LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 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

Method = Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017.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 3.840 120 128 133 rBv4 28599 55348 1.05% 0.054%
2 6.875 637 644 654 rVB 831368 1449209 27.47% 1.411%
3 7.039 661 672 683 rVB 625669 969808 18.39% 0.944%
4 7.234 693 705 714 rVB 892918 1392352 26.40% 1.356%
5 7.698 777 784 791 rVB 810347 1283602 24.33% 1.250%
6 7.939 817 825 829 rBV6 37084 87954 1.67% 0.086%
7 7.998 829 835 844 rVB 270435 458756 8.70% 0.447%
8 8.404 898 904 910 rBVY 1019500 1582923 30.01% 1.541%
9 8.463 910 914 921 rVB3 55583 98187 1.86% 0.096%
10 8.851 972 980 987 rBV 795027 1333923 25.29% 1.299%

11 9.563 1093 1101 1109 rBV 686022 1165380 22.09% 1.135%
12 9.686 1113 1122 1130 rVV2 166780 280388 5.32% 0.273%
13 10.104 1184 1193 1198 rBV 1041471 1741557 33.02% 1.696%
14 10.151 1198 1201 1205 rVB4 43717 63766 1.21% 0.062%
15 10.275 1215 1222 1229 rBV4 32795 70631 1.34% 0.069%

16 10.345 1229 1234 1240 rVB4 69360 121305 2.30% 0.118%
17 10.475 1249 1256 1262 rBV 1013816 1703084 32.29% 1.658%
18 10.539 1262 1267 1273 rVB5 70514 109003 2.07% 0.106%
19 10.616 1273 1280 1293 rBV 688872 1238573 23.48% 1.206%
20 11.792 1476 1480 1487 rVB2 109508 173282 3.29% 0.169%

21 12.121 1532 1536 1546 rVB 74869 120836 2.29% 0.118%
22 12.286 1555 1564 1570 rBV5 60764 152028 2.88% 0.148%
23 12.486 1592 1598 1606 rBv4 89840 161500 3.06% 0.157%
24 13.751 1807 1813 1818 rBV 1660337 2347389 44 ._.50% 2.286%
25 13.798 1818 1821 1828 rVB 499823 671622 12.73% 0.654%

26 14.027 1851 1860 1867 rBV 1948631 2853603 54.10% 2.778%
27 14.180 1881 1886 1893 rBV5 35126 88674 1.68% 0.086%
28 14.245 1893 1897 1903 rVB 83340 107637 2.04% 0.105%
29 14.339 1906 1913 1921 rBV2 1401945 2149387 40.75% 2.093%
30 14.551 1942 1949 1954 rBV 725567 1105375 20.96% 1.076%

31 14.592 1954 1956 1964 rVBS8 56793 102612 1.95% 0.100%
32 14.815 1989 1994 1999 rVB 85532 128485 2.44% 0.125%
33 14.939 2009 2015 2021 rVB9 36728 64854 1.23% 0.063%
34 15.145 2046 2050 2055 rBVZ2 37672 56364 1.07% 0.055%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 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-BM113017 .M
SVOA CALIBRATION

Method
Title

35 15.198 2055 2059 2066 rVB 89128 113047 2.14% 0.110%

36 15.333 2076 2082 2088 rVB 2307209 3228693 61.21% 3.144%
37 15.462 2098 2104 2113 rBV 592275 868560 16.47% 0.846%
38 15.574 2118 2123 2127 rBV7 32730 56299 1.07% 0.055%
39 16.062 2202 2206 2212 rBV2 72502 102587 1.94% 0.100%
40 16.492 2272 2279 2288 rVB10 66024 144049 2.73% 0.140%

41 16.592 2288 2296 2299 rBV6 23808 53184 1.01% 0.052%
42 16.733 2316 2320 2327 rVB2 68655 97013 1.84% 0.094%
43 16.856 2336 2341 2347 rBV7 43442 80187 1.52% 0.078%

44 17.086 2375 2380 2386 rvVB2 1780829 2441008 46.28% 2.377%
45 17.186 2391 2397 2406 rVB2 2460628 3500590 66.37% 3.408%

46 17.868 2508 2513 2519 rBV10 38898 70803 1.34% 0.069%
47 17.992 2528 2534 2543 rBVY 727001 1020852 19.35% 0.994%
48 19.009 2704 2707 2712 rVB2 53080 61605 1.17% 0.060%

49 19.127 2722 2727 2728 rBV2 99892 129622 2.46% 0.126%
50 19.156 2728 2732 2744 rVVv2 722800 1187056 22.50% 1.156%

51 19.274 2748 2752 2765 rVV 544340 798509 15.14% 0.777%
52 19.486 2781 2788 2793 rBV 2789264 3822449 72.47% 3.722%
53 19.539 2794 2797 2802 rVB5 65985 78438 1.49% 0.076%
54 19.745 2828 2832 2837 rBV 161989 219298 4.16% 0.214%
55 20.003 2873 2876 2881 rBV 237085 288947 5.48% 0.281%

56 20.368 2934 2938 2941 rBV5 72606 98898 1.87% 0.096%
57 20.397 2941 2943 2951 rVB9 49458 95224 1.81% 0.093%
58 20.515 2960 2963 2969 rBVS8 60923 117393 2.23% 0.114%
59 20.997 3040 3045 3049 rBV2 780405 1009140 19.13% 0.983%
60 21.191 3074 3078 3082 rBV5 157317 218099 4._.13% 0.212%

61 21.274 3087 3092 3102 rVV 2149562 2788943 52.87% 2.716%
62 21.562 3137 3141 3147 rBV3 227668 374111 7.09% 0.364%
63 21.821 3182 3185 3188 rBV5 123370 176786 3.35% 0.172%
64 21.874 3189 3194 3201 rVB 4052784 5274726 100.00% 5.136%
65 21.986 3208 3213 3220 rBV 2809120 4363984 82.73% 4.249%

66 22.050 3220 3224 3231 rVB2 1023004 1482091 28.10% 1.443%
67 22.315 3263 3269 3280 rVB3 836751 1678562 31.82% 1.634%
68 22.503 3296 3301 3307 rBV 2232717 3260534 61.81% 3.175%
69 22.556 3307 3310 3318 rVB3 270138 370579 7.03% 0.361%
70 22.838 3352 3358 3362 rBV 1277095 1905280 36.12% 1.855%

71 22.880 3362 3365 3374 rVB2 573033 904903 17.16% 0.881%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 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-BM113017 .M
SVOA CALIBRATION

