LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM092719MA .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 6.940 662 672 684 rBV2 418589 817217 1.20% 0.269%
2 7.104 694 700 708 rBV 301639 501506 0.74% 0.165%
3 7.304 727 734 745 rVB 445794 710217 1.04% 0.234%
4 7.769 804 813 822 rBV 595697 964427 1.42% 0.317%
5 8.010 842 854 862 rBV3 76182 179129 0.26% 0.059%
6 8.475 923 933 940 rBV 437895 746107 1.10% 0.245%
7 8.922 1001 1009 1018 rBV 377370 635102 0.93% 0.209%
8 9.639 1124 1131 1139 rBV 317052 519934 0.76% 0.171%
9 10.181 1213 1223 1238 rVB 502533 854926 1.26% 0.281%
10 10.345 1243 1251 1262 rBvV 82106 163262 0.24% 0.054%

11 10.557 1279 1287 1294 rBV 781891 1303973 1.92% 0.429%
12 10.692 1304 1310 1317 rBV 116099 200298 0.29% 0.066%
13 10.781 1317 1325 1342 rBV 225921 660039 0.97% 0.217%
14 12.733 1651 1657 1667 rBV 224540 375334 0.55% 0.123%
15 12.892 1679 1684 1702 rVB 149574 326646 0.48% 0.107%

16 13.539 1784 1794 1810 rBV 465546 1017149 1.50% 0.334%
17 13.675 1812 1817 1824 rVV 145029 226252 0.33% 0.074%
18 13.816 1833 1841 1845 rBV 788278 1103432 1.62% 0.363%
19 13.863 1845 1849 1854 rVB 329370 446474 0.66% 0.147%
20 14.098 1879 1889 1900 rBV 951493 1454600 2.14% 0.478%

21 14.404 1930 1941 1949 rBV2 1181038 1961923 2.89% 0.645%
22 14.616 1971 1977 1981 rBV 279377 441191 0.65% 0.145%
23 14.669 1981 1986 1995 rVB3 193351 384204 0.57% 0.126%
24 14.874 2016 2021 2026 rVB2 270485 397725 0.59% 0.131%
25 15.398 2104 2110 2118 rBV 1217181 1673627 2.46% 0.550%

26 15.516 2125 2130 2138 rBV 279404 389508 0.57% 0.128%
27 15.798 2170 2178 2182 rVV2 1970887 3039061 4._47% 0.999%
28 15.839 2182 2185 2188 rVV 409297 544329 0.80% 0.179%
29 15.874 2188 2191 2195 rVV 282155 390760 0.57% 0.128%
30 15.921 2195 2199 2202 rVV 243348 341364 0.50% 0.112%

31 15.968 2202 2207 2211 rVV3 221829 397018 0.58% 0.131%
32 16.033 2212 2218 2225 rVV 7099865 10090388 14.84% 3.318%
33 16.121 2229 2233 2235 rVV2 98692 147814 0.22% 0.049%
34 16.151 2235 2238 2247 rVB3 161948 262205 0.39% 0.086%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA .M
SVOA CALIBRATION

35 16.651 2318 2323 2329 rVB 463949 604983 0.89% 0.199%

36 16.768 2338 2343 2353 rVB3 87312 174513 0.26% 0.057%
37 16.868 2355 2360 2365 rBV 126176 175847 0.26% 0.058%
38 17.045 2384 2390 2399 rVB 855779 1207055 1.78% 0.397%
39 17.145 2399 2407 2416 rBV2 1235600 2026373 2.98% 0.666%
40 17.245 2416 2424 2432 rVV 1278705 2212029 3.25% 0.727%

41 17.351 2436 2442 2450 rVV 4767231 6818537 10.03% 2.242%
42 17.415 2450 2453 2457 rVV 126951 184562 0.27% 0.061%
43 17.492 2463 2466 2471 rVV3 118415 201423 0.30% 0.066%
44 17.545 2471 2475 2480 rVV3 169462 279285 0.41% 0.092%
45 17.610 2481 2486 2489 rVV 322515 477031 0.70% 0.157%

46 17.651 2489 2493 2506 rVV3 417545 834011 1.23% 0.274%
47 17.757 2508 2511 2516 rVv4 93557 158728 0.23% 0.052%
48 17.862 2525 2529 2536 rVV 240382 434549 0.64% 0.143%
49 18.045 2557 2560 2567 rVvV 325288 483801 0.71% 0.159%
50 18.115 2568 2572 2578 rVB 149022 217557 0.32% 0.072%

51 18.268 2593 2598 2602 rVB 236275 312472 0.46% 0.103%
52 18.421 2620 2624 2632 rVB 378489 542866 0.80% 0.178%
53 18.498 2632 2637 2647 rVB3 189026 334172 0.49% 0.110%
54 18.733 2673 2677 2686 rVB2 139914 218415 0.32% 0.072%
55 19.004 2716 2723 2729 rBV 1235374 1651050 2.43% 0.543%

56 19.539 2809 2814 2821 rVB 1497280 2031589 2.99% 0.668%
57 19.792 2853 2857 2867 rBV 1001035 1290437 1.90% 0.424%
58 20.056 2898 2902 2905 rBV 419847 517321 0.76% 0.170%
59 20.092 2905 2908 2913 rVB 1817936 1944260 2.86% 0.639%
60 20.333 2946 2949 2953 rVB2 203808 220223 0.32% 0.072%

61 20.527 2979 2982 2986 rBV 131081 145695 0.21% 0.048%
62 20.586 2987 2992 2996 rVB 462615 623892 0.92% 0.205%
63 20.762 3019 3022 3027 rVB3 144941 173002 0.25% 0.057%
64 20.856 3032 3038 3040 rBV 1938925 2435622 3.58% 0.801%
65 20.880 3040 3042 3048 rVB 1563136 1668261 2.45% 0.549%

66 21.051 3065 3071 3079 rVB2 6857507 9415753 13.85% 3.096%
67 21.133 3081 3085 3092 rVB 1814350 2184063 3.21% 0.718%
68 21.239 3097 3103 3111 rBV2 811518 1279325 1.88% 0.421%
69 21.327 3114 3118 3126 rVV 1562160 2098066 3.09% 0.690%
70 21.486 3142 3145 3148 rBV 988065 1146449 1.69% 0.377%

71 21.527 3148 3152 3157 rVB 998776 1218554 1.79% 0.401%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_M
= SVOA CALIBRATION

72 21.668 3172 3176 3178 rBV 697331 893971 1.32% 0.294%
73 21.703 3178 3182 3189 rVB 1236963 2096497 3.08% 0.689%
74 21.827 3199 3203 3210 rBV3 648292 980931 1.44% 0.323%
75 21.933 3215 3221 3232 rBV2 9968132 18962584 27.90% 6.235%

76 22.121 3251 3253 3257 rVB3 261815 301117 0.44% 0.099%
77 22.174 3258 3262 3265 rBV 752882 1229371 1.81% 0.404%
78 22.256 3271 3276 3283 rBV 3009818 4423396 6.51% 1.454%
79 22.327 3284 3288 3294 rVB 961809 1324855 1.95% 0.436%
80 22.392 3295 3299 3301 rBV 524853 740917 1.09% 0.244%

81 22.415 3301 3303 3309 rVB 617627 902877 1.33% 0.297%
82 22.562 3324 3328 3334 rBvV4 735800 1369522 2.01% 0.450%
83 22.615 3334 3337 3341 rVV 1211551 1679053 2.47% 0.552%
84 22.668 3341 3346 3356 rVB 2141331 3392855 4_.99% 1.116%
85 22.903 3380 3386 3390 rBV 4802674 8129278 11.96% 2.673%

86 22.950 3390 3394 3399 rVV 7238883 11748770 17.28% 3.863%
87 22.997 3399 3402 3407 rVB 1249758 1910016 2.81% 0.628%
88 23.439 3472 3477 3487 rVB 1152320 2285931 3.36% 0.752%
89 23.580 3497 3501 3514 rVB2 1368049 2768242 4_.07% 0.910%
90 23.786 3533 3536 3545 rVB 492752 819742 1.21% 0.270%

