10.00 10.20 10.40
0 el 1422 1650 1927 1 Thz77122.10 91.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9933: Phenol, 3,5-dimethyl-
107.0
5000 A
770 9.80 10.00 10.20 10.40
m/z 121.05 35.91%
123.0
ol 15:.0 M |
"'I'”'I""P"'I"”I""P"'I"”I'"'I”"I"”
m/z--> 20 100 120 140 160 180 200
Abundance
122.0
9.80 10.00 10.20 10.40
5000 m/z 77.00 34.80%
77.0
4L15.0 390 600 93.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9927: Phenol, 2,5-dimethyl-
122.0 9.80 10.00 10.20 10.40
m/z 91.10 21.57%
5000
77.0
39.0 ‘ 104/0
TR TCTN R Pl A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 29 (DEL) Alkane: Cyclicl0.22 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
10.22 12.08 ng/ul 1634280 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 62
2 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 47
3 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 43
4 trans-2-Methvl-3-octene 126 C9H18 052937-36-7 38
5 2-Methyl-2-octene 126 C9H18 016993-86-5 38
Abundance Scan 1213 (10.222 min): BM012998.D (-1207) (-) m/z 69.05 100.00%
6d.
5000 831
1091 1961 1541
10.00 10.20 10.40 10.60
ol -y .-|'. 21402, L rri802, m/z 55.10 54.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
a0 220
5000 84.0
10.00 10.20 10.40 10.60
970 1o 13001540 m/z 41.10 47.56%
0 IIIII‘I‘I I‘i‘l : I‘\I‘I I‘l‘l |“|H|‘| : lhl : |‘= I];Z?.IOI "i |||‘|||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0 69.0
41.0 97.0 10.00 10.20 10.40 10.60
5000 m/z 83.10 38.58%
83.0 126.0
270 111.0
S L L L L WL SIS B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11588: Cyclohexane, 1,1,2-trimethyl-
69.0 10.00 10.20 10.40 10.60
41.0 m/z 56.10 32.10%
55,0
111.0
5000
27.0
83.0 126.0
o S O T O/ S N BRSNSV VA
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 30 unknown-05 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.26 22.85 ng/ul 3091760 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxaldehvde. 3.3-d... 154 C9H1402 065080-66-2 38
2 2-Heptenal. 2-propvl- 154 C10H180 034880-43-8 22
3 4.5-Pvrimidinediamine 110 C4H6N4 013754-19-3 22
4 1-Hexvn-3-ol 98 C6H100 000105-31-7 18
5 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 12
Abundance Scan 1220 (10.263 min): BM012998.D (-1215) (-) m/z 55.10 100.00%
54.1 831
110.1
5000 o 126.1
70.1 95.1
154.1
| ‘ ‘ | | ‘ 139.1 10.00 10.20 10.40 10.60
Oberrrr ettt ek M/Zz 83.10  81.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27727: Cyclohexanecarboxaldehyde, 3,3-dimethyl-5-oxo-
41.0 55.0 83.0 126.0
5000 69.0
29.0 10.00 10.20 10.40 10.60
: 97.0 109.0 139.0 m/z 110.10 64 .58%
o | | O N R AT ...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41.0 55.0
125.0 10.00 10.20 10.40 10.60
s000] 270 83.0 154.0 m/z 41.10 54.75%
69.0
970 1110
0 139.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5671: 4,5-Pyrimidinediamine
110.0 10.00 10.20 10.40 10.60
m/z 126.10 47 .54%
5000 56.0 83.0
41.0
0'P”'P”'P”'P“'P”'P”'P”'R?Q'”"”'P”"”'P”'P”'P”W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 31 unknown-06 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
10.29 13.87 ng/ul 1876840 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 45
2 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000767-54-4 45
3 2.4-Heptadienal. 2.4-dimethvl- 138 C9H140 042452-48-2 43
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 36
5 3,3,5-Trimethylcyclohexyl methyl... 222 C10H20FO2P 1000298-38-1 32
Abundance Scan 1225 (10.292 min): BM012998.D (-1222) (-) m/z 109.10 100.00%

109.1
85.0
5000 57.1
43.0 711
127.1

0 6 10.00 10.20 10.40 10.60
o m%wﬁ% m/z 85.05 67.38%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20030: Cyclohexanol, 3,3,5-trimethyl-
109.0

5000 . e e
830 10 00 10 20 10. 40 10 60

41.0 55 O 0
96.0 124.0 m/z 57.10 38.37%
200 | H H | | 140.0
onpuw””“”w”m“mq”“.”q””.u.””“”.””“”w””“”w””“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170
Abundance
109.0
i s Ha o
10.00 10.20 10.40 10.60
5000 m/z 71.10 26.86%
410 83.0
270 50 68.0 96.0 124.0
0 ’ 141.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170
Abundance #17563: 2,4-Heptadienal, 2,4-dimethyl- AN ma s
109.0 10.00 10.20 10.40 10.60
m/z 43.05 26.62%
5000
41.0
270 | 67.0 g1.0 95.0 123.0 138.0
I N (NN ST S S A —— A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170 10 00 10 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 32 unknown-07 Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
10.33 13.44 ng/ul 1817510 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2.6-diethvl- 154 C10H180 016519-68-9 43
2 Imidazole. 2-acetamido- 125 C5H7N30 052737-49-2 38
3 1-Butvl-1H-1.2.4-triazole 125 C6H11N3 006086-22-2 30
4 1-Butvl-1H-1.2.4-triazole 125 C6H11N3 006086-22-2 30
5 2-Butenoic acid, 2-methyl-, 2-pr... 140 C8H1202 007493-71-2 27
Abundance Scan 1231 (10.328 min): BM012998.D (-1228) (-) m/z 55.10 100.00%
58.1 83.0
126.1
5000 110.1
39h 154.1
10.00 10.20 10.40 10.60
Ob sl ” il .LL, A ,'.‘. 222, m/z 83.00  87.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26737: Cyclohexanone, 2,6-diethyl-
58.0
5000 = 1260
39 98.0 154.0 10.00 10.20 10.40 10.60
‘ ‘ m/z 126.10 55.24%
0 R L e T L e e A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
10.00 10.20 10.40 10.60
5000 43.0 m/z 41.10 53.55%
125.0
o 68.0 110.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #10769: 1-Butyl-1H-1,2,4-triazole
83.0 10.00 10.20 10.40 10.60
m/z 110.10 49 _.51%
56.0
41.0 125.0
5000
R L S S B W B L WL B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM111717\
Data File : BM012998.D