Method :
Title :
72 23.197 3413 3419 3429 rBVY 2022858 3427509 64.98% 3.337%
73 23.368 3441 3448 3459 rVB3 2110712 4801530 91.03% 4.675%
74 23.503 3466 3471 3479 rVB 1329713 2518786 47 .75% 2.452%
75 23.715 3502 3507 3514 rVB2 762845 1391386 26.38% 1.355%

76 23.827 3519 3526 3536 rVB4 498342 1458182 27.64% 1.420%
77 23.962 3542 3549 3557 rBV 2667154 5269781 99.91% 5.131%
78 24.127 3571 3577 3592 rVB3 1174412 2697855 51.15% 2.627%
79 25.232 3759 3765 3775 rVB4 580859 1358181 25.75% 1.322%
80 25.797 3856 3861 3876 rVB5 335495 961670 18.23% 0.936%

81 26.538 3982 3987 4002 rVB4 431189 1264413 23.97% 1.231%
82 26.938 4046 4055 4063 rVB2 1023826 2993303 56.75% 2.914%
83 27.291 4109 4115 4126 rVB5 421703 1239480 23.50% 1.207%
84 27.450 4136 4142 4152 rVB6 581736 1720006 32.61% 1.675%
85 27.815 4195 4204 4224 rVB8 931868 3630313 68.82% 3.535%

Sum of corrected areas: 102703841
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013258.D
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Abundance TIC: BM013258.D
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Abundance TIC: BM013258.D
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4000000
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3000000
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2000000
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Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Eucalyptol Concentration Rank 23

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

8.00 7.15 ng/ul 458756 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalvptol 154 C10H180 000470-82-6 96
2 Eucalvptol 154 C10H180 000470-82-6 93
3 Eucalvptol 154 C10H180 000470-82-6 91
4 Eucalvptol 154 C10H180 000470-82-6 87
5 Eucalyptol 154 C10H180 000470-82-6 64

Abundance Scan 835 (7.998 min): BM013258.D (-829) (-) m/z 43.00 100.00%

43.0
81.0
5000

7.60 7.80 8.00 8.20 8.40

0 m/z 81.05 61.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26615: Eucalyptol
43.0
0
108.0
5000
154.0 7.60 7.80 8.00 8.20 8.40
m/z 71.00  43.99%
0.1.5.'?.‘.‘..‘i‘a.‘.MH,.‘H‘a.“,“.‘.‘.“.\,.‘.‘l.‘.“..li...‘.,....,.... R S RARERRRRRE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
81.0
7.60 7.80 8.00 8.20 8.40
5000 108.0 m/z 84.10 40.39%
139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26624: Eucalyptol
43.0 7.60 7.80 8.00 8.20 8.40
0
810 m/z 69.05 39.10%
5000
0.”“.”“.”“.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 unknown-01 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
9.69 3.29 ng/ul 280388 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0Thexan-2-one. 4-met... 152 C10H160 002506-61-8 49
2 4-Methvl-1.4-heptadiene 110 C8H14 013857-55-1 43
3 1.2-Dimethvl-4-oxocvclohex-2-ene... 152 C9H1202 1000187-01-2 43
4 Cvclopentane. 1.2-dimethyl-3-met... 110 C8H14 1000150-99-3 41
5 Cyclobutene, 1,2,3,4-tetramethyl- 110 C8H14 090346-45-5 38
Abundance Scan 1123 (9.692 min): BM013258.D (-1113) (-) m/z 95.10 100.00%
04.1
41.0 67.0

5000

9.40 9.60 9.80 10.00
m/z 67.00 68.17%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25377: Bicyclo[3.1.0]hexan-2-one, 4-methyl-1-(1-methyleth...
41.0 69.0 95.0

5000 152.0
9.40 9.60 9.80 10.00
0
1230 m/z 40.95  67.38%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

41.0 67.0 95.0

9.40 9.60 9.80 10.00

5000 m/z 81.00 58.37%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26072: 1,2-Dimethyl-4-oxocyclohex-2-enecarboxaldehyde
95.0 9.40 9.60 9.80 10.00
m/z 69.05 55.44%
5000 67.0 123.0
39.0 152.0
ol H‘“ ol \W B — SO K VA NS ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Phenol, 2-methyl-5-(1-methy... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.79 2.03 ng/ul 173282 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 87
2 Thvmol 150 C10H140 000089-83-8 87
3 Phenol. 2-methvIl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 87
4 Thymol 150 C10H140 000089-83-8 83
5 Thymol 150 C10H140 000089-83-8 83
Abundance Scan 1480 (11.792 min): BM013258.D (-1476) (-) m/z 135.10 100.00%
135.1
5000
150.0
91.0 1151 LN U SRR SN B
500 650 193.0 11.40 11.60 11.80 12.00 12.20
0 s B m/z 150.00 26.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23805: Phenol, 2-methyl-5-(1-methylethyl)-
135.0
5000 LN BN BN ”f'j
150.0 11.40 11.60 11.80 12.00 12.20
91.0 ' m/z 91.05 17.48%
39.0 65.0 117.0
0...|.‘...‘,‘..‘a‘.|‘.‘...“‘|....|.“..‘a‘|‘...l|..‘..|....|....|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135.0
11.40 11.60 11.80 12.00 12.20
5000 m/z 115.05 14.90%
150.0
91.0 1150
41.0 65.0
e L I L S B L UL BRI B WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23799: Phenol, 2-methyl-5-(1-methylethyl)-
136.0 11.40 11.60 11.80 12.00 12.20
m/z 77.05 10.10%
5000
150.0
91.0
0 18.0 39\'\0 ) 650 N ‘ 1(\)\7.0\\ A A ‘ 1
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 15';0 ' 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 4 n-Hexadecanoic acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
17.99 8.36 ng/ul 1020850 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2534 (17.992 min): BM013258.D (-2528) (-) m/z 73.05 100.00%
41.1 30
5000 129.1
213.2 | |
157.1185.2 256.2 AL S AL AN BRI
1031.0 17.60 17.80 18.00 18.20 18.40
ol ahg d L L L 12830 3849 oA 10 79.89%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R AR AR AR N
17.60 17.80 18.00 18.20 18.40
Hgm 157.0 155 02130 256.0 m/z 43.05 78.81%
o I hl‘\ .H““. \\h\l‘\ ﬁ‘”“. ul I\ ; .‘ .‘. | .‘ —— “. —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
17.60 17.80 18.00 18.20 18.40
5000 256.0 m/z 60.05 77.11%
129.0
213.0
101.0 157.0 185.0
O T e T T e e s e e T s S
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #84455: Tetradecanoic acid R e A
73.0 17.60 17.80 18.00 18.20 18.40
m/z 55.05 72.71%
so00] 30 129.0
185.0
‘ 1010 228.0
0. |M|H‘|Il‘l‘“‘lﬂ‘ltllh“l‘l|‘1|5‘7|.O|‘|‘|‘||L||||||||||||| R Ea e e
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 14-Pentadecenoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.16 9.73 ng/ul 1187060 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Pentadecenoic acid 240 C15H2802 017351-34-7 90
2 Oleic Acid 282 C18H3402 000112-80-1 87
3 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 70
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 64
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 64
Abundance Scan 2733 (19.162 min): BM013258.D (-2728) (-) m/z 55.10 100.00%

