LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 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-BM111119MA.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 6.692 641 647 649 rvVv 216941 321113 0.46% 0.047%
2 6.734 649 654 665 rVB 1320504 2294843 3.27% 0.339%
3 6.887 674 680 686 rBV 999082 1554924 2.21% 0.230%
4 7.081 706 713 723 rVB 1372901 2198162 3.13% 0.325%
5 7.539 783 791 800 rBVY 1751816 2750429 3.91% 0.407%
6 7.792 825 834 841 rBV 333808 649076 0.92% 0.096%
7 8.257 902 913 921 rBVY 1779638 2984419 4.25% 0.441%
8 8.692 980 987 997 rVV 1292476 2116545 3.01% 0.313%
9 8.869 1009 1017 1023 rBV 485163 763347 1.09% 0.113%
10 9.410 1098 1109 1115 rBvV 1115292 1874433 2.67% 0.277%

11 9.951 1194 1201 1220 rVB 1908042 3284336 4.67% 0.486%
12 10.316 1256 1263 1269 rBV 2703441 4338793 6.17% 0.641%
13 10.463 1279 1288 1294 rBV 126623 281322 0.40% 0.042%
14 10.557 1298 1304 1314 rBV 184342 450391 0.64% 0.067%
15 11.098 1393 1396 1400 rVvVv 158874 280552 0.40% 0.041%

16 11.151 1400 1405 1414 rVvVv 307045 513415 0.73% 0.076%
17 11.298 1425 1430 1438 rVV 124942 278181 0.40% 0.041%
18 11.974 1539 1545 1555 rBV2 224522 431252 0.61% 0.064%
19 12.533 1635 1640 1648 rVB 1023348 1678201 2.39% 0.248%
20 12.692 1662 1667 1683 rVB 234434 531238 0.76% 0.079%

21 13.339 1768 1777 1791 rBV 776897 1609631 2.29% 0.238%
22 13.486 1796 1802 1811 rBV 364556 663637 0.94% 0.098%
23 13.616 1818 1824 1829 rBV 3337046 4671097 6.65% 0.691%
24 13.663 1829 1832 1837 rVV 729204 930665 1.32% 0.138%
25 13.886 1862 1870 1875 rBV 4001461 5971351 8.50% 0.883%

26 14.198 1915 1923 1931 rBV 4355174 7239159 10.30% 1.070%
27 14.268 1931 1935 1939 rVV3 166726 297821 0.42% 0.044%
28 14.433 1957 1963 1966 rBV 644702 1060463 1.51% 0.157%
29 14.468 1966 1969 1977 rVB4 532172 862301 1.23% 0.127%
30 14.680 2001 2005 2010 rVvVv2 876487 1197705 1.70% 0.177%

31 14.768 2010 2020 2024 rVB4 258249 465373 0.66% 0.069%
32 15.080 2069 2073 2078 rVB 411329 516686 0.74% 0.076%
33 15.198 2086 2093 2098 rBV 4926618 7116364 10.13% 1.052%
34 15.327 2110 2115 2123 rVB 1003149 1366138 1.94% 0.202%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 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-BM111119MA_M
SVOA CALIBRATION

35 15.492 2141 2143 2150 rVB4 154493 223676 0.32% 0.033%

36 15.604 2156 2162 2166 rBV2 4196734 6402480 9.11% 0.947%
37 15.639 2166 2168 2172 rVV 824190 1015663 1.45% 0.150%
38 15.680 2172 2175 2179 rVV2 596302 761058 1.08% 0.113%
39 15.727 2179 2183 2187 rVV2 627891 982076 1.40% 0.145%
40 15.774 2187 2191 2196 rVV3 570936 1033504 1.47% 0.153%

41 15.839 2196 2202 2209 rVV 15249288 20833161 29.65% 3.080%
42 15.962 2213 2223 2229 rVB6 813852 2073930 2.95% 0.307%
43 16.386 2291 2295 2298 rBVY 340307 442412 0.63% 0.065%
44 16.674 2341 2344 2350 rBV2 214705 327819 0.47% 0.048%
45 16.739 2351 2355 2358 rBV2 485109 636199 0.91% 0.094%

46 16.851 2369 2374 2381 rBV 1876451 2636269 3.75% 0.390%
47 16.945 2385 2390 2395 rBV 4786554 6960011 9.90% 1.029%
48 16.986 2395 2397 2401 rVV 534675 618582 0.88% 0.091%
49 17.045 2401 2407 2417 rVB2 4992911 7811154 11.12% 1.155%
50 17.162 2421 2427 2433 rBV 9255744 12884074 18.33% 1.905%

51 17.356 2456 2460 2464 rBV2 887736 1137235 1.62% 0.168%
52 17.415 2467 2470 2474 rVV2 617676 841249 1.20% 0.124%
53 17.468 2474 2479 2489 rVB4 721712 1681918 2.39% 0.249%
54 17.674 2511 2514 2521 rVB 379632 588757 0.84% 0.087%
55 17.815 2534 2538 2543 rVB2 841861 1145459 1.63% 0.169%

56 17.880 2544 2549 2553 rVV 4651641 5853785 8.33% 0.865%
57 17.933 2554 2558 2564 rVB 1753757 2436467 3.47% 0.360%
58 18.074 2579 2582 2586 rVB2 534586 672388 0.96% 0.099%
59 18.168 2596 2598 2603 rVB 423509 479190 0.68% 0.071%
60 18.239 2606 2610 2618 rVB 1077101 1524007 2.17% 0.225%

61 18.739 2691 2695 2701 rBV 799508 1035787 1.47% 0.153%
62 18.815 2704 2708 2718 rVB2 1719300 2520974 3.59% 0.373%
63 19.015 2738 2742 2744 rBV 780712 976271 1.39% 0.144%
64 19.045 2744 2747 2754 rVB2 793135 1133375 1.61% 0.168%
65 19.168 2764 2768 2776 rBV 2286559 3013380 4._.29% 0.445%

66 19.350 2794 2799 2804 rBV 4879652 6952114 9.89% 1.028%
67 19.897 2888 2892 2895 rBV 4130031 4888858 6.96% 0.723%
68 19.933 2895 2898 2903 rVB 6365110 6995921 9.96% 1.034%
69 20.409 2976 2979 2980 rBV 854455 923500 1.31% 0.137%
70 20.433 2980 2983 2987 rVB 1982966 2225619 3.17% 0.329%

71 20.597 3009 3011 3017 rVB 888446 938927 1.34% 0.139%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 0.1 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM111119MA.M