91 24.127 3589 3594 3601 rVB 1011979 1934617 2.85% 0.636%
92 24.215 3602 3609 3617 rVV 3078164 6301170 9.27% 2.072%
93 24.791 3702 3707 3716 rVB 790897 1705630 2.51% 0.561%
94 26.709 4021 4033 4047 rBV2 4428668 15636454 23.00% 5.141%
95 26.897 4052 4065 4080 rVB 7801065 27324482 40.20% 8.984%

96 27.097 4091 4099 4116 rVB2 1178732 3653829 5.38% 1.201%
97 27.268 4120 4128 4149 rVB6 1530604 6806047 10.01% 2.238%
98 27.679 4178 4198 4214 rVB3 13521825 67971950 100.00% 22.349%
99 28.015 4241 4255 4264 rBV2 4901201 18713800 27.53% 6.153%
100 28.291 4292 4302 4316 rVB2 1747213 6526908 9.60% 2.146%

Sum of corrected areas: 304143724
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM023128.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Benzyl alcohol Concentration Rank 57

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

8.01 3.71 ng/ul 179129 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvl alcohol 108 C7H80 000100-51-6 83
2 Benzvl alcohol 108 C7H80 000100-51-6 83
3 Benzvl alcohol 108 C7H80 000100-51-6 83
4 Benzvl alcohol 108 C7H80 000100-51-6 83
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 64

Abundance Scan 854 (8.010 min): BM023128.D (-842) (-) m/z 79.10 100.00%
57 79
108
5000 43
91
127 207 7.60 7.80 8.00 8.20 8.40
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5369: Benzyl alcohol
70 108
5000
7.60 7.80 8.00 8.20 8.40
51 91 m/z 108.10 69.59%
27 39 65
0 'Jh"“"P"'P"'I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5371: Benzyl alcohol
70 108
7.60 7.80 8.00 8.20 8.40
5000 m/z 77.00 61.75%
51
39 63 91
0...,.”.“;JW,W.NM.JW.,LM.,.”.,..”,....“...,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5370: Benzyl alcohol
79 108 7.60 7.80 8.00 8.20 8.40
m/z 107.00 52.91%
5000
51
91
39 63
ol 2 b b e N
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Catechol Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.50 ng/ul 163262 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Catechol 110 C6H602 000120-80-9 96
2 Catechol 110 C6H602 000120-80-9 91
3 Catechol 110 C6H602 000120-80-9 91
4 Resorcinol 110 C6H602 000108-46-3 64
5 Resorcinol 110 C6H602 000108-46-3 64
Abundance Scan 1252 (10.351 min): BM023128.D (-1243) (-) m/z 110.00 100.00%
110
5000
64
39 53 81 92 . 10,00 10.20 10.40 10.60
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5754: Catechol
110
5000 UARSRERA B! ---/wT
64 10.00 10.20 10.40 10.60
53 81 o m/z 63.00 18.98%
Orﬁg%ﬁlgﬁ*ﬂhlL'“Jh'L|'H”|"”|"”|"”|"“|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5752: Catechol
110
10100 1020 1020 10080
5000 m/z 81.00 16.52%
64
27 39 53 81 92
0||:|I-4|.||‘|||“|||‘|m||‘|||||M||l||||‘|||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5753 Catechol
110 10.00 10.20 10.40 10.60
m/z 92.00 12.51%
5000 64
27 39 53 81 g2
0.”.,ﬂmuﬂ.ﬂwpu.”Jﬂ.”,.J”,..”,..”,..”,..”,..” NN WY Y Y4 N A
m/z--> 20 40 60 100 120 140 160 180 200 10.00 10.20 10 40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Benzofuran, 2,3-dihydro- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
10.78 10.12 ng/ul 660039 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2.3-dihvdro- 120 C8H80 000496-16-2 83
2 Benzofuran. 2.3-dihvdro- 120 C8H80 000496-16-2 80
3 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 59
4 Catecholborane 120 C6H5B02 000274-07-7 52
5 Benzene, l-ethynyl-4-fluoro- 120 C8H5F 000766-98-3 47

Abundance Scan 1325 (10.781 min): BM023128.D (-1317) (-) m/z 120.10 100.00%
5000 o1 /L
39 65 [rerryrrrrrTTT T T T TTTTa
| 51 | 77 105 10.40 10.60 10.80 11.00
U RARERERERSRERER AP S T 1 e S m/z 91.05 51.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9391: Benzofuran, 2,3-dihydro-
91 120
5000 NS SUNIE I
10.40 10.60 10.80 11.00
39 63 m/z 119.10 26.71%
51
0 iz '}9?" SEBS PR S REBE RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9390: Benzofuran, 2,3-dihydro-
120
91 AR SRR SR SUNREE
10.40 10.60 10.80 11.00
5000 m/z 65.10 17.46%
39 65
1527 St 77 | 105 |
m/z--> 20 40 ' 80 100 120 140 160 180 200
Abundance #70359: N-Benzyl-2-phenethylamine
91 10.40 10.60 10.80 11.00
120 m/z 39.05 12.33%
5000
5
o 3951 | 77 | 105 | 134 158 178 211
m/z--> 20 40 60 80 100 120 140 160 180 200 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 4 Benzaldehyde, 4-hydroxy- Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
12.73 3.83 ng/ul 375334 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 4-hvdroxv- 122 C7H602 000123-08-0 96
2 Benzaldehvde. 4-hvdroxv- 122 C7H602 000123-08-0 94
3 Benzaldehvde. 4-hvdroxv- 122 C7H602 000123-08-0 94
4 Benzaldehvde. 3-hvdroxv- 122 C7H602 000100-83-4 91
5 Propanoic acid, 3-chloro-, 4-for... 212 C10H9CIO3 1000142-41-5 74
Abundance Scan 1656 (12.727 min): BM023128.D (-1651) (-) m/z 121.00 100.00%
5000 65 93 J
39 S S U ——
50 12.40 12.60 12.80 13.00
0 ,....,....-'|i..'-.'.,*':'..-??..:'.,19?..,'....,....,....,....,?97.. m/z 122.00 87.51%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #9894: Benzaldehyde, 4-hydroxy-
121
5000
39 e 93 12.40 12.60 12.80 13.00
m/z 65.05 39.53%
oL 15 27 ,l 53 L 76 | 105
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #9891: Benzaldehyde, 4-hydroxy-
121
12.40 12,60 12.80 13.00
5000 39 65 93 m/z 93.00 39.04%
50
0! 14 2 \77 | |
m/z--> 0 20 40 60 8 100 120 140 160 180 200
Abundance #9895: Benzaldehyde, 4-hydroxy-
121 12.40 12.60 12.80 13.00
m/z 39.05 24 .43%
5000 93
7] JMJ\\J\“
0 2] | Al 76 | 105
m/z--> 0 20 40 60 8 100 120 140 160 180 200 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Phenol, 4-propyl- Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
12.89 3.33 ng/ul 326646 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-propvl- 136 C9H120 000645-56-7 86
2 Benzenemethanol. .alpha.-ethvl- 136 C9H120 000093-54-9 86
3 Phenol. 2-propvl- 136 C9H120 000644-35-9 78
4 Phenol. 2-propvl- 136 C9H120 000644-35-9 72
5 Benzeneethanol, 4-hydroxy- 138 C8H1002 000501-94-0 64
Abundance Scan 1684 (12.892 min): BM023128.D (-1679) (-) m/z 107.05 100.00%
107
5000
77
39 51 g3 | o 12 176 207 12.60 12.80 13.00 13.20
T R S S L L L m/z 77.05 26 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16381: Phenol, 4-propyl-
107
5000
12.60 12.80 13.00 13.20
77 136 m/z 136.10 14 _.36%
oL1s 27 3 51 6 | 9 120 |
m/z--> 20 40 eb 80 100 120 140 160 180 200
Abundance #16498: Benzenemethanol, .alpha.-ethyl-
107
79 "12/60 1280 13,00 1320
5000 m/z 108.00 8.26%
15 27 39 ﬁ} 63 || %1 | 118 1?6
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16377: Phenol, 2-propyl- R REER.
107 12.60 12.80 13.00 13.20
m/z 50.95 7.90%
5000
77 136
. 39 5163 || a1 ;
mz-> 20 40 60 80 100 120 140 160 180 200 12:60 12.80 13.00 1320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 trans-Cinnamic acid Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.54 10.37 ng/ul 1017150 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Cinnamic acid 148 C9H802 000140-10-3 97
2 trans-Cinnamic acid 148 C9H802 000140-10-3 97
3 trans-Cinnamic acid 148 C9H802 000140-10-3 97
4 2-Propenoic acid. 3-phenvl- 148 C9H802 000621-82-9 96
5 2-Propenoic acid, 3-phenyl- 148 C9H802 000621-82-9 96
Abundance Scan 1794 (13.539 min): BM023128.D (-1784) (-) m/z 147.00 100.00%
147
5000 103 /L
13.20 1340 13.60 13.80
0 L2 m/Z 148.10  70.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23247: trans-Cinnamic acid
148
103
5000 77 AR AR NUNAREE
Bmmmmmmm
51 131 m/z 103.10 50.31%
o 27 38 63 89 120
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23248: trans-Cinnamic acid
148
13.20 13.40 13.60 13.80
5000 . 103 m/z 77.05 39.68%
51
91 131
120
..1.5|.2.7..3|9....F?...l....l....l....l. "'I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23242: trans-Cinnamic acid
147 13.20 13.40 13.60 13.80
m/z 51.05 27.01%
103
5000 51 7
91
131
120
0 ”1|5||2|7||\ | ‘ \‘\ = \” S mma s T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Acetophenone, 4°-hydroxy- Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.31 ng/ul 226252 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetophenone. 4"-hvdroxv- 136 C8H802 000099-93-4 94
2 Acetophenone. 4"-hvdroxv- 136 C8H802 000099-93-4 94
3 Ethanone. 1-(2-hvdroxvphenvl)- 136 C8H802 000118-93-4 94
4 Ethanone. 1-(2-hvdroxvphenvI)- 136 C8H802 000118-93-4 91
5 Ethanone, 1-(2-hydroxyphenyl)- 136 C8H802 000118-93-4 91
Abundance Scan 1816 (13.669 min): BM023128.D (-1812) (-) m/z 121.00 100.00%
»1
5000
65 93 136
39 DA DA U B B
53 77 13.40 13.60 13.80 14.00
I V-5 ,-l.|-. A 2Ol L 148207 "m/z 93.00  33.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16303: Acetophenone, 4'-hydroxy-
121
5000
93 136 13.40 13.60 13.80 14.00
39 65 m/z 136.00 28.86%
oL 15 27 | 53 J 7 | 107
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16306: Acetophenone, 4'-hydroxy-
121
' 13.40 13.60 13.80 14.00
5000 136 m/z 65.10 24 _.67%
65 93
39
0 27 “ | ?3 ‘h‘ 77 ‘ 107 | |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16336: Ethanone, 1-(2-hydroxyphenyl)-
121 13.40 13.60 13.80 14.00
m/z 39.05 13.97%
5000 136
43 % 93
15 2\7 \‘ ‘ \§4 \‘M 7\7 ‘\ 107 ‘ |
m/z--> 20 40 60 80 100 120 140 160 180 200 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 unknown-01 Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.