1

5000

151.0 180.1 2221 264.3 18 80 19.00 19.20 19.40
01 m/z 41.10 74.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94120: 14-Pentadecenoic acid
55.0

5000 TR T
18.80 19.00 19.20 19.40

m/z 69.10 60.89%

29.0 : . )
Ll ‘ 07 .
m/z--> 2|0 4IO 6|0 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0

18.80 19.00 19.20 19.40
5000 m/z 83.05 53.77%

111.0
137.0

o

264.0
165.0 103.0 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129341: Octadec-9-enoic acid

18.80 19.00 19.20 19.40
m/z 43.10 51.51%

5000

138.0 222.0

180.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 Octadecanoic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
19.27 5.73 ng/ul 798509 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 98
Abundance Scan 2751 (19.268 min): BM013258.D (-2748) (-) m/z 43.10 100.00%
>0 \AM\_A
185.1 241.2 AN i i
3579 19.00 19.20 19.40 19.60
0 - m/z 73.05 94 .86%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 LA L L L L L LB
185.0 241.0 mmmmwmmm
m/z 41.10 86.76%
L) MW'?\ 157.0 ‘ 2130
o 1171 [ ‘H‘.““““.“...‘.luuuulu
m/z--> 50 100 150 200 250 300 350
Abundance
43.0,,73.0
119.00 19.20 19.40 19.60
5000 129.0 m/z 60.00 79.07%
185.0 241.0 284.0
. 101.0 157.0 213.0
m/z--> §0 160 1%0 260 250 300 3%0
Abundance #131259: Octadecanoic acid
43.0 19.00 19.20 19.40 19.60
m/z 55.05 72.83%
5000
1290
284.0
‘1 185.0 241.0
o 15.0| | \ . }J% l 1570 | 21307
LI B R | | T T T T T 71T T T T —v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 150 200 250 300 351;0 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Cyclic20.00 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
20.00 2.07 ng/ul 288947 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
4 1-Octadecene 252 C18H36 000112-88-9 95
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
Abundance Scan 2875 (19.997 min): BM013258.D (-2873) (-) m/z 43.05 100.00%
430 83.1
5000
1681 wmo smpo | 3552 scos | 19160 19180 20,00 2020 2040
Ob——1Ly m/z 54.95 96 .57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 970 TT T T[T T I T [T T T T[T T TT[TT
19.60 19.80 20.00 20.20 20.40
m/z 69.00 88.03%
o Ll 300 om0 200
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 19.60 19.80 20.00 20.20 20.40
5000 m/z 83.10 85.35%
0l230 139.0 182.0 224.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104157: E-15-Heptadecenal A e
43.0 19.60 19.80 20.00 20.20 20.40
83.0 m/z 57.05 69.94%
B JJ@\M
25.0
A ’ 177 1680 2100 2520
m/z--> 50 100 150 200 250 300 350 400 450 19.60 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 Oxalic acid, isobutyl hexad... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
21.00 7.24 ng/ul 1009140 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 91
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
4 1-Docosene 308 C22H44 001599-67-3 86
5 Hexadecane 226 C16H34 000544-76-3 70
Abundance Scan 3045 (20.997 min): BM013258.D (-3040) (-) m/z 57.10 100.00%
57.1
5000 “
7.1
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
20.60 20.80 21.00 21.20 21.40
41.1
ol il 134 4190023832831 S57.0 4302 5350 /7 43.05  81.80%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
5000 UMV R SRR BN
2060 20.80 21.00 21.20 21.40
97.0 m/z 71.10 70.60%
m/z--> §o 100 150 200 250 300 350 400 450 500
Abundance
43.0
20.60 20.80 21.00 21.20 21.40
0
5000 83.0 m/z 55.05 54 .45%
269.0
o 1250 1960 312.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester T B B
43.0 20.60 20.80 21.00 21.20 21.40
m/z 41.05 48.09%
5.0
5000
ol \ \%2?1)1690 253.0 rxAMMJVMWNNW}\W_fouwvuf\~
m/z--> 50 100 150 200 250 300 350 400 450 500 20,60 20.80 21.00 21.20 21.40

SOM-EPA-BM113017 .M Fri Dec 08 15:39:15 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 3.beta.-Hydroxy-5-cholen-24_.._. Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

21.56 2.68 ng/ul 374111 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.beta.-Hvdroxv-5-cholen-24-oic ... 374 C24H3803 005255-17-4 64
2 2.2-Dimethvl-1-phenvl-1-propanol 164 C11H160 003835-64-1 52
3 Benzenepropanoic acid. 4-hvdroxv... 256 C16H1603 1000337-79-0 50
4 Benzeneethanol. 4-hvdroxv- 138 C8H1002 000501-94-0 50
5 1-(6-Methyl-2-pyridyl)propan-2-one 149 C9H11NO 065702-08-1 50

Abundance Scan 3141 (21.562 min): BM013258.D (-3137) (-) m/z 107.00 100.00%

101.0

5000

149.1
2071 2641500 0041 1 21.20 21.40 21.60 21.80
o 30323411 400.2 46225030 57607 6600k

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #199562: 3.beta.-Hydroxy-5-cholen-24-oic acid