Title - SVOA CALIBRATION

72 20.686 3022 3026 3028 rVvv 3787351 4529146 6.44% 0.670%
73 20.715 3028 3031 3038 rVB 4966386 5817981 8.28% 0.860%
74 20.897 3056 3062 3067 rBV2 27906302 41313335 58.79% 6.108%
75 20.974 3071 3075 3081 rVB 4242776 5289833 7.53% 0.782%
76 21.092 3088 3095 3099 rVB 3761588 5722210 8.14% 0.846%
77 21.150 3101 3105 3109 rBV 4046998 4950345 7.04% 0.732%
78 21.333 3132 3136 3139 rBV 4617411 5331187 7 .59% 0.788%
79 21.503 3162 3165 3168 rBVY 4470202 4774598 6.79% 0.706%
80 21.644 3187 3189 3198 rVB3 1237485 1978343 2.82% 0.292%
81 21.768 3204 3210 3220 rBV3 42082106 70275125 100.00% 10.389%
82 21.944 3237 3240 3244 rBV2 1751405 2272279 3.23% 0.336%
83 22.062 3257 3260 3267 rVB 4003565 5227467 7.44% 0.773%
84 22.203 3281 3284 3286 rBVY 1937696 2461273 3.50% 0.364%
85 22.227 3286 3288 3295 rVB 2786307 3802663 5.41% 0.562%
86 22.427 3317 3322 3326 rBVY 16095158 22369394 31.83% 3.307%
87 22.709 3363 3370 3373 rBVY 20316087 42040579 59.82% 6.215%
88 22.750 3373 3377 3386 rVB 32720384 53525894 76.17% 7.913%
89 22.944 3408 3410 3424 rVB3 2003920 3641636 5.18% 0.538%
90 23.180 3446 3450 3456 rVB 2704705 4307749 6.13% 0.637%
91 23.315 3466 3473 3484 rVB2 3456205 9073249 12.91% 1.341%
92 23.538 3505 3511 3519 rVB 12549617 23064525 32.82% 3.410%
93 23.868 3561 3567 3573 rVB 5351461 10678640 15.20% 1.579%
94 23.944 3573 3580 3588 rBVY 16068984 32447974 46.17% 4_.797%
95 24.044 3594 3597 3608 rVB 2676395 5131354 7.30% 0.759%
96 25.009 3755 3761 3771 rVB 3583379 8620858 12.27% 1.274%
97 25.550 3846 3853 3862 rVB 3670989 9067070 12.90% 1.340%
98 26.274 3964 3976 3990 rBV3 17208820 57601698 81.97% 8.515%
99 27.126 4112 4121 4143 rVB4 6932358 26924933 38.31% 3.980%
100 27.762 4219 4229 4243 rVB2 7320718 27044035 38.48% 3.998%

Sum of corrected areas: 676435985
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M

0!

Abundance TIC: BM023711.D
4e+07
3e+07
2e+07
1e+07
. 8.26 9.95 10.32
o $sd 08 754,79 50 8695, 941 Jloass 1111630
I e e Lo e e o o L e o T A A e
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM023711.D
4e+07
3e+07
2e+07
15.84
1e+07 19.93
19.35 19J90

204

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM023711.D
2177
20.90
3e+07
26.27
2e+07 23.94
1e+07p0 7 &850 2713 27.76
9@ 1. 25.01 25.55
Ol e e T e e
Time--> 21.00 21.50 22.00 2250 23.00 23.50 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 : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_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 37

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

7.79 4.72 ng/ul 649076 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvl alcohol 108 C7H80 000100-51-6 96
2 Benzvl alcohol 108 C7H80 000100-51-6 96
3 Benzvl alcohol 108 C7H80 000100-51-6 96
4 N-_alpha..N-.omeaa.-Di-cbz-L-ara... 442 C22H26N406 053934-75-1 91
5 Benzyl alcohol 108 C7H80 000100-51-6 90

Abundance Scan 834 (7.792 min): BM023711.D (-825) (-) m/z 79.10 100.00%
70

108

5000

ﬁ%

740 7.60 7.80 8.00 8.20

193208

0 m/z 108.10 71.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5371: Benzyl alcohol
79 108
5000 LA LI L L L L L L L L L LB
51 7.40 7.60 7.80 8.00 8.20
m/z 77.05 61.83%
3 65
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5370: Benzy! alcohol
® 108
7.40 7.60 7.80 8.00 8.20
5000 m/z 107.10 52.28%
51
65
on.fZﬂ“MMN”JIﬁ?nhw.”w.”w.”..”..”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5372: Benzyl alcohol
79 108 7.40 7.60 7.80 8.00 8.20

m/z 51.05 18.71%

5000

%

27| | 8 )

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 780 800 820

\?3 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 Nonanal Concentration Rank 35

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

8.87 5.55 ng/ul 763347 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 78
2 Nonanal 142 C9H180 000124-19-6 74
3 Cvclohexanol. 2-methvl- 114 C7H140 000583-59-5 38
4 Cvclohexanol. 2-methyl-. trans- 114 C7H140 007443-52-9 38
5 n-Heptyl hexanoate 214 C13H2602 006976-72-3 35

Abundance Scan 1017 (8.869 min): BM023711.D (-1009) (-) m/z 57.10 100.00%
5000 %
109 8.60 8.80 9.00 9.20
124
0 ....',....,:...,1.4.7..,....,..1??, m/z 41.05 76.88%
m/z--> 100 120 140 160 180
Abundance #19919. Nonanal
5000 RSN R R R
%8 8.60 8.80 9.00 9.20
m/z 56.05 56.39%
. ||. 424 4
0 "”I"'W""P"'I”"I'”'I
m/z--> 100 120 140 160 180
Abundance #19920: Nonanal
57
29 RS NN SRR NS AR
8.60 8.80 9.00 9.20
5000 70 m/z 43.05 56.13%
82 08
| |, st
0"'|“”'ﬁj'w M "'I”"I'”'I"”I"'W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7540: Cyclohexanol, 2-methyl- A Ban e S
57 8.60 8.80 9.00 9.20
0
s 81 o6 m/z 55.10 54 _35%
5000
41
18 29 ‘ 114
0 ...‘,.‘l“..,‘...‘l|.“.“l.‘|“.“..‘.‘|....,....,....,....,...., e
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 53
R.T. EstConc Area Relative to ISTD R.T.

10.56 2.08 ng/ul 450391 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2.3-dihvdro- 120 C8H80 000496-16-2 74
2 4-Pvridinecarbonitrile. l-oxide 120 C6H4N20 014906-59-3 53
3 n-Butvlbenzvlamine 163 C11H17N 002403-22-7 53
4 Benzene. propvl- 120 C9H12 000103-65-1 50
5 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 47
Abundance Scan 1305 (10.563 min): BM023711.D (-1298) (-) m/z 120.00 100.00%

120
91
5000
65 e

39 10,20 10.40 10,60 10.80

0 e 2o 281 33 m/z 91.05  56.93%

m/z--> 50 1(|)O 150 200 25|O 300
Abundance #9390: Benzofuran, 2,3-dihydro-
120
91

5000
10.20 10.40 10.60 10.80
m/z 119.00 27.29%

39 65
oL18 | 4 |
et 17—
m/z--> 50 100 150 200 250 300
Abundance #9330: 4-Pyridinecarbonitrile, 1-oxide
120
10.20 10.40 10.60 10.80
5000 m/z 65.00 21.73%
A .uﬂ..‘“ﬂ oy
m/z--> 5 O 150 200 250 300
Abundance #32898: n-Butylbenzylamine
91 10.20 10.40 10.60 10.80
m/z 63.00 11.16%
5000 120
0 4‘1 6\5 [ 1 146163
m/z--> 50 100 150 200 250 300 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
Quant Title : SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 Nonanoic acid Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.
11.15 2.37 ng/ul 513415 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

Nonanoic acid

1

2 n-Decanoic acid
3 n-Decanoic acid
4 n-Decanoic acid
5 n-Decanoic acid

158 C9H1802
172 C10H2002
172 C10H2002
172 C10H2002
172 C10H2002

000112-05-0 90
000334-48-5 72
000334-48-5 72
000334-48-5 56
000334-48-5 56

73.00 100.00%

1

10 80 11. 00 11. 20 11. 40

m/z

m/z 60.05 98 .64%

T

10.80 11.00 11.20 11.40

m/z 57.05 59.10%

L

10.80 11.00 11.20 11.40

m/z 41.10 42 _.50%

L

10 80 11. 00 11. 20 11. 40

m/z 55.10 37 .59%

A

Abundance Scan 1405 (11.151 min): BM023711.D (-1400) (-)
73
57
5000 41
‘ 115129
101 ‘
A 1 = S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30180: Nonanoic acid
60
41
5000
27
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid
60
41
5000 129
2
‘ | 1011 143,172
0...,.l‘..‘iu..‘l“.'.U M...“,‘..‘l‘. ..‘..,‘..%.57..l.,.... R RARRERAR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid
60
41
5000 129
2
L et |1 1
o S 1 1 et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

10 80 11. 00 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 Benzaldehyde, 4-hydroxy- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.