14 .67 3.92 ng/ul 384204 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dill-(3.4-methvlenedioxvphenvl)-_.. 355 C21H25N04 1000378-88-6 47
2 2H-2.4a-Ethanonaphthalen-8(5H)-0... 220 C15H240 032391-46-1 38
3 Methanol. (l-amino-2-benzimidazo... 163 C8H9N30 156576-15-7 38
4 2-Propanone. 1-(3.5.5-trimethvl-... 178 C12H180 016695-72-0 35
5 7R,8R-8-Hydroxy-4-isopropylidene... 220 C15H240 161362-94-3 30

Abundance Scan 1986 (14.669 min): BM023128.D (-1981) (-) m/z 163.10 100.00%

3 220

5000
14.40 14.60 14.80 15.00
0 LT- m/z 220.20 99.82%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #187342: di[1-(3,4-methylenedioxyphenyl)-2-propyllmethylamine
220
163
5000 LA IL L L L L L LB
135 14.40 14.60 14.80 15.00
77 105 m/z 145.05 50.81%
oL 22 ..| a 121 || 147 | 192 204
,,,,,,,,, —
m/z--> 40 80 100 120 140 160 180 200 220
Abundance #77604. 2H-2,4a-Ethanonaphthalen-8(5H)-one, hexahydro-2,5,...
220
4 191 14.40 14.60 14.80 15.00
5000 81 93 121 m/z 91.05 37.20%
7 107 135 164
AL e
0 {1 Y -
m/z--> 40 60 80 100 120 140 220
Abundance #33099: Methanol, (1-amino-2- ben2|m|dazolyl) R e e R AR
163 14.40 14.60 14.80 15.00
m/z 41.10 34.73%
145
5000
90
51 g4 77 ‘ 105 17 13 ‘
A ‘m_ B0 i ' SN g SO YEN £ WY PP
m/z--> 40 80 100 120 14 160 180 200 220 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 unknown-02 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
14.87 4_.05 ng/ul 397725 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethvl-1.3.5.7-octatetraen... 134 C10H14 000460-01-5 25
2 Acetic acid. T4-(1-hvdroxv-1-met... 212 C12H2003 1000197-22-2 16
3 6.7-Dimethvl-1.2.3.5.8.8a-hexahv... 162 C12H18 107914-92-1 15
4 1.4-Cyclohexadiene. 3-ethenvl-1.... 134 C10H14 062338-57-2 11
5 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C10H14 000460-01-5 11
Abundance Scan 2020 (14.869 min): BM023128.D (-2016) (-) m/z 59.10 100.00%
59 121
5000 43 159
131 147
H | 14.60 14.80 15.00 15.20
Ob it m/z 121.00 84.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14918: 2,6-Dimethyl-1,3,5,7-octatetraene, E,E-
1
119
5000 41 77 134
14.60 14.80 15.00 15.20
51 65 105 m/z 105.05 60.17%
0 "'hl””hl'”'l"'w""l”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70921: Acetic acid, [4-(1-hydroxy-1-methylethyl)cyclohex-...
43 59
9 a R DA SUNILN B SR
14.60 14.80 15.00 15.20
5000 m/z 119.05 56.81%
119 134
28 109 ‘ 152
0 |.‘l“. - I "“i MHH ‘H\u ““. - ""I — . ———— |1|9|4| ———r
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #32333: 6,7- Dlmethyl 1,2,3,5,8,8a-hexahydronaphthalene
14.60 14.80 15.00 15.20
m/z 91.05 52.58%
5000
o} R T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 2-Naphthalenemethanol, 1,2,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.80 30.00 ng/ul 3039060 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenemethanol. 1.2.3.4.4_... 222 C15H260 001209-71-8 87
2 .delta.-Selinene 204 C15H24 028624-23-9 76
3 4.7-Methanoazulene., 1.2.3.4.5.6.... 204 C15H24 000514-51-2 70
4 4.7-Methanoazulene. 1.2.3.4.5.6.... 204 C15H24 000514-51-2 70
5 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 70
Abundance Scan 2178 (15.798 min): BM023128.D (-2170) (-) m/z 161.10 100.00%
161 189
59 204
91
5000 107 133
43 147
175 15.40 15.60 15.80 16.00 16.20
222
0 ..J.||.-,.'|!|~..||.~..'.,....,.'...,........,....2?.1. m/z 189.15  94_02%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79489: 2-Naphthalenemethanol, 1,2,3,4,4a,5,6,7-octahydro-...
59 161 189
43 204
91
5000 107 133
15.40 15.60 15.80 16.00 16.20
[ 147 m/z 59.05 66.86%
|| 175 222
0 ”'“JL'l'AI' ”'m'“l“'w'“'w'
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64310: .delta.-Selinene
161 189204
15.40 15.60 15.80 16.00 16.20
5000 a1 Qlum m/z 204.15 61.77%
5 1 9133
b b
OI H..‘i“..“l‘.‘l‘ﬁ“.‘..Hi”. ; H‘\ H‘\ \Hh Hh .‘i“...‘lln ‘... R E e EARRE R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64516: 4,7-Methanoazulene, 1,2,3,4,5,6,7,8-octahydro-1,4,... LI L B
119 161 189 15.40 15.60 15.80 16.00 16.20
a m/z 91.05 46 .39%
105
91
5000 204
55 7 133
147
‘ 175
o \WHMH\ U Mkl N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 (-)-Aristolene Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
15.84 5.37 ng/ul 544329 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Aristolene 204 C15H24 006831-16-9 62
2 .alpha.-Muurolene 204 C15H24 031983-22-9 53
3 Naphthalene. 1.2.4a.5.6.8a-hexah... 204 C15H24 024406-05-1 43
4 _.alpha.-Muurolene 204 C15H24 010208-80-7 43
5 _alpha.-Muurolene 204 C15H24 031983-22-9 38
Abundance Scan 2185 d§15.839 min): BM023128.D (-2182) (-) m/z 105.10 100.00%
105
5000 161
59 91 147
43 133 189504
77 119 176 081 15.60 15.80 16.00 16.20
o m/z 161.10 35.32%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64278: (-)-Aristolene
105
5000 o1 161
41 119433147 15.60 15.80 16.00 16.20
55 133 189204 m/z 147.10 28.44%
7
27 175
0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64320: .alpha.-Muurolene
105
161 15,60 15.80 16.00 16.20
5000 m/z 91.10 25.98%
41 81
) o7 | 55
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64527: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-...
105 15.60 15.80 16.00 16.20
161 m/z 59.10 25.12%
5000
4 81
27 | 55
o e e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
15.87 3.86 ng/ul 390760 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 78
2 Guaiol 222 C15H260 000489-86-1 62
3 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 010219-75-7 60
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 60
5 5-Azulenemethanol, 1,2,3,4,5,6,7... 222 C15H260 013822-35-0 58
Abundance Scan 2190 (15.868 min): BM023128.D (-2188) (-) m/z 161.10 100.00%