55.0 107.0145.0 263.0
213.0
5000
356.0 21.20 21.40 21.60 21.80
J ‘ m/z 77.00 22.78%
314.0
0 |1|57| I ;\‘\I\“M\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
107.0
21.20 21.40 21.60 21.80
5000 m/z 149.10 13.85%
57.0 146.0
O T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107491: Benzenepropanoic acid, 4-hydroxy-.alpha.-phenyl-,... R e EEmam
107.0 21.20 21.40 21.60 21.80
m/z 133.00 13.82%
5000
39.0
04l 4., 165.0 256.0
O L o LA e S e o R B B e o e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.87 37.83 ng/ul 5274730 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 94
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 3193 (21.868 min): BM013258.D (-3189) (-) m/z 57.10 100.00%
57.1
5000
30 | 21.60 21.80 22.00 22.20
141.1 : : : :
ol b b A | 134118322253 2671 3003 35143881 4303 4891 A3 05 73.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
5000 L PN AR BN N

21.60 21.80 22.00 22.20

9.0 m/z 71.10 73.17%
41.0
TN T E vt th L —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
I EAREw T S e
21.60 21.80 22.00 22.20
5000 m/z 85.10 52 .64%
99.0
0 141.0 183.0 225.0 267.0 309.0  367.0
A A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #140553: 1-lodo-2-methylundecane R R R
57.0 21.60 21.80 22.00 22.20
m/z 41.10 30.43%
5000
9.0
oLl }3 ~ 169.0 2110 296.0
e A e L B 2 e T o R e
m/z--> 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.99 31.29 ng/ul 4363980 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazol-5-ol. 1.3-bis(4-metho... 296 C17H16N203 1000337-80-1 42
2 Benzene. 1.1°-(1.2-diethvl-1.2-e... 296 C20H2402 007773-34-4 38
3 N-Pvridin-3-vI-2-(3-trifluoromet... 296 C14H11F3N202 1000274-60-6 37
4 Bithiophthalide 296 C16H802S2 032819-84-4 35
5 4" ,4"""-Biacetanilide, 37,3"""-d... 296 C18H20N202 003546-11-0 35
Abundance Scan 3214 (21.991 min): BM013258.D (-3208) (-) m/z 296.15 100.00%
296.1
5000 107.0
21.60 21.80 22.00 22.20 22.40
ol 3422 A9l 449 ' 'm/z 107.00  43.39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140974: 1H-Pyrazol-5-ol, 1,3-bis(4-methoxyphenyl)-
296.0
133.0
5000
21.60 21.80 22.00 22.20 22.40
m/z 91.10 38.24%
TR T s A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
296.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
21.60 21.80 22.00 22.20 22.40
5000 m/z 120.10 29.72%
121.0159.0
770 200.0 2520
O o o R e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140659: N-Pyridin-3-yl-2-(3-trifluoromethyl-phenoxy)-acet...
296.0 21.60 21.80 22.00 22.20 22.40
107.0 m/z 77.00 28.03%
145.0
5000
39.0 &
Ok bbb 8302270 (|
m/z--> 50 100 150 200 250 300 350 400 450 500 21.60 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 unknown-03 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.05 10.63 ng/ul 1482090 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ferrocene. 1.1"-bis(1l-oxopropvl)- 298 C16H18Fe02 001274-01-7 35
2 4H-1-Benzopvran-4-one. 2-(3.4-di... 298 C17H1405 033513-36-9 30
3 3-Ethoxvestra-1.3.5(10)-trien-17... 298 C20H2602 001474-50-6 27
4 5-Preanen-3.beta.-ol-20-one. tri... 412 C23H31F303 1000352-61-4 27
5 Acenaphtho[1l,2-b]Jquinoxaline-9-c... 298 C19H10N202 134859-13-5 22
Abundance Scan 3224 (22.050 min): BM013258.D (-3220) (-) m/z 298.20 100.00%

298.2
91.1
5000 213.1
148.0

51 tk R e EAREE R
J l 55.1 21. 80 22. OO 22. 20 22. 40
0 ok MBS | s624 4203 asas m/z 280.10 69.24%
m/z--> 50 100 150 200 5 300 350 400 450 500
Abundance #142623: Ferrocene, 1,1'-bis(1-oxopropyl)-
298.0
5000 |||||||||||||||||||
121.0 213.0 21.80 22.00 22.20 22.40
56.0 - 0
m/z 91.10 62.40%

o

e .M .1‘,5?'.0‘.“‘.‘, “‘ 2.51.4. =
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
298.0

21 80 22.00 22.20 22.40

5000 m/z 77.00 53.95%
137.0
430 910 175,0212.0 2550
B A A e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143224: 3-Ethoxyestra-1,3,5(10)-trien-17-one
298.0 21.80 22.00 22.20 22.40

m/z 107 .00 51.93%

5000
213.0

174.0
41.0 115.0
TR0 L2540

m/z--> 50 100 150 200 250 300 350 400 450 500 21.80 22.00 22.20 22.40

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 unknown-04 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.31 12.04 ng/ul 1678560 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 4.4"-methvlenebisl2... 226 C15H18N2 000838-88-0 35
2 Ferrocene. 1.1"-diacetvl-3.3"-(1... 310 C17H18Fe02 041558-92-3 27
3 Silane. dimethvl(4-methoxvphenox... 310 C17H3003Si 1000347-14-6 27
4 47 -Ethyvl-4-biphenvlcarboxvlic acid 226 C15H1402 005731-13-5 22
5 9-Methoxy-2,3-dimethyl-5-trifluo... 310 C15H13F3N202 1000277-84-8 22
Abundance Scan 3268 (22.309 min): BM013258.D (-3263) (-) m/z 310.15 100.00%
31p.1
226.1
5000 85.0
43.1 JL} AN UL S B
11651 267.1 22.00 22.20 22.40 22.60
o b i et .m|,|. Ao o 3093 72 4891 m/z 226.10 59.31%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82939: Benzenamine, 4,4'-methylenebis[2-methy!-
226.0
5000
120.0 22.00 22.20 22.40 22.60
m/z 211.05 57 .45%
77.0
e I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
310.0
22.00 22.20 22.40 22.60
5000 m/z 85.05 38.48%
56.0 1470 22402670
R e o e e e T e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #152832: Silane, dimethyl(4-methoxyphenoxy)octyloxy- e A RAARREERE
310.0 22.00 22.20 22.40 22.60
m/z 107 .05 36.67%
5000
50 183.0
oo 0 1210 |
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path :