12.53 4.64 ng/ul 1678200 Acenaphthene-d10 14.20
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. 2-hvdroxv- 122 C7H602 000090-02-8 78
5 2-Pyridinealdoxime 122 C6H6N20 000873-69-8 50

Abundance Scan 1639 (12.527 min): BM023711.D (-1635) (-) m/z 121.00 100.00%

121
5000 65 93
39

12.20 12.40 12.60 12.80

0 s e e ee || mM/z 122.00  84.55%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #9891: Benzaldehyde, 4-hydroxy-
121
5000 39 65 93 L B B B B |

12.20 12.40 12.60 12.80
m/z 93.00 42.96%

14
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #9894: Benzaldehyde, 4-hydroxy-
121
T T T
12. 20 12.40 12.60 12.80
5000 65 93 m/z 65.05  40.40%
39
18A T |
Ot e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #9895: Benzaldehyde, 4-hydroxy- T EamE e EEERRRE
121 12. 20 12. 40 12 60 12. 80

m/z 39.10 20.76%

5000 93
] | L
0 Al |

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 39
R.T. EstConc Area Relative to ISTD R.T.
13.34 4.45 ng/ul 1609630 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Cinnamic acid 148 C9H802 000140-10-3 97
2 2-Propenoic acid. 3-phenvl- 148 C9H802 000621-82-9 96
3 2-Propenoic acid. 3-phenvl- 148 C9H802 000621-82-9 96
4 trans-Cinnamic acid 148 C9H802 000140-10-3 96
5 trans-Cinnamic acid 148 C9H802 000140-10-3 95

Abundance Scan 1777 (13.339 min): BM023711.D (-1768) (-) m/z 147.00 100.00%

147
103
5000 77
51 131

13. OO 13. 20 13 40 13. 60

0 3 161 179195 281 m/z 148.10 72.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23248: trans-Cinnamic acid
148
5000 77 103 T LRI LB LR T 1T
51 3 13. 00 13. 20 13 40 13. 60
131 m/z 103.05 53.62%
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23260: 2-Propenoic acid, 3-phenyl-
147
T T R
13. 00 13. 20 13.40 13.60
5000 103 m/z 77.05 41.62%
51 7
131
041227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23267: 2-Propenoic acid, 3-phenyl-
147 13.00 13.20 13.40 13.60