Aca On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample : 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M

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

Peak Number 33 Phenol, 3,4-dimethyl- Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
10.39 20.00 ng/ul 2705630 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 96
2 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 93
3 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 93
4 Phenol. 3-ethvl- 122 C8H100 000620-17-7 91
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 90

Abundance Scan 1242 (10.392 min): BM012998.D (-1236) (-) m/z 107.00 100.00%
10f.0
5000
77.0
51.0 10.00 10.20 10.40 10.60 10.80
128.1
o} I U VIRSHY N L. pbo i 13821658 2069 ' Tnyz 122.05  63.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9935: Phenol, 3,4-dimethyl-
107.0
5000 RSN UGN BN SRR I
10.00 10.20 10.40 10.60 10.80
7.0 m/z 121.05 36.45%
210 5%0 1 ‘\ | ! \'O
0"'I'”'I"“I""P"'I”"I'”'I"'W""P"'I”"
m/z--> 20 40 100 120 140 160 180 200
Abundance
122.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 77.00 28.15%
390 77.0
55.0 93.0
e L S S L L B L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9925: Phenol, 3,4-dimethyl-
107.0 10.00 10.20 10.40 10.60 10.80
m/z 91.10 16.96%
5000
77.0
128.0
oltso om0 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111717\
Data File : BM012998.D

Acq On : 17 Nov 2017 13:31

Operator : SJ/JU

Sample - 16361-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Pentanol, 3-met... 3.77 36.1 ng/ul 3006570 1 7.73 1663500 20.0
2-Pentanone, 3-et... 4.95 18.1 ng/ul 1501800 1 7.73 1663500 20.0
3-Hydroxy-3-methy. .. 5.21 25.9 ng/ul 2151940 1 7.73 1663500 20.0
Benzene, 1,3-dime... 5.42 1629.2 ng/ul 135508000 1 7.73 1663500 20.0
n-Butyl ether 5.47 49.1 ng/ul 4084250 1 7.73 1663500 20.0
Benzene, (1-methy... 6.23 36.3 ng/ul 3018910 1 7.73 1663500 20.0
3-Heptanone, 5-me... 6.42 230.8 ng/ul 19199300 1 7.73 1663500 20.0
Benzene, propyl- 6.72 53.8 ng/ul 4477690 1 7.73 1663500 20.0
Benzene, l-ethyl-_.. 6.82 42_.1 ng/ul 3502510 1 7.73 1663500 20.0
Benzene, 1,2,3-tr... 7.38 171.9 ng/ul 14298000 1 7.73 1663500 20.0
unknown-01 7.43 68.8 ng/ul 5721130 1 7.73 1663500 20.0
unknown-02 7.93 167.6 ng/ul 13938800 1 7.73 1663500 20.0
Indane 8.09 30.2 ng/ul 2514430 1 7.73 1663500 20.0
Cyclohexanone, 3,... 8.17 450.0 ng/ul 37430600 1 7.73 1663500 20.0
Benzene, 1,3-diet... 8.22 20.8 ng/ul 1726390 1 7.73 1663500 20.0
Dibutoxymethane 8.28 25.0 ng/ul 2075940 1 7.73 1663500 20.0
unknown-03 8.36 234.8 ng/ul 19532600 1 7.73 1663500 20.0
(DEL) Alkane: Cyc... 8.72 21.0 ng/ul 1748640 1 7.73 1663500 20.0
Bicyclo[2.2.1]hep... 8.96 54_.5 ng/ul 4531580 1 7.73 1663500 20.0
unknown-04 9.52 25.5 ng/ul 3446370 2 10.51 2705630 20.0
Cyclohexanemethan. . . 9.89 25.6 ng/ul 3456420 2 10.51 2705630 20.0
Bicyclo[2.2.1]hep... 9.94 172.4 ng/ul 23318700 2 10.51 2705630 20.0
Phenol, 3,5-dimet... 10.02 178.9 ng/ul 24205000 2 10.51 2705630 20.0
(DEL) Alkane: Cyc... 10.22 12.1 ng/ul 1634280 2 10.51 2705630 20.0
unknown-05 10.26 22.9 ng/ul 3091760 2 10.51 2705630 20.0
unknown-06 10.29 13.9 ng/ul 1876840 2 10.51 2705630 20.0
unknown-07 10.33 13.4 ng/ul 1817510 2 10.51 2705630 20.0
Phenol, 3,4-dimet... 10.39 20.0 ng/ul 2705630 2 10.51 2705630 20.0
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