Data File : BM013258.D

Aca On - 08 Dec 2017 00:02
Operator : SJ/JU

Sample - 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

\\74.0.250.170\SVOASRV\HPCHEMI\BNA M\DATA\BM120717\

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M

Quant Title : SVOA CALIBRATION

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

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

Peak Number 14 4~ ,5-Dihydroxy-7-methoxyfla... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.50 25.89 ng/ul 3260530 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 47 .5-Dihvdroxv-7-methoxvflavanone 286 C16H1405 000520-29-6 97
2 Sakuranin 448 C22H24010 000529-39-5 72
3 2-Propen-1-one. 1-(2.4-dihvdroxv... 286 C16H1405 069707-17-1 62
4 l1sophthalic acid. 6-chlorohexvl ... 382 C21H31Cl104 1000345-88-3 27
5 Isophthalic acid, 6-chlorohexyl ... 396 C22H33Cl104 1000345-88-4 27

Abundance Scan 3300 (22.497 min): BM013258.D (-3296) (-) m/z 167.00 100.00%
167.0
286.1
5000 120.1
65.0 { l \ R RN EEEES EEE e
07.0243.0 22120 22.40 22.60 22.80
o A d LLET2A0, | sav138330171 4751 088 10 65.420%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #132587: 4',5-Dihydroxy-7-methoxyflavanone
167.0 286.0
120.0
5000 LN BN BULLL B B
2220 22.40 22.60 22.80
m/z 120.05 48.89%
“ 243.0
L U e S SN WL S L S s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
286.0
167.0
22.20 22.40 22.60 22.80
5000 m/z 285.10 47 .40%
120.0
60.0
o 201.0 243.0 328.0 448.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #132604: 2-Propen-1-one, 1-(2,4-dihydroxy-6-methoxyphenyl)... R
167.0 22.20 22.40 22.60 22.80
286.0 m/z 95.00 41.28%
5000
60.0 120.0
o 215.0
m/z--> 50 100 150 200 250 300 350 400 450 | 22.20 22,40 22.60 22.80

SOM-EPA-BM113017 .M Fri Dec 08 15:39:19 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 1,19-Eicosadiene Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
22 .56 2.94 ng/ul 370579 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 83
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
3 Octadecanal 268 C18H360 000638-66-4 68
4 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 64
5 Oleic Acid 282 C18H3402 000112-80-1 64
Abundance Scan 3311 (22.562 min): BM013258.D (-3307) (-) m/z 57.05 100.00%
510
5000
l [ 1550 207.0 2821 3551 463 4892 5491 22.20 22.40 22.60 22.80
0,”..“..w.. m/z 43.10 89.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126193: 1,19-Eicosadiene
55.0
5000 RAEBRABRAUER AR
nmnmnmnm
m/z 82.05 85.83%
0 M ‘L‘ Hm1510194023602780
m/z--> 6 50 100 150 200 250 300 3%0 460 4%0 560 séo
Abundance
82.0
22120 22.40 22.60 22.80
5000 41,0 m/z 55.10 71.27%
124.0
0 166.0211.0 268.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117605: Octadecanal L B
43.0 22.20 22.40 22.60 22.80
m/z 96.05 70.32%
6.0
5000
miz--> 6"'s'o"'ic')d"iéé"éoé"ésc')"éoc')"ééé"&oé"&éd"édé"ééd 22120 22.40 22.60 22.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.84 15.13 ng/ul 1905280 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Hexacosane 366 C26H54 000630-01-3 94
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 93
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3358 (22.838 min): BM013258.D (-3352) (-) m/z 57.05 100.00%
57.0
5000 j\\‘
o T '22'6'0' 22.80 23.00 23.20
41.2 . . : :
O b d J|, | 4218322253067.0 3412 4160 4752 5253 U7 10 71.54%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57.0
5000 B R B I R
nmnmmmmm
9.0 m/z 43.10 70.67%
miz--> 0 50 100 1%0 260 250 360 3%0 460 4éo 560
Abundance
57.0
" 2260 22.80 23.00 23.20
5000 m/z 85.05 56.09%
9.0
0 141.01830 2399581 03230
miz--> 0 §0 160 1%0 260 250 300 350 460 4éo 560
Abundance #194493: Hexacosane
57.0 22.60 22.80 23.00 23.20
m/z 41.05 28.50%
5000
9.0
0 ‘} HM%mm5mmmwo%m
miz--> 0 §0 160 1%0 200 250 300 350 460 4éo 560 22. 60 22. 80 23. oo 23 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 17 (DEL) Alkane: Cyclic22.88 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

22.88 7.19 ng/ul 904903 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Eicosene 280 C20H40 003452-07-1 92
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 92

Abundance Scan 3365 (22.880 min): BM013258.D (-3362) (-) m/z 43.10 100.00%

43.3 | 97.0
5000

39.1 2260 22.80 23.00 23.20
208.0 254.0 307.0 355.1  429.1472.8
Ot AR s e e A728 (53620 Th/z 97.05  96.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #163018: 9-Tricosene, (2)-
55.0 97.0

5000 LN B N L I I B O
22. 60 22. 80 2300 23 20
)
2.0 2990 m/z 57.10 94.12%
0 \‘\\ X ‘\“ ‘\‘\ 11382022402660 1
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.097.0
R e e S RERNS e e
22.60 22.80 23.00 23.20
5000 m/z 55.10 92.95%
322.0
0 189. 0182 0223 0266.0
T e e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol e A a B
55.0 70 22.60 22.80 23.00 23.20
' m/z 69.10 92 .55%
5000
oL 138.0 165 0224,0266.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 60 22. 80 23. OO 23 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 Benzene, l-ethoxy-4-ethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.20 27.22 ng/ul 3427510 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethoxv-4-ethvl- 150 C10H140 001585-06-4 53
2 1-(6-Methvl-2-pvridvl)propan-2-one 149 C9H11NO 065702-08-1 52
3 4-(2-Methoxvethv)phenol 152 C9H1202 056718-71-9 50
4 Benzeneethanol. 4-hvdroxv- 138 C8H1002 000501-94-0 50
5 Benzeneethanol, 4-hydroxy- 138 C8H1002 000501-94-0 50

Abundance Scan 3419 (23.197 min): BM013258.D (-3413) (-) m/z 107.10 100.00%
107.1
5000 \
65.1 116?1 olo 2982 as51 4201 4890 22.80 23.00 23.20 23.40 23.60
O L S m/z 77.05  19.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #23728: Benzene, 1-ethoxy-4-ethyl-
107.0
5000
150.0 22.80 23.00 23.20 23.40 23.60
m/z 133.05 14 .52%
27.0
0'“'Fﬁq'l'“'l"“|""w"'l“"l"“l""w"'l“'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
107.0
22.80 23.00 23.20 23.40 23.60
5000 m/z 160.05 12.98%
43.0
149.0
S S L L U L L WL S B WL W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #25973: 4—(2—Methoxyethyl)phenol LI N L N
107.0 22.80 23.00 23.20 23.40 23.60
m/z 149.00 9.46%
5000
45.0 152.0
0"LMHAJI':'W""P'"I'”'I"”I"'W""P"'I”' VAU SN BN
m/z--> 50 100 150 200 250 300 350 400 450 500 22.80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.71 11.05 ng/ul 1391390 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 91
4 Tetracosanal 352 C24H480 057866-08-7 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 3506 (23.709 min): BM013258.D (-3502) (-) m/z 57.05 100.00%