m/z 102.05 26.15%

5000
4, 103
51 131
0 37 | 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13. 20 13 40 13. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 N-_.alpha.-t-Boc-L-lysine Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
14.68 3.31 ng/ul 1197710 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-.alpha.-t-Boc-L-lvsine 246 C11H22N204 013734-28-6 90
2 Tricvclol4.4.0.0(2.7)1dec-8-ene-. .. 220 C15H240 041370-56-3 62
3 Acetic acid. [4-(1-hvdroxv-1-met... 212 C12H2003 1000197-22-2 25
4 2-Furanmethanol. 5-ethenvltetrah... 170 C10H1802 005989-33-3 22
5 trans-Linalool oxide (furanoid) 170 C10H1802 034995-77-2 22
Abundance Scan 2005 (14.680 min): BM023711.D (-2001) (-) m/z 59.05 100.00%
5o
105
5000 159
79 131
4 11 187 14.40 14.60 14.80 15.00
oﬁ—_JLﬂL Loy 1205 om am o RU6e0 T 78, 310
m/z--> 50 100 150 200 250 300
Abundance #98499: N-.alpha.-t-Boc-L-lysine
41 %9
84
5000 L B UL IO UL
128 14.40 14.60 14.80 15.00
111 m/z 119.10 65.23%
18 J 1F6 173190
o l]ll !....247........|
m/z--> 50 100 150 200 250 300
Abundance #77641: Tricyclo[4.4.0.0(2,7)]dec-8-ene-3-methanol, .alpha...
59
162 14.40 14.60 14.80 15.00
5000 105 m/z 121.10 63.94%
M 132
77 ‘
oL By | Ly . J . \ %05 e
m/z--> 50 100 150 200 250 300
Abundance #70921: Acetic acid, [4-(1-hydroxy-1-methylethyl)cyclohex-... BN BE e
509 14.40 14.60 14.80 15.00
9 m/z 91.10 60.94%
5000
134
4 109 “ 152
Ollmlwlnlﬂmmlw ".,”“L ...1.94....|....|....| N
m/z--> 50 100 150 200 250 300 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 1H-Cyclopropa[a]naphthalene... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.60 18.40 ng/ul 6402480 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropalalnaphthalene. la.... 204 Cl15H24 000489-29-2 91
2 2-Naphthalenemethanol. 1.2.3.4.4... 222 C15H260 001209-71-8 91
3 .delta.-Selinene 204 C15H24 028624-23-9 89
4 Naphthalene. 2.3.4.4a.5.6-hexahv... 204 C15H24 000473-14-3 89
5 4,7-Methanoazulene, 1,2,3,4,5,6,... 204 C15H24 000514-51-2 86
Abundance Scan 2161 (15.598 min): BM0237$1.D (-2156) (-) m/z 189.15 100.00%
161 189
204
5000
15.20 15.40 15.60 15.80 16.00
ol 202231 267282 | n77161.10  93.76%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64566: 1H-Cyclopropa[a]naphthalene, 1a,2,3,3a,4,5,6,7b-oc...
161 189504
105
41
5000 91 133
55 119 15.20 15.40 15.60 15.80 16.00
77 147 m/z 204.20 64.87%
27 | 175
0 1WtJb”'“'“'"P'“I“"'“'P'”I”
m/z-> 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
o1 15.20 15.40 15.60 15.80 16.00
5000 107 133 m/z 59.05 53.68%
7
‘ 175 222
o il -‘1--.H---‘-.--‘--.-‘---.‘---- e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64314: .delta.-Selinene
161 189 15.20 15.40 15.60 15.80 16.00
204 m/z 91.10 46.07%
5000 91105
41 119133
) 55 77 147 | 475
m/z--> ‘20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 (-)-Aristolene Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.92 ng/ul 1015660 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Aristolene 204 C15H24 006831-16-9 53
2 (-)-Aristolene 204 C15H24 006831-16-9 50
3 .alpha.-Muurolene 204 C15H24 010208-80-7 50
4 Naphthalene. 1.2.4a.5.6.8a-hexah... 204 C15H24 024406-05-1 38
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 38
Abundance Scan 2d)168 (15.639 min): BM023711.D (-2166) (-) m/z 105.10 100.00%
105
5000 161
5 189
4 81 133 15.40 15.60 15.80 16.00
ol 223 249267283 341 m/z 161.10 37 57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64278: (-)-Aristolene
105
5000
41 161 15.40 15.60 15.80 16.00
79 133 204 m/z 147.10 26.41%
0 7 187
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64286: (-)-Aristolene
105
15.40 15.60 15.80 16.00
5000 m/z 59.10 26.20%
133 Bt 189
ol II”I‘”IIIIHJ”LIJ”L ||”x|i””|”\””|xl ””2435” PP
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64319: .alpha.-Muurolene
105 15.40 15.60 15.80 16.00
m/z 91.10 24 _.91%
5000 161
41 81 204
AN
IR A 1 I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 _.beta.-Guaiene Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
15.68 2.19 ng/ul 761058 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Guaiene 204 C15H24 000088-84-6 70
2 Alloaromadendrene 204 C15H24 025246-27-9 64
3 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 010219-75-7 58
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 58
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 52
Abundance Scan 2175 (15.680 min): BM023711.D (-2172) (-) m/z 161.10 100.00%
119 161
59 o)
5000
189
“ in
1%6 \ 15.40 15.60 15.80 16.00
o i A 128 3 Tm/z 119.10  88.84%
m/z--> 50 100 150 200 250 300 350
Abundance #64282: .beta.-Guaiene
105 161
204
41
5000
81 133 15.40 15.60 15.80 16.00
FL 4 m/z 59.10 71.46%
J 8 187
oL |I |]"'.“ Illnlll |I|. —— ———r ——
m/z--> 50 100 150 200 250 300 350
Abundance #64322: Alloaromadendrene
41 91 161
69
133 204 15.40 15.60 15.80 16.00
5000 m/z 147.10 69.72%
108 \
0‘ 'J.‘l ‘{.“..l‘....luuuuluuuu :
m/z--> 50 100 150 200 250 300 350
Abundance #64550: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 15.40 15.60 15.80 16.00
41 93 m/z 91.10 65.15%
204
5000 119
67
16} \
0! ll b |“||‘|||||||||||||
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 Benzene, 1l-methoxy-4-(1-met... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.97 ng/ul 1033500 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methoxv-4-(l-methvl-2... 162 C11H140 018272-83-8 53
2 Benzolblthiophene. 2-ethvl- 162 C10H10S 001196-81-2 53
3 5-Hvdroxv-3-methvIl-1-indanone 162 C10H1002 057878-30-5 52
4 Benzene. 1.4-bis(l-methvlethvI)- 162 C12H18 000100-18-5 49
5 Benzene, 1,2-diethyl-3,4-dimethyl- 162 C12H18 054410-75-2 49
Abundance Scan 2190 (15.768 min): BM023711.D (-2187) (-) m/z 147.10 100.00%
59 147162
5000
179193 236 15.40 15.60 15.80 16.00
0 220 0250 282 m/z 162.10  85.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32198: Benzene, 1-methoxy-4-(1-methyl-2-propenyl)-
147
5000 162
15.40 15.60 15.80 16.00
91 ”5131 m/z 59.10 81.39%
39 63 77 |
o) T AP A W TR PR | Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32047: Benzo[b]thiophene, 2-ethyl-
162
147 15.40 15.60 15.80 16.00
5000 m/z 105.10 45 _75%
0 74 89 115 w
miz> % % 80 80 100 120 140 140 180 200 230 250 250 20
Abundance #31958: 5-Hydroxy-3-methyl-1-indanone
147 15.40 15.60 15.80 16.00
162 m/z 143.10 38.78%
5000
17 30 e Sligstiim | |
s e e e e e 1o e b 35 2k ok ae| | o teleo 1860 160
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 2-Naphthalenemethanol, deca... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.84 59.87 ng/ul 20833200 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 96
2 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 83
3 1H-Indene. l-ethvlideneoctahvdro... 164 C12H20 056324-69-7 55
4 2-Naphthalenemethanol. 1.2.3.4.4... 222 C15H260 000473-16-5 53
5 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 000473-16-5 45
Abundance Scan 2202 (15.839 min): BM023711.D (-2196) (-) m/z 59.10 100.00%
59
149
5000
93
41 122 1T9
15.60 15.80 16.00 16.20
o‘ﬁﬁ—au 7 :,ZID.7.'%3‘.‘, 267 3% n/z 149.10 72.77%
m/z--> 50 100 150 200 250 300 350
Abundance #79501: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4...
59
5000 149 L SR I LN B
15.60 15.80 16.00 16.20
41 | 79 108 m/z 93.10 30.54%
o;%-,JI,IIMUM..hﬂ.., Lo o
m/z--> 50 100 150 200 250 300 350
Abundance #79502: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4...
59
15.60 15.80 16.00 16.20
5000 a1 149 m/z 109.10 30.21%
79 108
189
N O
m/z--> 50 100 150 200 250 300 350
Abundance #33811: 1H-Indene, 1-ethylideneoctahydro-7a-methyl-, (1Z,3...
149 15.60 15.80 16.00 16.20
m/z 189.15 27 .80%
41
79
5000 107
o ,3.1%4. A
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 unknown-01 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
15.96 5.96 ng/ul 2073930 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. 3.3-dimethv... 212 C13H2402 072541-28-7 47
2 .alpha.-Bisabolol 222 C15H260 000515-69-5 43
3 .alpha.-Bisabolol 222 C15H260 000515-69-5 30
4 2-Methvlpropionic acid. 4-cvanop... 189 C11H11NO2 1000308-01-8 30
5 cis-.beta.-Farnesene 204 C15H24 028973-97-9 25
Abundance Scan 2223 (15.962 min): BM023711.D (-2213) (-) m/z 71.10 100.00%
a3 7
109
5000
0 L27 147 1g3 204 15.60 15.80 16.00 16.20
0 Ll AOFT05 1 225244 267 SML Tnyz 57.10  82.94%
m/z--> 50 100 150 200 250 300
Abundance #71144: Cyclohtg)xanemethanol, 3,3-dimethyl-2-(3-methyl-1-bu...
109
5000 43 AR PN SN BN B
136 15.60 15.80 16.00 16.20
69 194 m/z 43.05 79.19%
ob26 |l L MAMEjij I \ 161 | 212
m/z--> 50 100 1éo 200 250 300
Abundance #79400: .alpha.-Bisabolol
43
69
15.60 15.80 16.00 16.20
5000 109 m/z 69.10 74 .74%
H ‘ “ 9 1134 161 204
OII\II‘\IMLILI \Miu ....|....|....|....|
m/z--> 50 100 150 200 250 300
Abundance #79405: .alpha.-Bisabolol R B B o
69 109 15.60 15.80 16.00 16.20
m/z 109.10 58.57%
43
5000
204
9 }134 161
0<15 l“.“”.”,.{.ﬂ.g‘.,....,....,....,
m/z--> 50 100 150 200 250 300 15.60 15.80 16.00 16.20

SOM-EPA-BM111119MA_M Thu Nov 14 16:22:21 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 unknown-02 Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
16.85 7.58 ng/ul 2636270 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1-(1l.l1-dimethvlethvl)-4__. 164 C11H160 005396-38-3 46
2 Benzene. 1-(1.1-dimethvlethvl)-4... 164 C11H160 005396-38-3 43
3 Phenol. 4-(1l.1-dimethvlethvl)-2-_.. 164 C11H160 000098-27-1 38
4 Phthalic acid. 2-fluorobenzvl he... 372 C22H25F04 1000371-06-8 38
5 2-Naphthalenemethanol, decahydro... 222 C15H260 000473-15-4 35

Abundance Scan 2374 (16.851 min): BM023711.D (-2369) (-) m/z 149.10 100.00%
149
59
5000
gy 109
4 J F e e
167 189507 16.60 16.80 17.00 17.20
o 429, | NI .| 7225247265283 325 355 77 59 10  59.25%
miz--> 50 100 150 200 250 300 350
Abundance #33659: Benzene, 1-(1,1-dimethylethyl)-4-methoxy-
149
5000
16.60 16.80 17.00 17.20
11 m/z 43.10 44.29%