59 119 161
5000 93
43 79 147 204
13 189
\ || | 081 15.60 15.80 16.00 16.20
Ol et m/z 59.10 98.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64543: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161
105 204

15.60 15.80 16.00 16.20
m/z 119.10 86.64%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79367: Guaiol
161
59

15.60 15.80 16.00 16.20
5000 m/z 107.10 54 _79%

189204
222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64550: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...

0
161 15.60 15.80 16.00 16.20
a1 o3 m/z 93.10 46.37%
204
5000
0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 N-_.alpha.-t-Boc-L-lysine Concentration Rank 58

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

15.92 3.37 ng/ul 341364 Phenanthrene-d10 17.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-.alpha.-t-Boc-L-lvsine 246 C11H22N204 013734-28-6 56
2 Tricvclol4.4.0.0(2.7)1dec-8-ene-. .. 220 C15H240 041370-56-3 38
3 1.3-Dioxolane-4.5-dimethanol. 2.... 162 C7H1404 073346-74-4 22
4 (+)-2.3-0-1sopropvlidene-L-threitol 162 C7H1404 050622-09-8 22
5 2-Butenoic acid, 3-(phenylamino)... 205 C12H15NO2 006287-35-0 18

5000

(o]

Abundance Scan 2199 (15.921 min): BM023128.D (-2195) (-)
50 159
5000 43
o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #98499: N-.alpha.-t-Boc-L-lysine

m/z 59.10 100.00%

15.60 15.80 16.00 16.20

m/z 159.05 85.00%

15.60 15.80 16.00 16.20

m/z 105.10 51.63%

15.60 15.80 16.00 16.20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #77641: Tricyclo[4.4.0.0(2,7)]dec-8-ene-3-methanol, .alpha...
59
105 162
5000 " o1 11913
77 147
187 202
OFrr+y .‘. ‘. .‘, - .‘. Lally .W‘. . W‘. ol ol ol e e 220 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32566: 1,3-Dioxolane-4,5-dimethanol, 2,2-dimethyl-, (4R-t...
59
43
5000 147
31 87 131
,,,,,,,,,  RRAREE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

m/z 91.05 43 .55%

15.60 15.80 16.00 16.20

m/z 106.10 42 _.56%

15.60 15.80 16.00 16.20

SOM-EPA-BM092719MA_M Mon Oct 14 11:38:33 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Benzene, 1,2,4-triethyl- Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.92 ng/ul 397018 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-triethvl- 162 C12H18 000877-44-1 70
2 Benzene. hexamethvl- 162 C12H18 000087-85-4 64
3 Benzene. l1l-methoxv-4-(1l-methvl-2... 162 C11H140 018272-83-8 58
4 Benzene. 1.4-bis(l-methvlethvI)- 162 C12H18 000100-18-5 58
5 Benzene, 1-(1,1-dimethylethyl)-4._.. 162 C12H18 007364-19-4 58
Abundance Scan 2207 (15.968 min): BM023128.D (-2202) (-) m/z 147.10 100.00%
147
59 162
5000
1 105
‘ 119133 60 15.80 16.00 16.20
15.60 15.80 16.00 16.
0 "'|""'|" |I |||. l7| i il |.l||l|.||.||| II ..||...1.7|9.:.L??2.q7.. “2|3=6””|”|?|8f|-| m/z 162.10 71.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32250: Benzene, 1,2,4-triethyl-
147
133
162
5000 L UN R U BRI UL
119 1560 1580 16.00 16.20
. 108 m/z 59.10 69.03%
ol 214l 63 7.7 . |.l| ol
iz % 45 & 85 '1'66' 120 140 160 180 200 220 240 260 280
Abundance #32236: Benzene, hexamethyl-
147
15.60 15.80 16.00 16.20
5000 162 m/z 105.10 32.06%
a1
0 15 39 o3 N 71 1?513-9:!\'\33 ‘ I
iz 20 A 80 80 150 110 130 160 T80 500 330 230 % 2%
Abundance #32198: Benzene, 1-methoxy-4-(1-methyl-2-propenyl)-
147 15.60 15.80 16.00 16.20
m/z 91.10 28.22%
5000 162
91
115 131
0...,...?ﬁ..u.?ﬁ.ﬁ?..M.Hw.ﬂh..hk N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20

SOM-EPA-BM092719MA_M Mon Oct 14 11:38:34 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 _alpha.-Bisabolol Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
16.15 2.59 ng/ul 262205 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Bisabolol 222 C15H260 000515-69-5 64
2 cis-Thuiopsene 204 C15H24 000470-40-6 56
3 .alpha.-Bisabolol 222 C15H260 000515-69-5 46
4 _alpha.-Bisabolol 222 C15H260 000515-69-5 46
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 45
Abundance Scan 2238 (16.151 min): BM023128.D (-2235) (-) m/z 69.10 100.00%
¢ 119
43
5000 93
147,
133 189274220 281 15.80 16.00 16.20 16.40
o’ m/z 119.10 87.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79405: .alpha.-Bisabolol
109
69
5000
15.80 16.00 16.20 16.40
m/z 109.10 86.31%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64279: cis-Thujopsene
9

15.80 16.00 16.20 16.40

41
m/z 43.10 73 .36%

5000

147161 _ 189
175

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79403: .alpha.-Bisabolol
43 15.80 16.00 16.20 16.40
m/z 41.10 62.29%
5000 69 119

0 "'I""|l‘-‘-‘.”‘|.‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40

SOM-EPA-BM092719MA_M Mon Oct 14 11:38:34 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Tri(2-chloroethyl) phosphate Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
16.65 5.97 ng/ul 604983 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tri(2-chloroethvl) phosphate 284 C6H12CI1304P 000115-96-8 95
2 Tri(2-chloroethvl) phosphate 284 C6H12CI1304P 000115-96-8 93
3 Tri(2-chloroethvl) phosphate 284 C6H12CI1304P 000115-96-8 90
4 Ethene. (2-chloroethoxv)- 106 C4H7CIO 000110-75-8 47
5 1-Chloroethyl sulfone 190 C4H8CI1202S 010038-07-0 47