57.0
5000
9.1

23. 40 23 60 23. 80 24 00
52.1 200.9 267.0 390.5
Olrrr b h 3332 4414 490.4536.2 m/z 43.10 84.68%

T
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #117607: Octadecanal
43.0
96.0

5000 e e R
}

o
al
o

23. 40 23 60 23. 80 24 00
m/z 82.10 83.47%

38.0 222.0
oo Ll 0200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
82.0
_l_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

23.40 23.60 23.80 24.00

so00! 41,0 m/z 55.10 70.58%
124.0
0 16602110 2680
T R o B I A L o B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194460: (2)-14-Tricosenyl formate T T
55.0 23. 40 23 60 23. 80 24 00

m/z 96.10 58.08%

0
- WN//\N/M/\/
‘ J | 15201040236 02780729355

|

O A e e SR e AR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 40 23 60 23. 80 24 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 20 2-Methyl-6-tridecylpyridine Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.83 11.58 ng/ul 1458180 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-6-tridecvlpvridine 275 C19H33N 1000111-54-0 50
2 Benzeneamine. 3-hexvl- 177 C12H1ON 036042-29-2 50
4-(2-Methoxvethv)phenol 152 C9H1202 056718-71-9 43
4 Glvcvl-L-tvrosine 238 C11H14N204 000658-79-7 43
5 Benzeneethanol, 4-hydroxy- 138 C8H1002 000501-94-0 43
Abundance Scan 3527 (23.832 min): BM013258.D (-3519) (-) m/z 107.00 100.00%
107.0
5000
69.0 271.1 314.1
451 191 0 23.60 23.80 24.00 24.20
0 .-.;‘-.J.J-.I.L,J. l.&-, k12282 HM 2984 41634581 50420 Tnsz  69.00  29.39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123637: 2-Methyl-6-tridecylpyridine
107.0
5000 R SN U SR U
23.60 23.80 24.00 24.20
m/z 314.10 22.37%
41.0 ‘ | 162.0 2320 275.0
m/z--> éo 100 150 200 250 300 350 400 450 500
Abundance
107.0
23.60 23.80 24.00 24.20
5000 m/z 271.05 22 .09%
177.0
65.0
e L L L L L L WL L UL S B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #25973: 4-(2-Methoxyethyl)phenol
107.0 23.60 23.80 24.00 24.20
m/z 120.00 21.11%
5000
45.0 152.0
N o e o I I L B I
m/z--> 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 21 9-(4-Chlorobutanamido)-10,1... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.96 41.84 ng/ul 5269780 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
9-(4-Chlorobutanamido)-10.10-dim... 344 C18H21CIN20Si 084841-79-2 89
2 4-Preanen-17.alpha.-ol-3.11.20-t... 344 C21H2804 1000126-67-7 55
3 2-(4-Hvdroxvphenvl)-3.6.8-trimet... 344 C18H1607 112667-10-4 53
4 3-(4-Fluoro-phenvl)-5.5-dimethvl... 344 C21H17FN4 1000300-25-0 46
5 Imidazo[4,5-g]indeno[1,2-b]quino... 344 C20H16N402 1000272-51-2 43
Abundance Scan 3549 (23.962 min): BM013258.D (-3542) (-) m/z 344.10 100.00%
344.1
sooo] % 301.1
23.60 23.80 24.00 24.20
o! A 4150 48895331 "nm/z 69.00 52.67%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179718: 9-(4-Chlorobutanamido)-10,10-dimethyl-9,10-dihydr...
239.0 320.0
5000 AUV AR
23160 23.80 24.00 24.20
166.0 H m/z 329.05 52.46%
0 H\“\\“\‘“ .‘” M L
m/z--> 50 100 150 300 350 400 450 500
Abundance
344.0
3010 23.60 23.80 24.00 24.20
5000 ' m/z 301.10 46.77%
43.0 258.0
91.0 161.0 215.0
Ol g P T T T T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #179676: 2-(4-Hydroxyphenyl)-3,6,8-trimethoxy-5-hydroxy-4H... I ARE Ry S
344.0 23.60 23.80 24.00 24.20
m/z 283.10 38.43%