41 91
15 65, 1 | I A

| T | T
m/z--> 50 100 150 200 250 300 350

g

Abundance #33658: Benzene, 1-(1,1-dimethylethyl)-4-methoxy-
149
16.60 16.80 17.00 17.20
5000 m/z 109.10 39.71%
41 91 121
D . O PO
m/z--> 50 100 150 200 250 300 350
Abundance #33644: Phenol, 4-(1,1-dimethylethyl)-2-methyl- R e AR mam A
149 16.60 16.80 17.00 17.20
m/z 123.10 33.60%
5000
121
L L.l O [ PSS | SSSE AV
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.16 37.02 ng/ul 12884100 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. propvl 2.2.2-trif... 366 C19H17F304 1000377-70-0 22
2 Ethanone. 1-T4-(methoxvmethvl)ph... 164 C10H1202 022072-50-0 18
3 2"-Hvdroxv-4- .5"-dimethvlacetoph... 164 C10H1202 036436-65-4 18
4 Benzene. 2-methoxv-4-methvl-1-(1... 164 C11H160 001076-56-8 14
5 Phenol, 4-(1,1-dimethylethyl)-2-___. 164 C11H160 000098-27-1 14
Abundance Scan 2427 (17.162 min): BM023711.D (-2421) (-) m/z 149.10 100.00%
149
59
5000 g1 109
K 7 189
16.80 17.00 17.20 17.40
o B | . 225247 281 341 m/z 59.10 74.99%
m/z--> 50 100 150 200 250 300 350
Abundance #194098: Phthalic acid, propy! 2,2,2-trifluoro-1-phenyleth...
149
5000
109 16.80 17.00 17.20 17.40
191 m/z 43.10 54 _95Y%
27 50 1l | | | 200 306 366
m/z--> 50 100 150 200 250 300 350
Abundance #33446: Ethanone, 1-[4-(methoxymethyl)phenyl]-
149
89 16.80 17.00 17.20 17.40
5000 m/z 109.10 48_.77%
43
121
OHJHJ“.\H A
m/z--> 50 100 150 200 250 300 350
Abundance #33442: 2'-Hydroxy-4',5'-dimethylacetophenone R R et
149 16.80 17.00 17.20 17.40
m/z 81.10 41.25%
5000
91
It e D) e
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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: Cyclicl7.36 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
17.36 3.27 ng/ul 1137240 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Tetradecene. (E)- 196 C14H28 041446-66-6 94
2 2-Tetradecene. (E)- 196 C14H28 035953-54-9 91
3 1-Tetradecene 196 C14H28 001120-36-1 90
4 4-HeptafFluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 87
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 87
Abundance Scan 2461 (17.362 min): BM023711.D (-2456) (-) m/z 69.10 100.00%
43,689 o
5000
147167
19 17.00 17.20 17.40 17.60
ws : : : -
ol S0, 221239 266 290 856 ns5 55 10 92.88%
m/z--> 50 100 150 200 250 300 350
Abundance #58292: 5-Tetradecene, (E)-
56
5000 83 R DRREULN DAL DU B
17.00 17.20 17.40 17.60
29 m/z 43.10 87 .63%
111 196
o O
m/z--> 50 100 150 200 250 300 350
Abundance #58285: 2-Tetradecene, (E)-
56
17.00 17.20 17.40 17.60
50000 29 m/z 83.10 85.35%
83
111 196
L T o g0
m/z--> 50 100 150 200 250 300 350
Abundance #58274: 1-Tetradecene R AR EEEEE T
4 17.00 17.20 17.40 17.60
m/z 97.10 80.51%
69
5000 97
o } I #8145 168 196
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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-04 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
17.42 2.42 ng/ul 841249 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.4.0.0(2.7)1dec-8-ene-... 220 C15H240 041370-56-3 37
2 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 35
3 2-Dodecanol. 2-methvl- 200 C13H280 001653-37-8 14
4 2-Methvl-5-chloropentanol-2 136 C6H13CIO 007712-59-6 14
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 14
Abundance Scan 2471 (17.421 min): BM023711.D (-2467) (-) m/z 59.10 100.00%
59
147
5000
105
I 180
41 3 17.20 17.40 17.60 17.80
220
oL il ol 1202220038 257276 827 355 nso 747 10 53.32%
m/z--> 50 100 150 200 250 300 350
Abundance #77641: Tricyclo[4.4.0.0(2,7)]dec-8-ene-3-methanol, .alpha...
59
162
5000 105 RO SUNRE SR SO I
41 132 17.20 17.40 17.60 17.80
77 m/z 105.10 33.10%
187
i | 205
m/z--> 50 100 150 200 250 300 350
Abundance #79502: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4...
59
" 17.20 17.40 17,60 17.80
5000 a1 149 m/z 91.10 30.79%
79 108
189
N O
m/z--> 50 100 150 200 250 300 350
Abundance #61356: 2-Dodecanol, 2-methyl- EAE maE e ma s
59 17.20 17.40 17.60 17.80
m/z 162.10 29.49%
5000
41
0 il ‘M i 1 83 ‘111 140 16718\5
LI N I B NN B B BN B N BN B B B A B B BN B N BN B B B N B B B B N N B B B R —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
17.47 4.83 ng/ul 1681920 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 40
2 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 35
3 Nonane. 1-iodo- 254 C9H191 004282-42-2 30
4 Octacosane 394 C28H58 000630-02-4 30
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 30
Abundance Scan 2479 (17.468 min): BM023711.D (-2474) (-) m/z 57.10 100.00%
7
5000
105
] T 20 50 0 160 e
2 . . . .
o =M ,I". 205 271202 341 m/z 71.10 84.76%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57
5000 85 L SN BRI B UL
17.20 17.40 17.60 17.80
m/z 43.10 79.31%
29 I 113 141 54
I 5 v P
m/z--> 50 100 150 200 250 300 350
Abundance #105903: Hexadecane, 7,9-dimethyl-
57
I

17.20 17.40 17.60 17.80
5000 85 m/z 147.10 56.19%

126 155
0 4L’ ‘\ | | A i l 183 211 239
el . T
m/z--> 50 100 150 200 250 300 350
Abundance #106031: Nonane, 1-iodo-  EARRNEEE R e e e
43 71 17.20 17.40 17.60 17.80

m/z 85.10 53.30%

5000

©
~
=
—N
~
=
[4)]
)]
=
(o]
w

15{\ 254

SECIIN NE: o2 SN NN P25 L0 S =t

|
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 cis-9-Hexadecenoic acid Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.

17.82  3.20 ng/ul 1145460  Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

is-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 97
-7-Hexadecenoic acid 254 C16H3002 1000130-90-8 86
-Tetradecene. 2.3.4-trimethvl- 238 C17H34 055103-81-6 83
is-Vaccenic acid 282 C18H3402 000506-17-2 81
-Hexadecenoic acid 254 C16H3002 002091-29-4 76

abrwNPE
o0 BMNO

Abundance Scan 2539 (17.821 min): BM023711.D (-2534) (-) m/z 55.10 100.00%

5000

=
©
N

17.60 17.80 18.00 18.20

236
215 | 254 281302 327

o T W A S L m/z 69.10 71.03%
m/z--> 50 100 150 200 250 300
Abundance #105678: cis-9-Hexadecenoic acid
5000 83 L o N )
17.60 17.80 18.00 18.20
- 11 m/z 83.10 52.88%
0 157 165 194 218739054
- T T I T T T T I T T T T I T T T T I T T T T I
m/z--> 50 100 150 200 250 300
Abundance #105672: Z-7-Hexadecenoic acid
55
T