Abundance Scan 2323 (16.651 min): BM023128.D (-2318) (-) m/z 63.00 100.00%
63
249
205
5000
' 16.40 16.60 16.80 17.00
o} m/z 249.00 71.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131485: Tri(2-chloroethyl) phosphate
63 249
205
5000 143 HRA AR SR SO B
99 16.40 16.60 16.80 17.00
223 m/z 205.00 58.52%
45 81 | | 161 187 |
0'“I”“IJ“I"4“'%'”%'“%'“Wh”ﬁ'k"L"hh'”LP”'P'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131483: Tri(2-chloroethyl) phosphate
63
249 U AR B SR B
143 16.40 16.60 16.80 17.00
5000 205 m/z 251.00 48.18%
27 117 223
‘ 49 ‘ 161 187 ‘
0'“I”'W'”WL”'P'”P'”I””I”'W”'W'” “"LN ”LI“'E?E'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131484: Tri(2-chloroethyl) phosphate s B
27 63 16.40 16.60 16.80 17.00
m/z 143.00 45_.90%
5000 249
99 105 143 05
49 81 223
161 187
0 "'I""I""IJ""I""I'"'I""I""I""I""I"" ‘.‘..‘. ..‘.‘.luu .?.8.5..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 unknown-03 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
17.04 11.91 ng/ul 1207060 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1l.1-dimethvlethvI)-4_._.. 164 C11H160 005396-38-3 49
2 Cvclohexane. 1.1.4.4-tetramethvl... 164 C12H20 1000154-20-4 43
3 Benzene., 1-(1.1-dimethvlethvl)-4._._. 164 C11H160 005396-38-3 43
4 Phenol. 4-(l1.1-dimethvlethv)-2-_... 164 C11H160 000098-27-1 38
5 2-Naphthalenemethanol, 2,3,4,4a,... 222 C15H260 063891-61-2 38
Abundance Scan 2389 (17.039 min): BM023128.D (-2384) (-) m/z 149.10 100.00%
149
59
43
5000 109
123
8t 95 164 ﬁrﬁA—vyJV
189
207 16.80 17.00 17.20 17.40
0 225 281 m/z 59.10 70.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33659: Benzene, 1-(1,1-dimethylethyl)-4-methoxy-
149
5000 U DU SN SN B
16.80 17.00 17.20 17.40
121 164 m/z 43.05 61.17%
27 41 63 77 9L 197 | 1P°
O L =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33798: Cyclohexane, 1,1,4,4-tetramethyl-2,5-dimethylene-
149
% 107
16.80 17.00 17.20 17.40
5000 m/z 109.05 42 _.10%
164
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33658: Benzene, 1-(1,1-dimethylethyl)-4-methoxy-
149 16.80 17.00 17.20 17.40
m/z 123.05 36.27%
5000
121 164
m/z--> 20 Jo éo 80 160 120 140 1éo 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 2-Naphthalenemethanol, deca... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.35 67.30 ng/ul 6818540 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 50
2 Phthalic acid. butvl 4-fluoroben... 330 C19H19F04 1000377-74-3 27
3 1H-Indene. l-ethvlideneoctahvdro... 164 C12H20 056362-87-9 25
4 Phthalic acid. propvl 2.2.2-trif... 366 C19H17F304 1000377-70-0 22
5 2"-Hydroxy-4-",5"-dimethylacetoph... 164 C10H1202 036436-65-4 18
Abundance Scan 2442 (17.351 min): BM023128.D (-2436) (-) m/z 149.10 100.00%
59 149
43
5000 81 109
133 || 367 189 17.00 17.20 17.40 17.60
207 : : : :
o 225 281 m/z 59.05 91.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79503: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4...
59
5000
149 17.00 17.20 17.40 17.60
g1 108 m/z 43.10 73 .33%
0 I“IIIIIIIIII“”IIII ..'.. 133 189 07
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #169174: Phthalic acid, butyl 4-fluorobenzy! ester
109 149
17.00 17.20 17.40 17.60
5000 m/z 109.10 51.31%
83 206
132
ol @ S Ll W L | 229 256 330
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #33797: 1H-Indene, 1-ethylideneoctahydro-7a-methyl-, cis-
a 149 17.00 17.20 17.40 17.60
93 m/z 71.10 41.69%
61 121
5000
Obrrrprrym R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 unknown-04 Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
17.54 2.76 ng/ul 279285 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(6.6-dimethvl-1... 178 C12H180 065133-79-1 25
2 1.8-Dichloroocta-1.7-diene-3.5-d... 170 C8H4CI2 1000306-85-7 12
3 2-Ethoxvphenvl isocvanate 163 C9HONO2 005395-71-1 11
4 3-Carene. 4-acetvl- 178 C12H180 1000156-14-1 10
5 5,5,8-Trimethyl-nona-3,6,7-trien... 178 C12H180 1000185-69-2 10
Abundance Scan 2474 (17.539 min): BM023128.D (-2471) (-) m/z 43.10 100.00%
43

5000 59 135 152
109 170

-

17.20 17.40 17.60 17.80

0 m/z 59.05 46 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44062: 3-Buten-2-one, 4-(6,6-dimethyl-1-cyclohexen-1-yl)-
43
121
5000
135 178 17.20 17.40 17.60 17.80
93107 163 m/z 55.05 42 .36%
29 ‘ | |h 149
0 ...,...!|, .'.':'," i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38749: 1,8-Dichloroocta-1,7-diene-3,5-diyne
135 170
_'—I—'_'_'_'—I_'—'_'_'—I—'_'_'_'—I—'_'_'_'—I—
17.20 17.40 17.60 17.80
5000 m/z 152 .05 40.25%

50 76 99 117 |

%

Orrrrrrrrrrer e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33153: 2-Ethoxyphenyl isocyanate
135 17.20 17.40 17.60 17.80
m/z 41.05 39.13%
163
5000 79
51
106
0 |H “l “ FS ‘I ‘ T 12|0 |149|‘ T T T
LU L L L L L L L L LB LU L LI LU BLNLILNLEN LB LN BLRLELEL R _l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 unknown-05 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
17.61 4.71 ng/ul 477031 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 27
2 Pentanedioic acid. 2-chloro-. di... 194 C7H11Cl104 085822-17-9 27
3 2-Methvl-5-chloropentanol-2 136 C6H13CIO 007712-59-6 25
4 2-Propanol. 1-T1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 22
5 7-Octen-2-ol, 2-methyl-6-methylene- 154 C10H180 000543-39-5 22
Abundance Scan 2486 (17.610 min): BM023128.D (-2481) (-) m/z 59.10 100.00%
50
5000 147
43 . L SR S
17.20 17.40 17.60 17.80 18.00
I A 2p= 8L | “n/z 147.10 42.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28360: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-
50
5000 LRI BRI B SUNN B

17.20 17.40 17.60 17.80 18.00
m/z 91.10 26.40%

81
95 123
.,.'."..',|...|. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56650: Pentanedioic acid, 2-chloro-, dimethyl ester
59
134 163

17120 1740 17.60 17.80 18.00
5000 4l m/z 105.10 26.21%

27
o 177 195
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16087: 2-Methyl-5-chloropentanol-2

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
59 17.20 17.40 17.60 17.80 18.00
m/z 43.05 21.56%

43
5000
85 121
0 20 | || 108 ‘\

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80 18.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 unknown-06 Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
17.65 8.23 ng/ul 834011 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-1-Benzopvran. 3.4-dihvdro-2.2... 162 C11H140 001198-96-5 38

2 Pvridine. 2.5-dimethvyl- 107 C7HON 000589-93-5 25
3 Benzene. hexamethvl- 162 C12H18 000087-85-4 25
4 Tricvclol3.2.1.02.71oct-3-ene. 2... 162 C12H18 062338-44-7 15
5 Dewar benzene, hexamethyl- 162 C12H18 007641-77-2 15
Abundance m/z 147.10 100.00%