5000

121.0

%

| ‘ 18.?..0 302‘[.0
|

L e MMM sl e

m/z--> 50 100 150 200 250 300 350 400 450 500 23. 60 23. 80 24. OO 24.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 22 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.13 21.42 ng/ul 2697860 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Cyclotetracosane 336 C24H48 000297-03-0 90
Abundance Scan 3578 (24.132 min): BM013258.D (-3571) (-) m/z 57.10 100.00%
57.1 97.1
h:gg'l 182.2222.9 27108141 35, 3 4159 514.3 2380 2400 2420 2040 _
O R o by SPE SRS oS A0 Sl Thn/z 55.10 88.11%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 U AU DR
23.80 24.00 24.20 24.40
00 m/z 43.10 87 .15%
0 L “ ‘ \H\ J{\ \‘\ | 1381 0222 0264 0306.0 378.0
m/iz--> 0 55 100 150 200 250 300 350 400 450 500
Abundance
57.0 97.0
23.80 24.00 24.20 24.40
5000 m/z 83.10 87 .09%
139.0
0 181.0222.0264.0 308.0
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol R S EA R Ean Rt e s
434 88 23.80 24.00 24.20 24.40
' m/z 97.10 86 .92%
5000
25.0
o, l ;167.0210.0  280.0
m/iz--> 0 50 100 1&1;0 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 23 1,15-Hexadecadiene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.23 10.78 ng/ul 1358180 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.15-Hexadecadiene 222 C16H30 021964-51-2 92
2 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 86
3 Tetracosanal 352 C24H480 057866-08-7 83
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 83
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
Abundance Scan 3765 (25.232 min): BM013258.D (-3759) (-) m/z 57.10 100.00%
57.1
6.0
5000
204.9 282.1 25.00 25.20 25.40 25.60
- 2446777.32313023 ABD 4753 m/z 43.10 84.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #79558: 1,15-Hexadecadiene
55.0
6.0
5000 LR A SR B U
25.00 25.20 25.40 25.60
m/z 82.05 75.94%
oLy 1)) ]| 13801g002220
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4éo 560
Abundance
55.0 g6 ¢
25.'00 25.'20 25.'40 25.I60
5000 m/z 55.10 63.69%
m/z--> 55 160 1%0 260 2éo 360 350 460 4éo 560
Abundance #185525: Tetracosanal B Al EREEEEETS S
43.0 82.0 25.00 25.20 25.40 25.60
334.0 m/z 96.05 56.93%
- WJ\/\—/\/\/\W
o 166.0 236.0 278.0
m/z--> 50 100 150 200 250 300 350 400 450 500 - 25'00 25'20 25'40 25|60 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 24 (DEL) Alkane: Cyclic25.80 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
25.80 7.64 ng/ul 961670 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 87
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 87
3 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 87
4 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403 016742-51-1 76
5 1-Docosene 308 C22H44 001599-67-3 70
Abundance Scan 3861 (25.797 min): BM013258.D (-3856) (-) m/z 57.10 100.00%
57.1 97.1
5000 M NM/\//L
. LRI A BRI SURIIN SN
267.8 3152 372.2415. . 25.40 25.60 25.80 26.00 26.20
- i e m/z 97.10 97.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174181: Cyclodocosane, ethyl-
57.0
7.0
5000 LRI I BRI SURILILR BN
25.40 25.60 25.80 26.00 26.20
2070 m/z 83.10 95 .52%
Oh e S0t 02z302050 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0 g7 ¢
2540 25.60 25.80 26.00 26.20
5000 m/z 69.10 94 .81%
322.0
0150 1990 162.0224.0266.0 wMNWV4»WwﬁMﬂ/\hﬂkﬂwkuywm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethyl ester R A RRams A S
83.4 25.40 25.60 25.80 26.00 26.20
43 m/z 55.10 91.32%
5000
25.0
| H 195.0 2520
0 i'J'h"I"'Jllh'i""u'l""'L""I""I""I""I""IIII IR AR AL VAL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.40 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 25 _gamma.-Sitosterol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
26.54 10.04 ng/ul 1264410 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 95
2 _beta.-Sitosterol 414 C29H500 000083-46-5 46
3 .beta.-Sitosterol 414 C29H500 000083-46-5 38
4 Prean-5-ene-3.12.14.17.20-pentol... 366 C21H3405 028417-32-5 38
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25
Abundance Scan 3987 (26.538 min): BM013258.D (-3982) (-) m/z 43.10 100.00%
43.1
5000
951 142 2131 329.4
273.3 SNBSS UV
414.4 26.20 26.40 26.60 26.80
ol rd Hig 453 %82 h/z 57.10 54.85%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #217434: .gamma.-Sitosterol
43.0
5000 95.0 AU AU
414.0 26.20 26,40 26.60 26.80
213.0,,.  303.0 m/z 41.00 40.89%
0 r .‘. l IM'”;
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
26.20 26.40 26.60 26.80
5000 m/z 145.15 39.69%
107.0 414.0
161.0
213.0
. 255.0 303.0 354.0
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #217433: .beta.-Sitosterol R e
43.0 26.20 26.40 26.60 26.80
m/z 55.10 36.12%
5000 105.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 26.20 26,40 26.60 26.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 26 Lup-20(29)-en-3-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.94 23.77 ng/ul 2993300 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-o0ne 424 C30H480 001617-70-5 83
2 Pvrimidin-4(3H)-one. 2-amino-6-(... 205 C1OH8FN30 098305-63-6 43
3 2-Amino-4-hvdroxv-6.7.8-trimethv... 205 C9H11N50 013045-86-8 35
4 Benzofuran. 2.4.5.6.7.7a-hexahvd... 220 C15H240 069296-94-2 35
5 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 30
Abundance Scan 4055 (26.938 min): BM013258.D (-4046) (-) m/z 205.15 100.00%
205.2
109.1 r
5000
55.1
49.1 2811 305 4244 26.60 26.80 27.00 27.20
of : : m/z 109.10 57.61%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220485: Lup-20(29)-en-3-one
205.0
109.0
424.0
5000 NN AR SRR
69. 49.0 3130 26.60 26.80 27.00 27.20
245.0 ' m/z 95.10 44.74%
0. 368.0
0‘
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
205.0
- 26.60 26.80 27.00 27.20
5000 ' m/z 55.10 34 .56%
95.0
164.0
L S U A U L L L WL L UL (LI W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65431: 2-Amino-4-hydroxy-6,7,8-trimethylpteridine RS E R R R
205.0 26.60 26.80 27.00 27.20
m/z 189.10 33.60%
5000
o 3P e101340
mz-> 0 50 100 150 200 250 300 350 400 450 500 26.60 26.80 27.00 27.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 27 unknown-05 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
27.29 9.84 ng/ul 1239480 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-(2.2-Dimethvl-6-methvlenecvclo... 206 C14H220 093175-74-7 38
2 C(l1l4a)-Homo-27-noraammacer-14-ene 410 C30H50 018046-86-1 38
3 A"-Neoaammacer-22(29)-ene 410 C30H50 001615-91-4 25
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 25
5 d-Norpregnane (6.alpha.,14_.alpha.) 274 C20H34 1000281-13-7 25
Abundance Scan 4115 (27.291 min): BM013258.D (-4109) (-) m/z 163.10 100.00%
168.1
218.2
5000 55.1 95.1