83 236 17.60 17.80 18.00 18.20
5000 m/z 41.10 49.66%
0
m/z--> 50 100 150 200 250 300
Abundance #92579: 4-Tetradecene, 2,3,4-trimethyl- Rl B B S
6 17.60 17.80 18.00 18.20
m/z 97.10 40.03%
125 194 237
| fi Lg \ 166 | \
ol M g L e
m/z--> 50 100 150 200 250 300 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 n-Hexadecanoic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
17.88 16.82 ng/ul 5853790 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62
Abundance Scan 2549 (17.880 min): BM023711.D (-2544) (-) m/z 73.05 100.00%
78
43
5000 129
97 213
157185 | 2% 760 170 1800 1620
o o b L Ly 1235 | 281803327 356 420 | ot Te0 00 72340
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
5000 129
83 17.60 17.80 18.00 18.20
157 1g5 213 256 m/z 43.10 60.96%
0= 0'”'H'1'L5"”' UL DALY DAL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #107547: n-Hexadecanoic acid
48 73
'17.60 17.80 18.00 18.20
5000 m/z 57.10 59.67%
129
97 213 256
o_Tjum, .H ﬂtigrl.l .??79%6?, L .,{.. —
m/z--> 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid T e
48 73 17.60 17.80 18.00 18.20
m/z 55.10 55.29%
5000 256 J\A\w—*ﬁxdnj\}\\*NJ\—AvA~A¥
21
157 185
0! o o oSS
m/z--> 50 100 150 200 250 300 350 400 17.|60 17.|80 18.IOO 18.|20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 2-Methoxybenzoic acid, benz... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
18.24 4.38 ng/ul 1524010 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methoxvbenzoic acid. benzvl ester 242 C15H1403 075679-47-9 94
2 Ethanone. 2-(2-hvdroxvphenoxv)-1... 242 C15H1403 1000269-83-9 76
3 m-Methoxvbenzoic acid. 2-methvlp... 242 C15H1403 1000292-62-8 68
4 4.4°-Dimethoxvbenzonhenone 242 C15H1403 000090-96-0 58
5 4,47 -Dimethoxybenzophenone 242 C15H1403 000090-96-0 53
Abundance Scan 2610 (18.239 min): BM023711.D (-2606) (-) m/z 135.00 100.00%
135
91
5000
e w0 " J2I00 16130 16140 1260
39 108 165 : : . .
ol pped b L 208 4 (TS 224 | 277 305 339356 | T g1 10 73.70%
m/z--> 50 100 150 200 250 300 350
Abundance #95750: 2-Methoxybenzoic acid, benzyl ester
o1 135
5000 LA SN BN B SRR
18.00 18.20 18.40 18.60
65 242 m/z 77.10 27.70%
ol 108) ) 192 197 204 |
m/z--> 50 100 150 200 250 300 350
Abundance #95791: Ethanone, 2-(2-hydroxyphenoxy)-1-(3-methylphenyl)-
135
' 18.00 18.20 1840 18.60
5000 m/z 242.10 22.40%
77 107 242
33 51 k \ ‘ , 152 181 224 l
m/z--> 55 100 150 200 250 300 350
Abundance #95782: m-Methoxybenzoic acid, 2-methylpheny! ester T T
135 18.00 18.20 18.40 18.60
m/z 92.10 18.43%
5000
107
oL28 5L | | |15 242
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 (DEL) Alkane: Cyclicl8.74 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
18.74 2.98 ng/ul 1035790 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
2 7-Hexadecene. (2)- 224 C16H32 035507-09-6 93
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 93
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 2695 (18.739 min): BM023711.D (-2691) (-) m/z 83.10 100.00%
57
5000
139 196 994 18.40 18.60 18.80 19.00
o | 165 245 281304 329 357 /7 69.10 84 14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104188: 3-Octadecene, (E)-
41 | 6o
5000 AR AR SRR SRR
18140 18,60 18.80 19.00
m/z 57.10 79.47%
o JI J I 4 11 154 182 224 252
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #81249: 7-Hexadecene, (2)-
55
18.40 1860 18.80 19.00
5000 83 m/z 97.10 78.72%
29
111
o J| LU 4 | 140 167 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104187: 9-Octadecene, (E)- R e EEAER R
55 18.40 18.60 18.80 19.00
83 m/z 55.10 75.96%
5000
29
111
o “J 1 l 1139 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400 18140 18,60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
18.82 7.24 ng/ul 2520970 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 18
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 18
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 18
4 3.4-Dimethvlcvclohexanol 128 C8H160 005715-23-1 14
5 Hexadecane 226 Cl16H34 000544-76-3 14
Abundance Scan 2709 (18.821 min): BM023711.D (-2704) (-) m/z 162.10 100.00%
43 162
71
5000 122
223 UV AU I
187 18.60 18.80 19.00 19.20
o el L1 | 259282 311333356 420 o TUgE 10 92.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57
85
5000 R UM SR SR I
18.60 18.80 19.00 19.20
29 m/z 43.10 81.42%
oLl L Lt 24t 160 107 268
m/z--> 50 100 150 200 250 300 350 400
Abundance #12714: Hexane, 2,3,4-trimethyl-
43
~18.60 18:80 19.00 19.20
5000 71 m/z 71.10 58.80%
o4l ] ‘ 99 128 AM_AAL&JL
m/z--> 50 100 150 200 250 300 350 400
Abundance #28441: Nonane, 3,7-dimethyl- N B B !
57 18.60 18.80 19.00 19.20
m/z 59.10 58.35%
5000
29 85
Jl 127
0 "'JJ""W'"'%5§"'I""I""I""I' T T T R UM SR SR
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 Octadecanoic acid Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
19.17 12.17 ng/ul 3013380 Chrysene-di12 21.15
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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2768 (19.168 min): BM023711.D (-2764) (-) m/z 73.10 100.00%

3
43
5000

18:80 19.00 19.20 19.40
o 305326346 373 401 /7 60.00 72 01i%

m/z--> 50 100 150 200 250 300 350 400
Abundance #131262: Octadecanoic acid
73

5000
18.80 19.00 19.20 19.40
m/z 43.10 71.85%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43 73
L B o e
18.80 19.00 19.20 19.40
5000 129 m/z 57.10 67.81%
97 185, 284
oL1s o |z |
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid L B o e
43 | 73 18.80 19.00 19.20 19.40
m/z 55.10 60.41%
5000 129
185 241 284
| H\ \ Sk 200
Oy ‘ﬂ‘. u..., e T = S .
m/z--> 50 200 250 300 350 400 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 (DEL) Alkane: Cyclicl19.90 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.90 19.75 ng/ul 4888860 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 99
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Cvclotetradecane 196 C14H28 000295-17-0 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
Abundance Scan 2892 (19.897 min): BM023711.D (-2888) (-) m/z 83.10 100.00%
o B
5000 111
LSRN U BN SN
139 19.60 19.80 20.00 20.20
o AL 13 (108 196 224 252 280305327 355 383 430 | 7, 9.10  88.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
g7
83
5000 LSRN U PR SN
29 11 19.60 19.80 20.00 20.20
m/z 97.10 83.76%
0 J | ] L 1139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1
55 83
19,60 19.80 20.00 20.20
5000 111 m/z 55.10 79.56%
29
oL L | 1259 168 166238 266 MJLW
m/z--> 50 100 150 200 250 300 350 400
Abundance #58277: Cyclotetradecane e R BRREs RS
55 19.60 19.80 20.00 20.20
m/z 57.10 77.38%
83
5000
29 111
196
0= 'm'|'J"'J|J'i}%gl%§8"{l" L DAL DAL DU WAL AN AR R SN
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

19.93 28.26 ng/ul 6995920 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane. 1l-iodo- 310 C13H271 035599-77-0 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Docosane 310 C22H46 000629-97-0 90
5 Heneicosane, 10-methyl- 310 C22H46 013287-25-7 87

Abundance Scan 2898 (19.933 min): BM023711.D (-2895) (-) m/z 57.10 100.00%

85
5000

19.60 19.80 20.00 20.20
m/z 71.10 86 .33%

o 141 169 197 225 253 295 324349 383

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

431

-

19. 60 19. 80 20. OO 20 20
m/z 85.10 62.74%

5000

141 169 197 225 253

296

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
19.60 19.80 20.00 20.20
5000 85 m/z 43.10 56.42%
28
113 183
RO |
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane e L ma s B
57 19.60 19.80 20.00 20.20
m/z 41.10 23.73%
5000 85
29 ‘ 113
o b Lo o 20 e
m/z--> 50 100 150 200 250 300 350 400 19. 60 19. 80 20. 00 20 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 (DEL) Alkane: Cyclic20.41 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.