Scan 2493 (17.651 min): BM023128.D (-2489) (-)
147

5000

|,

17. 40 17. 60 17. 80 18.00

(0} m/z 107.10 75.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32185: 2H-1-Benzopyran, 3,4-dihydro-2,2-dimethyl-
107
162
5000
47 17.40 17.60 17.80 18.00
m/z 59.10 73.50%
77 91 133
53
Ol i el sy e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5184: Pyridine, 2,5-dimethyl-
107
L e e e
17.40 17.60 17.80 18.00
5000 m/z 109.10 63.33%
79
39
65
L NN | B0 N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32237: Benzene, hexamethyl-
147 17.40 17.60 17.80 18.00
m/z 93.05 61.52%

162
5000
27 41 55 77 911051191§3 I |
e e 2 R RARR R RE

20 40 60 80 100 120 140 160 180 200 220 240 260 280

17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 unknown-07 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
17.86 4.29 ng/ul 434549 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(4-Hvdroxv-3-isopropenvl-4.7.7... 236 C15H2402 098419-02-4 14
2 4.4-Dimethvl-3-(3-methvlbut-2-en... 236 C15H2402 098419-10-4 14
3 4-Hvdroxv-.beta.-ionone 208 C13H2002 116296-75-4 12
4 Furan. 2.2"-methvlenebisl5-methvl- 176 C11H1202 013679-43-1 11
5 1,4,4-Trimethylcyclohex-2-enecar... 168 C10H1602 103262-04-0 10
Abundance Scan 2529 (17.862 min): BM023128.D (-2525) (-) m/z 43.10 100.00%
48
59 123
5000

93

17.60 17.80 18.00 18.20
m/z 59.10 57.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

o

Abundance #90793: 1-(4-Hydroxy-3-isopropenyl-4,7,7-trimethyl-cyclohe...
43
5000
123 17.60 17.80 18.00 18.20
o1 107 R m/z 123.10 54.69%
77 | |
ol A T ST <. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90777: 4,4-Dimethyl-3-(3-methylout-2-enylidene)octane-2,7...
43
17.60 17.80 18.00 18.20
5000 m/z 176.10 44 _13%
6o 91 107 1% 165 221
Ok 2Lt b e o AT LATO 208 70 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67682: 4-Hydroxy-.beta.-ionone
43 17.60 17.80 18.00 18.20
m/z 133.05 38.25%
5000 109

208

193

‘ 69 91 137152165
m \“‘\ HL\ ‘Hm ‘H“d “ 79

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17.80 18.00 18. 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 n-Hexadecanoic acid Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
18.04 4.78 ng/ul 483801 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2559 (18.039 min): BM023128.D (-2557) (-) m/z 73.10 100.00%
43 78
5
5000
129
97 213 e R —
15 | 143187171185199 | 2p7 256 - 1780 18,00 18.20 18.40
Obrrrprrre s m/z 43.10 86.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 78
5
5000 29 256 LRI UL BN BUURELN R
ﬂmmmmmmm
21 m/z 60.00 85.85%
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
17.80 18.00 18.20 18.40
5000 129 m/z 57.10 71.68%
157 213
o ‘ | JH, 143 171185199
m/z--> "55"25"60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R e A BRa
43 78 17.80 18.00 18.20 18.40
57 m/z 55.10 67 .59%
5000 129
29
‘ 143157171185199 242
0..1.5,.‘a..‘i‘:‘.. R AR Em s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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

o

Peak Number 25 unknown-08 Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.

18.12 2.15 ng/ul 217557 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 35
2 Cvclohexanemethanol. 4-ethenvl-.... 222 C15H260 000639-99-6 22
3 2-Naphthalenemethanol. 2.3.4.4a.... 222 C15H260 063891-61-2 22
4 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 15
5 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 14
Abundance Scan 2573 (18.121 min): BM023128.D (-2568) (-) m/z 59.05 100.00%

% 218
163
5000 43 149 203
105119 135 190 A RN AR R

| “ h ”| [ 081 17.80 18.00 18.20 18.40

S TR R A b 22k Tm/z 218.20 82.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218

41 91 133 203

5000 147161175

17.80 18.00 18.20 18.40
m/z 163.10 52.20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79509: Cyclohexanemethanol, 4-ethenyl-.alpha.,.alpha.,4-t...
59

17.80 18.00 18.20 18.40
m/z 203.10 41.21%

5000
O,H.WWJL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79513: 2-Naphthalenemethanol, 2,3,4,4a,5,6,7,8-octahydro-...
59 149 17.80 18.00 18.20 18.40
m/z 149.00 37.82%
5000 81 108 164
41 121
| ‘ ‘ 135 189204
o b b e Bl R | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 unknown-09 Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
18.27 3.08 ng/ul 312472 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Z-.alpha.-Bisabolene epoxide 220 C15H240 1000131-71-1 20
2 Cvclohexanone. 2-(3-oxobutvl)- 168 C10H1602 026942-62-1 10
3 Ledol 222 C15H260 000577-27-5 10
4 Cedranoxide. 8.14- 220 C15H240 018319-31-8 10
5 Propanoic acid, 2-bromo-, ethyl ... 180 C5H9BrO2 000535-11-5 10
Abundance Scan 2598 (18.268 min): BM023128.D (-2593) (-) m/z 43.10 100.00%
48
5000 % g4 107 -
179 e AN Raan
‘l 121 197 220 251 1800 18.20 18.40 18.60
Ol el m/z 59.05 45 _.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77571: trans-Z-.alpha.-Bisabolene epoxide
43
5000 SR UL SUNILE BUURN BUR
93 109 18.00 18.20 18.40 18.60
79 135 m/z 162.05 39.96%
9
o 159 977191 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36382: Cyclohexanone, 2-(3-oxobutyl)-
43 111

18.00 18.20 18.40 18.60
m/z 107.05  39.17%

5000
29
o ,.‘a‘..‘i‘l.‘.
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79360: Ledol R B RN Ra R
43 18.00 18.20 18.40 18.60
m/z 98.10 38.28%
69
5000
29
Ol.h..‘i‘a‘.‘a“l“‘,.‘ e e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 2-Methoxybenzoic acid, benz... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
18.42 5.36 ng/ul 542866 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methoxvbenzoic acid. benzvl ester 242 C15H1403 075679-47-9 90
2 Ethanone. 2-(2-hvdroxvphenoxv)-1... 242 C15H1403 1000269-83-9 81
3 m-Anisic acid. 3-methvlphenvl ester 242 C15H1403 1000307-79-8 72
4 Aniracetam 219 C12H13NO3 072432-10-1 59
5 Benzoic acid, 2-methoxy-, 2-meth... 222 C13H1803 1000375-39-5 59
Abundance Scan 2624 (18.421 min): BM023128.D (-2620) (-) m/z 135.10 100.00%
135
91
5000
%\ 63. 197 a1 18.20 18.40 18.60 18.80
39 108 1 . . . .
ol opld LBy d TPipol 224 | 288 35 puotor 10 7. 17%
m/z--> 50 100 150 200 250 300 350
Abundance #95750: 2-Methoxybenzoic acid, benzyl ester
o1 135
5000 R SN BN RN I
18.20 18.40 18.60 18.80
65 242 m/z 77.10 26.94%
oLy 108 192 197 o |
m/z--> 50 100 150 200 250 300 350
Abundance #95791: Ethanone, 2-(2-hydroxyphenoxy)-1-(3-methylphenyl)-
135
" 18.20 18.40 18.60 18.80
5000 m/z 242.10 18.62%
77 107 242
3351 || ‘ 152 181 224 l
m/z--> 50 100 150 200 250 300 350
Abundance #95752: m-Anisic acid, 3-methylpheny! ester B o B!
135 18.20 18.40 18.60 18.80
m/z 92.05 16.50%
5000
47 107 242
0 'ﬁl" — "1?% UL UL SR WU B U SRR RN I
m/z--> 50 100 150 200 250 300 350 18.20 18.40 18.60 18.80