27.00 27.20 27.40 27.60

257.3  328.2367.2410.4 47525155

0 m/z 191.10 59.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66167: 4-(2,2-Dimethyl-6-methylenecyclohexylidene)-3-meth...
163.0
430 1070
5000 LIS L L L L L L
27.00 27.20 27.40 27.60
m/z 218.20 53.58%
TIPS
0..HPWNMWWWWWﬂ;.”HM.......,”..,.”.,..”,...w...
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
191.0
410.0
27.00 27.20 27.40 27.60
0
5000 69.0 109.0 m/z 55.10 41 _.07%
149.0 286.0
o229 L0 325.0367.0
T T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215946: A'-Neogammacer-22(29)-ene R RS BEE s L
191.0 27.00 27.20 27.40 27.60
m/z 95.10 40.80%
5000 9.0
55.
0....p”.ln..iﬂynh‘&%.: S S i scoag S ettt
m/z--> 50 100 150 200 250 300 350 400 450 500 27.00 27.20 27.40 27.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 28 6,10-Dimethyl-3-(1-methylet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
27 .45 13.66 ng/ul 1720010 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.10-Dimethvl-3-(1l-methvlethvlid... 206 C15H26 069239-71-0 50
2 1.1.6-trimethvl-3-methvlene-2-(3... 452 C33H56 1000373-94-5 49
3 1-Oxaspirol2.51octane. 5.5-dimet... 206 C14H220 1000195-92-1 38
4 1-Naphthalenepropanol. .alpha.-e... 308 C20H3602 000515-03-7 38
5 4,7-Methanoazulene, decahydro-1,... 206 C15H26 020478-88-0 38
Abundance Scan 4142 (27.450 min): BM013258.D (-4136) (-) m/z 205.20 100.00%
68.1 .
5000
323 409.4 " 27.20 27.40 27.60 27.80
oLk B30 h77 68.10  87.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66220: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene
41.0 82.0
121.0
5000 R SUMRILE BUML SURRIL IR
27.20 27.40 27.60 27.80
‘ 63.0 206.0 m/z 95.10 79.88%
oL “ IMI I\“I\h ...][ ‘.‘. .‘ I" - MM
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
95.0
55.0 R UM SRR BRI
27.20 27.40 27.60 27.80
5000 m/z 81.10 78.75%
185.0 .-
0 245.0285.0 336.0 379.0 437.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #66168: 1-Oxaspiro[2.5]octane, 5,5-dimethyl-4-(3-methyl-1,... Ll RRmea o S
40 .5 27.20 27.40 27.60 27.80
' m/z 67.10 71.09%
5000
1 35.0 206.0
0"‘HL Arkuvlh”'|"'w""|”"|"”|""l R SUNRIE SRR SO B
m/z--> 50 100 150 200 250 300 350 400 450 27.20 27.40 27.60 27.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013258.D

Aca On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample : 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 29 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.81 28.83 ng/ul 3630310 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 010219-75-7 84
2 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 70
3 1H-Cvcloproplelazulene. 1la.2.3.4... 204 C15H24 000489-40-7 56
4 Caparratriene 206 C15H26 1000374-08-7 55
5 Longifolenaldehyde 220 C15H240 019890-84-7 53
Abundance Scan 4203 (27.809 min): BM013258.D (-4195) (-) m/z 81.10 100.00%

1 189.1

5000

i

27.40 27.60 27.80 28.00 28.20
m/z 107.10 96.14%

39 257.1

i 316.2 371.1 4265 49015351

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64548: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
41.0 07.0 161.0

-

204.0
5000 LA B L L L L L L L LB
27. 40 27. 60 27. 80 28. OO 28. 20
‘ ‘ m/z 68.10 95.87%
0....‘,‘...,. e T At
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
41.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
93.0 27.40 27.60 27.80 28.00 28.20
5000 m/z 189.05 89.32%
133.0 189.0
L0 o LA o o e e e e N B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64570: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd... BEE e s E s e
41.0 105.0 27.40 27.60 27.80 28.00 28.20
' m/z 93.10 87.69%
161.0
5000 204.0 \\/L/A\\/‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27. 40 27. 60 27. 80 28. OO 28. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120717\
Data File : BM013258.D

Acq On : 08 Dec 2017 00:02

Operator : SJ/JU

Sample - 16719-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
Eucalyptol 8.00 7.2 ng/ul 458756 1 7.70 1283600 20.0
unknown-01 9.69 3.3 ng/ul 280388 2 10.47 1703080 20.0
Phenol, 2-methyl-_.. 11.79 2.0 ng/ul 173282 2 10.47 1703080 20.0
n-Hexadecanoic acid 17.99 8.4 ng/ul 1020850 4 17.09 2441010 20.0
14-Pentadecenoic ... 19.16 9.7 ng/ul 1187060 4 17.09 2441010 20.0
Octadecanoic acid 19.27 5.7 ng/ul 798509 5 21.27 2788940 20.0
(DEL) Alkane: Cyc... 20.00 2.1 ng/ul 288947 5 21.27 2788940 20.0
Oxalic acid, isob... 21.00 7.2 ng/ul 1009140 5 21.27 2788940 20.0
3.beta.-Hydroxy-5... 21.56 2.7 ng/ul 374111 5 21.27 2788940 20.0
(DEL) Alkane: Str... 21.87 37.8 ng/ul 5274730 5 21.27 2788940 20.0
unknown-02 21.99 31.3 ng/ul 4363980 5 21.27 2788940 20.0
unknown-03 22.05 10.6 ng/ul 1482090 5 21.27 2788940 20.0
unknown-04 22.31 12.0 ng/ul 1678560 5 21.27 2788940 20.0
4* ,5-Dihydroxy-7-... 22.50 25.9 ng/ul 3260530 6 23.51 2518790 20.0
1,19-Eicosadiene 22.56 2.9 ng/ul 370579 6 23.51 2518790 20.0
(DEL) Alkane: Str... 22.84 15.1 ng/ul 1905280 6 23.51 2518790 20.0
(DEL) Alkane: Cyc... 22.88 7.2 ng/ul 904903 6 23.51 2518790 20.0
Benzene, l-ethoxy... 23.20 27.2 ng/ul 3427510 6 23.51 2518790 20.0
Octadecanal 23.71 11.1 ng/ul 1391390 6 23.51 2518790 20.0
2-Methyl-6-tridec... 23.83 11.6 ng/ul 1458180 6 23.51 2518790 20.0
9-(4-Chlorobutana... 23.96 41.8 ng/ul 5269780 6 23.51 2518790 20.0
1-Heptacosanol 24.13 21.4 ng/ul 2697860 6 23.51 2518790 20.0
1,15-Hexadecadiene 25.23 10.8 ng/ul 1358180 6 23.51 2518790 20.0
(DEL) Alkane: Cyc... 25.80 7.6 ng/ul 961670 6 23.51 2518790 20.0
-gamma.-Sitosterol 26.54 10.0 ng/ul 1264410 6 23.51 2518790 20.0
Lup-20(29)-en-3-one 26.94 23.8 ng/ul 2993300 6 23.51 2518790 20.0
unknown-05 27.29 9.8 ng/ul 1239480 6 23.51 2518790 20.0
6,10-Dimethyl-3-(... 27.45 13.7 ng/ul 1720010 6 23.51 2518790 20.0
Naphthalene, 1,2,... 27.81 28.8 ng/ul 3630310 6 23.51 2518790 20.0
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