20.41 3.73 ng/ul 923500 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93

Abundance Scan 2979 (20.409 min): BM023711.D (-2976) (-) m/z 83.10 100.00%

57

5000

.

20.00 20.20 20.40 20.60 20.80
m/z 97.10 92.07%

72196 223 256281 309333 363

403 441 477

L

mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #58277: Cyclotetradecane
56
83
5000 LN I N I N

20.00 20.20 20.40 20.60 20.80
29 111 m/z 57.10 91.35%

| ] | l 139 168199
YR 0 O N e

T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
T T T
20.00 20.20 20.40 20.60 20.80
5000 111 m/z 69.10 89.34%
29
ol “ Pﬁg;67196 238 266 294
L e i L e LA A s e B o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol L B e e e
57 97 20.00 20.20 20.40 20.60 20.80
m/z 43.10 82.25%
5000
125
29 l 153
ol 1 [2° 181 209 236 264 292 320 350 378
||||||||||||||||||||||||||||||||||||||||||||||||| _rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

20.43 8.99 ng/ul 2225620 Chrysene-di12 21.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 83
2 Tridecane 184 C13H28 000629-50-5 78
3 Heptacosane 380 C27H56 000593-49-7 72
4 Tridecane. 5-propvl- 226 C16H34 055045-11-9 64
5 1-lodo-2-methylnonane 268 C10H21l1 1000101-47-9 64
Abundance Scan 2983 (20.433 min): BM023711.D (-2980) (-) m/z 57.10 100.00%

57
85
5000 \
F13141169197225253 295 338364 397 432457 516 2020 20.40 20,60 200
Ob e d A | LT 77197225253 295 338364 307 432457 816 nzn 71,10 90.34%

mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane

\

5000 g e e e o
20.20 20.40 20.60 20.80

m/z 85.10 66.18%

141169197225 267295 365393

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48834: Tridecane

\

20.20 20.40 20.60 20.80
m/z 43.10 51.31%

5000

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane B B B B
57 20.20 20.40 20.60 20.80
m/z 99.10 20.75%
5000
85
29
oh 113141160197225253281 323351 380 \ A
LI L L B L O B R N E B O N LALAL LI e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 20 20.40 20 60 20. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 Octadecanal Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
20.60 3.79 ng/ul 938927 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Octadecanal 268 C18H360 000638-66-4 95
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
5 Octadecanal 268 C18H360 000638-66-4 93
Abundance Scan 3011 (20.597 min): BM023711.D (-3009) (-) m/z 82.10 100.00%
57
43
5000
it 212 20,20 20.40 20.60 20.80 21.00
51 278306 : : : : :
o‘,-w\l, {11V | (3.183 ) 280278306 345372400 455480 549 75710 99.670%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117607: Octadecanal
a8, 8
5000
20.20 20.40 20.60 20.80 21.00
m/z 43.10 78.28%
. 38166194222250
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117604: Octadecanal
48
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
82 20.20 20.40 20.60 20.80 21.00
5000 m/z 96.10 69.65%
10
NEL ﬂ | 138166194222250
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance #129467: Oxirane, heptadecyl- B
48 82 20.20 20.40 20.60 20.80 21.00
m/z 55.10 64 .20%
5000
10
. [ 138166104 236264
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 | 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\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 31 2-Propen-1-one, 1-(2,6-dihy... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
20.69 18.30 ng/ul 4529150 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 1-(2.6-dihvdroxv... 270 C16H1404 018956-15-5 93
2 4-Azafluorenone. 2-methviphenvli... 270 C19H14N2 1000216-54-4 30
3 9-Anthrvl phenvl ether 270 C20H140 074067-56-4 22
4 7-Hvdroxv-3-(3.4-dihvdroxvphenvl... 270 C15H1005 000485-63-2 18
5 Naphthalene, 1,1"-oxybis- 270 C20H140 000607-52-3 14
Abundance Scan 3027 (20.692 min): BM023711.D (-3022) (-) m/z 270.10 100.00%
193 270
166
5000 138
95

20.40 20.60 20.80 21.00

o L ﬂ .J,L.l“—' L | | 23| 315340 378 415 476502 —="163.00 65 670

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119173: 2-Propen-1-one, 1-(2,6-dihydroxy-4-methoxyphenyl)...

193 270
166
5000 138 LA L L L L L L
95 20. 40 20 60 20. 80 21. 00
51 m/z 269.10 77.89%
15 242
0 ,|,1,L|]|”L,|U,.,1”.,,, T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119539: 4-Azafluorenone, 2-methylphenylimine
269
R B N
20.40 20.60 20.80 21.00
5000 m/z 166.00 60.86%
63 89 130164197 241
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119556: 9-Anthryl phenyl ether Rt s SRR
270 20.40 20.60 20.80 21.00
m/z 138.00 41 .36%
5000 193
165
51 77 106135 | 241
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 40 20 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 32 Cinnamyl cinnamate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.72 23.51 ng/ul 5817980 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 86
2 1-Penten-3-one. 4-methvl-1-phenvl- 174 C12H140 003160-32-5 50
3 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 50
4 N-(p-VinvlbenzovD)-l-alanine 219 C12H13NO3 139184-60-4 50
5 3-Butenoic acid, 2-oxo-4-phenyl-... 190 C11H1003 1000142-22-4 47
Abundance Scan 3032 (20.721 min): BM023711.D (-3028) (-) m/z 131.10 100.00%
131
5000
77103“ 219 R e A e e e e e
51 J 173 264 20.40 20.60 20.80 21.00
Ol A 1 L. 20% 301327 359 405 441467 501 | ns5 11510  37.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114231: Cinnamyl cinnamate
131
5000 ARSI
103 20,40 20.60 20.80 21.00
0
o 77 29 ., m/z 117.10 33.25%
0"'=”LJ|” 'IEG'IJ"I”"I”"I”"I”"I”"P
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #41102: 1-Penten-3-one, 4-methyl-1-phenyl-
131
a0 9050 2080 2100 |
5000 103 m/z 103.10 26.39%
77
51 174
0 sz'al'l'll"'J"l"l'l"''|''''|""|""|""|""|""|'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #51728: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131 20.40 20.60 20.80 21.00
m/z 219.10 21.33%
5000
77103
a1 J J 188
0 Aﬂ}h"'l"Mlqz"|""|“"|""|"”|""|"'w' UL IR
m/z--> 50 100 150 200 250 300 350 400 450 500 20.40 20.60 20.80 21.00