SOM-EPA-BM092719MA_M Mon Oct 14 11:38:40 2019 Page: 30



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 unknown-10 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
18.50 3.30 ng/ul 334172 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4(1H)-Pvrimidinone. 2-amino-1-I2... 283 C12H17N305 005975-05-3 38
2 3-Thiosemicarbazidopvridazine 1-... 185 C5H7N50S 002096-29-9 35
3 5-Hvdroxv-4-hvdroxvmethvl-1-(1-h... 186 C10H1803 087096-72-8 22
4 trans-5-Isopropvl-6.7-epoxv-8-hv... 228 C13H2403 058002-07-6 14
5 2-Naphthalenemethanol, decahydro... 222 C15H260 000473-15-4 12

Abundance Scan 2637 (18.498 min): BM023128.D (-2632) (-) m/z 43.10 100.00%

43
111
5000 170
69

18 20 18. 40 18 60 18. 80
194 267 341
0 g a 221 00 S m/z 59.10 75.42%

m/z--> 50 100 150 200 250 300 350
Abundance #129720: 4(1H)-Pyrimidinone, 2-amino-1-[2,3-O-(1-methyleth...
43

5000
1820 1840 18,60 18.:80
m/z 111.05 49.46%

04
m/z--> 50 100 150 200 250 300 350
Abundance #49593: 3-Thiosemicarbazidopyridazine 1-oxide
59

1820 1840 18.60 18.80
5000 m/z 112.10 42 _48Y%

18
111 152
39 8
J.m%"ﬁ!ﬁmiﬂqj ek, A.L%g?,.. —
m/z--> 50 100 150 200 250 300 350
Abundance #49920: 5-Hydroxy-4-hydroxymethyl-1-(1-hydroxy-1-isopropyl...
59

18.20 18.40 18.60 18.80
m/z 109.10 39.81%

5000 79
108 135
I |u ITNE

0L ———r—ll —— e S

m/z--> 50 150 200 250 300 350 18 20 18. 40 18.60 18.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 unknown-11 Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
18.73 2.16 ng/ul 218415 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-chloro-. 1-methv... 198 C10H11CIl02 022913-11-7 27
2 2-Pentvne-1.4-diol. 1-(2-furanvl... 180 C10H1203 1000351-33-1 25
3 5-Hvdroxv-4-hvdroxvmethvl-1-(1-h... 186 C10H1803 087096-72-8 16
4 2-Methvl-5-(2.6.6-trimethvl-cvcl... 240 C15H2802 060714-01-4 16
5 Cyclopentanemethanol, 1-hydroxy-... 224 C14H2402 088725-85-3 14
Abundance Scan 2676 (18.727 min): BM023128.D (-2673) (-) m/z 59.10 100.00%
59
81 139
5000 95
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
‘ 198 523238 265 18.40 18.60 18.80 19.00
Ob el m/z 43.10 93.02%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59176: Benzoic acid, 4-chloro-, 1-methylethy| ester
50 139
43
5000{ 27 LR RN RN SN SULE
1 1840 18.60 18.80 19.00
™ 156 108 m/z 81.10 58.84%
ok m.. 183
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45250: 2-Pentyne-1,4-diol, 1-(2-furanyl)-4-methyl-
43
18.40 18.60 18.80 10.00
m/z 139.10 57.11Y%
5000 91 147 z 1
59 77 105119133 180
I o
0 IIII\II\IHI\ \‘;
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
I I I I I

Abundance #49920: 5-Hydroxy-4-hydroxymethyl-1-(1-hydroxy-1-isopropyl... e e e
59 18.40 18.60 18.80 19.00

m/z 147.10 49_.67%

5000 79 95

:

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.40 18.60 18.80 19.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 30 unknown-12 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
19.00 16.30 ng/ul 1651050 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxvmethvl-3-methvl-5.6-dih... 162 C6H100S2 115178-22-8 25
2 7.8-Epoxv-.alpha.-ionone 208 C13H2002 037079-64-4 25
3 1-(1-PronvnvI)cvclohexanol 138 C9H140 000697-37-0 11
4 2-Furancarboxvlic acid. cvclobut... 166 C9H1003 1000282-75-9 11
5 3-Pyrazolidinone, 1-phenyl- 162 C9H10N20 000092-43-3 11
Abundance Scan 2722 (18.998 min): BM023128.D (-2716) (-) m/z 95.10 100.00%
9 162
122
5000 n
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
1872052213 - a1 18.60 18.80 19.00 19.20 19.40
o TSN IS LS S m/z 162.05 95.01%
m/z--> 50 100 150 200 250 300 350
Abundance #32459: 2-Hydroxymethyl-3-methyl-5,6-dihydro-1,4-dithiane
162
5000 59 101 SR A W
18/60 18.80 19.00 19.20 19.40
144 m/z 43.10 92.03%
! |
o i L : B e e I I B
m/z--> 50 100 150 200 250 300 350
Abundance #67685: 7,8-Epoxy-.alpha.-ionone
43
g1 109 1860 18.80 19.00 19.20 19.40
5000 m/z 59.05 78.05%
‘ 135 465
ol Lo LI i ] ‘M 190.20-8---.----.----.-
m/z--> 50 100 150 200 250 300 350
Abundance #17552: 1-(1-Propynyl)cyclohexanol
95 18.60 18.80 19.00 19.20 19.40
m/z 109.10 56.28%
5000
39 67 123
015\\1\\“ ltullllll ——— ——— ——— T e B RS aE
m/z--> 50 100 150 200 250 300 350 18/60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
20.09 18.53 ng/ul 1944260 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2908 (20.092 min): BM023128.D (-2905) (-) m/z 57.10 100.00%
57
5000 8
113 19.80 20.00 20.20 20.40
141
ob 3t L WA LU MY 109 197 225 253 281 d24sM | nu U1 10 72.48%
m/z--> 50 100 150 200 250 300
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57
5000 85 LRI SN UL SULIULE UL

19.80 20.00 20.20 20.40
m/z 43.10 65.08%

140
o3 1113 i 82 505 226
el At
m/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane
57
O e AR EEE ST
19.80 20.00 20.20 20.40
5000 m/z 85.10 51.44%
85
29
o BEERE:S 141 169 197 225 253 282
e T
m/z--> 50 100 150 200 250 300 J
Abundance #141426: Heneicosane R A L e
57 19.80 20.00 20.20 20.40
m/z 41.10 25.48%
85
5000
29 113
oL T 14 169 197 225 253 296
— T
m/z--> 50 100 150 200 250 300 19. 80 20 00 20. 20 20 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
20.59 5.95 ng/ul 623892 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 95
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2993 (20.592 min): BM023128.D (-2987) (-) m/z 57.10 100.00%
g7
85
5000
113 20.20 20.40 20.60 20.80 21.00
141
oLt L Jd |7 M 109180207225 253 281 33837 71 10 73.41%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
g7
85
5000

20.20 20.40 20.60 20.80 21.00

29 m/z 43.10 64 .44%
e e L, I R e I A o e o s e o o e e o o
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
SN SN A
20.20 20.40 20.60 20.80 21.00
5000 85 m/z 85.10 53.58%
29
I B e e e e e e R A o B LA H m e o e
m/z--> 50 100 150 200 250 300 350 \
Abundance #141426: Heneicosane e
57 20.20 20.40 20.60 20.80 21.00
m/z 41.10 24 .46%
85
5000
29 113 \
ol L 77 M8 109 107 225 253 296
I B e e o o e e e L i e o o e e T T T
m/z--> 50 100 150 200 250 300 350 20.20 20. 40 20.60 20 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 41 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
21.49 10.93 ng/ul 1146450 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Nonacosane 408 C29H60 000630-03-5 89
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Tritetracontane 605 C43H88 007098-21-7 87
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 87
Abundance Scan 3146 (21.492 min): BM023128.D (-3142) (-) m/z 57.10 100.00%
57
5000
97
141 191 296 21.20 21.40 21.60 21.80
Ol et M,ll, L 225263 °0° 837369 407439475 . m/z 71.10 70.06%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
5000
21.20 21.40 21.60 21.80
m/z 43.10 65.42%
ol 2 296
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215180: Nonacosane
57
21.20 21.40 21.60 21.80
5000 m/z 85.10 51.39%
99
o 26 [L1] ) 242 183 225 267 309 351 408
m/z--> 6 55 160 150 200 250 300 350 400 4%0 560 séo 660
Abundance #241527: Tetratetracontane
57 21.20 21.40 21.60 21.80
m/z 55.10 33.33%
5000
97
o , 141 183 225 267 309 351 393 463 505 561 603
|||| 1T |||||||||||||||| TTTT TTT T[T I T T[T TT T[T T TT[Trrrryrrror —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 6 55 160 1éo 200 250 300 350 400 450 560 séo 660 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.93 180.76 ng/ul 18962600 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Pentadecane 212 C15H32 000629-62-9 93
3 1-Heptadecene 238 C17H34 006765-39-5 93
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3221 (21.933 min): BM023128.D (-3215) (-) m/z 57.10 100.00%
57
85
5000
Ao
13
141169 21.60 21.80 22.00 22.20
ol A h,l L 37207225 267295323351380 415461489 849 | 1707 71 10 75.67%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94345: Heptadecane
7
5000
85 21.60 21.80 22.00 22.20
29 m/z 43.10 60.00%
0 [113141169106 240
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71395: Pentadecane
7
21.60 21.80 22.00 22.20
s000l 22| | |gs m/z 85.10 58.81%
J 113141169 212
O T e e e e o oL e
mz-> 0 50 160 1éo 260 250 300 350 400 450 500 550
Abundance #92567: 1-Heptadecene
57 21.60 21.80 22.00 22.20
97 m/z 55.10 32.37%
5000
29
25
ok L] | 154182210238
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.

22.39 7.06 ng/ul 740917 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 94
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 91

Abundance Scan 3299 (22.392 min): BM023128.D (-3295) (-) m/z 57.10 100.00%

57
5000
rTT T TrTT AI T T

22.00 22.20 22.40 22.60 22.80

141169197
Ol el 239 281310337365 403429 476503 m/z 71.10 73.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane
57
85
5000 |||||||||/\|'\||||||||||

22.00 22.I20 22.40 22!60 22.I80
m/z 43.10 64.18%

113
oL PLLLL || 41169197 295 255 282
L o o o AL B o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94344: Heptadecane
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r

22.00 22.20 22.40 22.60 22.80
5000 85 m/z 85.10 54 _89%

113141169197 240

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100330: 2-Bromo dodecane REEEEEE R
57 22.00 22.20 22.40 22.60 22.80

m/z 55.10 26.91%

5000 85
29 113 169
L Ldgd [140 ] 248
_rl_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—rl_r

.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 56 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.90 58.73 ng/ul 8129280 Perylene-d12 23.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3385 (22.897 min): BM023128.D (-3380) (-) m/z 57.10 100.00%

5000

_

141169 22.60 22.80 23.00 23.20
o 197225253 295323351379408 476 7 7110 73310

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane

5000 -------------------
22 60 22. 80 23. 00 23 20

m/z 43.10 58.92%

13
o %9 f} 141169107225753282
B o e e B LN AL e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

22 60 22.80 23.00 23.20

5000 m/z 85.10 54 _.78%
o 141169197225053 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane i e I e

22 60 22. 80 23. OO 23 20
m/z 55.10 22.67%

5000 jJ\\\
| 13141169197225253281309337365394 A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023128.D

Aca On : 11 Oct 2019 14:08

Operator :© JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 60 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

24.13 13.98 ng/ul 1934620 Perylene-d12 23.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 89
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 89

Abundance Scan 3595 (24.133 min): BM023128.D (-3589) (-) m/z 57.10 100.00%

5000

284 _WJ\,__»\/\ﬂ\f\_,-\

23.80 24.00 24.20 24.40
m/z 71.10 73.78%

o 141169197 241 337 379 429 476 535

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane

[6)]
~
o]
a1
%
:

5000 T TT T T L L L BB |
23. 80 24 00 24.20 24.40
13 m/z 43.10 55.81%
o }f1}691972252532813og338
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57
B AL B S B
23.80 24.00 24.20 24.40
5000 85 m/z 85.10 55.72%
13 154
o [ 7 183211239 281
R I I B e B B e B A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane R S AR ans B
57 23.80 24.00 24.20 24.40
m/z 284.10 23.11%
5000 85
29 13
141169197225253281309337 380
0 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 80 24 00 24. 20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101119\
Data File : BM023128.D

Acq On : 11 Oct 2019 14:08

Operator : JU

Sample : K5124-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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]
Benzyl alcohol 8.01 3.7 ng/ul 179129 1 7.77 964427 20.0
Catechol 10.35 2.5 ng/ul 163262 2 10.56 1303970 20.0
Benzofuran, 2,3-d... 10.78 10.1 ng/ul 660039 2 10.56 1303970 20.0
Benzaldehyde, 4-h_... 12.73 3.8 ng/ul 375334 3 14.40 1961920 20.0
Phenol, 4-propyl- 12.89 3.3 ng/ul 326646 3 14.40 1961920 20.0
trans-Cinnamic acid 13.54 10.4 ng/ul 1017150 3 14.40 1961920 20.0
Acetophenone, 4"-_.. 13.67 2.3 ng/ul 226252 3 14.40 1961920 20.0
unknown-01 14.67 3.9 ng/ul 384204 3 14.40 1961920 20.0
unknown-02 14.87 4.0 ng/ul 397725 3 14.40 1961920 20.0
2-Naphthalenemeth... 15.80 30.0 ng/ul 3039060 4 17.14 2026370 20.0
(-)-Aristolene 15.84 5.4 ng/ul 544329 4 17.14 2026370 20.0
Naphthalene, 1,2,... 15.87 3.9 ng/ul 390760 4 17.14 2026370 20.0
N-.alpha.-t-Boc-L... 15.92 3.4 ng/ul 341364 4 17.14 2026370 20.0
Benzene, 1,2,4-tr... 15.97 3.9 ng/ul 397018 4 17.14 2026370 20.0
-alpha.-Bisabolol 16.15 2.6 ng/ul 262205 4 17.14 2026370 20.0
Tri(2-chloroethyl... 16.65 6.0 ng/ul 604983 4 17.14 2026370 20.0
unknown-03 17.04 11.9 ng/ul 1207060 4 17.14 2026370 20.0
2-Naphthalenemeth... 17.35 67.3 ng/ul 6818540 4 17.14 2026370 20.0
unknown-04 17.54 2.8 ng/ul 279285 4 17.14 2026370 20.0
unknown-05 17.61 4.7 ng/ul 477031 4 17.14 2026370 20.0
unknown-06 17 .65 8.2 ng/ul 834011 4 17.14 2026370 20.0
unknown-07 17.86 4.3 ng/ul 434549 4 17.14 2026370 20.0
n-Hexadecanoic acid 18.04 4.8 ng/ul 483801 4 17.14 2026370 20.0
unknown-08 18.12 2.1 ng/ul 217557 4 17.14 2026370 20.0
unknown-09 18.27 3.1 ng/ul 312472 4 17.14 2026370 20.0
2-Methoxybenzoic ... 18.42 5.4 ng/ul 542866 4 17.14 2026370 20.0
unknown-10 18.50 3.3 ng/ul 334172 4 17.14 2026370 20.0
unknown-11 18.73 2.2 ng/ul 218415 4 17.14 2026370 20.0
unknown-12 19.00 16.3 ng/ul 1651050 4 17.14 2026370 20.0
(DEL) Alkane: Str... 20.09 18.5 ng/ul 1944260 5 21.33 2098070 20.0
(DEL) Alkane: Str... 20.59 6.0 ng/ul 623892 5 21.33 2098070 20.0
(DEL) Alkane: Str... 21.49 10.9 ng/ul 1146450 5 21.33 2098070 20.0
(DEL) Alkane: Str... 21.93 180.8 ng/ul 18962600 5 21.33 2098070 20.0
(DEL) Alkane: Str... 22.39 7.1 ng/ul 740917 5 21.33 2098070 20.0
(DEL) Alkane: Str... 22.90 58.7 ng/ul 8129280 6 23.59 2768240 20.0
(DEL) Alkane: Str... 24.13 14.0 ng/ul 1934620 6 23.59 2768240 20.0
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