SOM-EPA-BM111119MA_M Thu Nov 14 16:22:30 2019

Page: 35



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 2
R.T. EstConc Area Relative to ISTD R.T.
20.90 166.91 ng/ul 41313300 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Tetracosane 338 C24H50 000646-31-1 96
3 Hexadecane. 1-i1odo- 352 C16H331 000544-77-4 96
4 Nonadecane 268 C19H40 000629-92-5 95
5 Heneicosane, l1ll-pentyl- 366 C26H54 014739-72-1 94
Abundance Scan 3062 (20.897 min): BM023711.D (-3056) (-) m/z 57.10 100.00%
57
85
5000
ri3141169197225253281309 352 399 440467 504535 20.60 2080 21.00 2120
I N R e A SR A NA TR Ra LS SN m/z 71.10 85.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane
57
85
5000 AUV
20.60 20.80 21.00 21.20
113 m/z 85.10 66.16%
ol20 J JJlfﬂ1§qlg72252532813og338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57
AR RARAA RaRaN RARS
g5 20.60 20.80 21.00 21.20
5000 m/z 43.10 59.17%
29
ol [113141169197225 53 338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo- L I B
57 20.60 20.80 21.00 21.20
m/z 55.10 29 .55%
85
5000
225
29 113141
St il I - S g F Sl St
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 34 unknown-05 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.97 21.37 ng/ul 5289830 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4-Trifluoroaniline 147 C6H4F3N 003862-73-5 43
2 Ethvl 5-acetvl-2-hvdroxvbenzoate 208 C11H1204 1000373-31-2 38
3 2.3.4-Trifluoroaniline 147 C6H4F3N 003862-73-5 35
4 Benzoic acid. 4-acetvl-. phenvim... 254 C16H1403 119838-69-6 35
5 2H-Benzotriazole, 2-ethyl- 147 C8HON3 016584-04-6 30

Abundance Scan 3074 (20.968 min): BM023711.D (-3071) (-) m/z 105.10 100.00%

105 147

Hr

5000
65
o J M 1 [74 l 254 e R
20.60 20.80 21.00 21.20
YRTPY M N l kL ,l. g81 316342 387414445475509 | sz 91.10  95.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22421: 2,3,4-Trifluoroaniline
147
5000 LA L L L L L L I
120 20.60 20.80 21.00 21.20
m/z 147.00 88.66%
31 70 l .
oot
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67301: Ethyl 5-acetyl-2-hydroxybenzoate
147
T
20.60 20.80 21.00 21.20
5000 m/z 120.10 40.02%
193
43 79 119
15
o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22420: 2,3,4-Trifluoroaniline T e
147 20.60 20.80 21.00 21.20
m/z 65.10 34.34%
5000
120
31 70
o el sl || R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20 60 20. 80 21. OO 21. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 Tetracosane, 1l-bromo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.33 21.54 ng/ul 5331190 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. l-bromo- 416 C24H49Br 006946-24-3 94
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3136 (21.333 min): BM023711.D (-3132) (-) m/z 57.10 100.00%
g7
85
5000
113
141169 21.00 21.20 21.40 21.60
Obrrd b b i.m 535191225253281309337 366 401430458 495527 | sz 71.10  83.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217917: Tetracosane, 1-bromo-
57
5000 85
21.00 21.20 21.40 21.60
29 135 m/z 85.10 61.72%
. ] 1, ], 183 225253281308337 375 416
m/z--> §o 160 1%0 260 250 300 350 400 4éo 560 '
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57

21.00 21.20 21.40 21.60
5000 85 m/z 43.10 58.61%

113
0 ‘J | 141 183211239267296

A L R I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance i i

#149373: Sulfurous acid, 2-propyl tridecy! ester
43 21.00 21.20 21.40 21.60

m/z 55.10 32.70%

5000 &
97
‘ ‘ 125154 182 217

Iy MH\

ol A e e e e S S ——

m/z--> 50 100 150 200 250 300 350 400 450 500 21. 00 21 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 36 13-Docosen-1-ol, (2)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.50 19.29 ng/ul 4774600 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosen-1-ol. (2)- 324 C22H440 000629-98-1 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Octadecanal 268 C18H360 000638-66-4 91
Abundance Scan 3164 (21.497 min): BM023711.D (-3162) (-) m/z 82.10 100.00%
7 82
5000 A {
I o120 2140 2150 2180
o AL [ 300 207236 278306 334300380416042467 502 | 1173 57.10 92 300
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164554: 13-Docosen-1-0l, (2)-
55 82
5000
110 306 21.20 21.40 21.60 21.80
- 138 m/z 43.10 72.67%
oLl l] (166104 222250278
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #117617: Oxirane, hexadecyl-
43
—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—
21.20 21.40 21.60 21.80
5000 m/z 96.10 69.22%
oL | 138 166 208 250
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117607: Octadecanal B
48, 82 21.20 21.40 21.60 21.80
m/z 83.10 60.92%
5000
oL 37 166194222250
m/z--> 50 100 150 200 250 300 350 400 450 500 2120 21,40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 37 unknown-06 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
21.64 7.99 ng/ul 1978340 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.11Tnona-2.4.7-triene.... 146 Cl1H14 1000164-42-6 47
2 3-Buten-1-ol. 4-phenvl- 148 C10H120 000937-58-6 43
3 Benzenepropanoic acid. 3-phenvl-... 266 C18H1802 028048-98-8 42
4 3-Phenvl-4-methvl-5-hvdroxv-isox... 175 C10H9NO2 053949-08-9 40
5 3-Phenyl-4-methyl-isoxazol-5(4H) ... 175 C10H9NO2 023244-37-3 40
Abundance Scan 3188 (21.639 min): BM023711.D (-3187) (-) m/z 117.10 100.00%
117 n
5000
LT 1140 21160 2180 2200
39 221 : : : :
ol 3l e, |, 22tomn smeanpanr snamosmanse a1 535 s GG T 05 5
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #21660: Bicyclo[4.2.1]nona-2,4,7-triene, 7-ethyl-
117
5000 LR ISR B I B
146 2140 21.60 21.80 22.00
l m/z 115.10 43.52%
39 77
O'erAA'I"”I"'W"""" A S LI WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22648: 3-Buten-1-ol, 4-phenyl-
117
" 21140 21.60 21.80 22,00
5000 m/z 105.10 32.46%
148
o ..‘.Slllﬂ.l‘?‘.bl....,....,.... L B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115816: Benzenepropanoic acid, 3-phenyl-2-propenyl ester RN s e
117 21.40 21.60 21.80 22.00
m/z 133.10 25.94%
o »MWA’V‘J/
ol 39 o 149176206 937
m/z--> Sb 100 150 200 250 300 350 400 450 500 550 2140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.77 283.92 ng/ul 70275100  Chrysene-d12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 98

2 Octadecane. 1-iodo- 380 C18H371 000629-93-6 98
3 Octadecane 254 C18H38 000593-45-3 97
4 Docosane. 9-octvl- 422 C30H62 055319-83-0 94
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 93
Abundance Scan 3210 (21.768 min): BM023711.D (-3204) (-) m/z 57.10 100.00%

57
85
5000

113
21 40 21.60 21.80 22.00

169197225253
o....,....,..i.li I fa2223 295323351380 415445475502534 | sz 71.10  86.03%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane

57 '
5000 85

21.40 21.60 21.80 22.00

29 13 m/z 85.10 71.49%
oL 341169197225253281309337365394
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202263: Octadecane, 1-iodo-
57
B EEEE e E e e e
85 21.40 21.60 21.80 22.00
5000 m/z 43.10 59.70%
13 253
29
oL 1] [ 341169197225{ 380
L B i o e o o LLIA oo o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105886: Octadecane
57 21.40 21.60 21.80 22.00
m/z 55.10 32.69%
5000 85
29
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 39 unknown-07 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

22 .06 21.12 ng/ul 5227470 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(3-ethenvl-1-propen... 252 C17H1602 017676-24-3 49
1-(0-Hvdroxvphenvl)-3-(p-methoxv... 252 C16H1203 101278-20-0 25
2-I3-Methoxvphenvl1-4H-1-benzopv... 252 C16H1203 053906-83-5 25
4 4-(2-FurvDpvridine 145 C9H7NO 055484-04-3 18
5 4H-1-Benzopyran-4-one, 3-(2-meth... 252 C16H1203 007622-32-4 18
Abundance Scan 3260 (22.062 min): BM023711.D (-3257) (-) m/z 252.10 100.00%

252

145
107

5000

B8

21.80 22.00 22.20 22.40

o 281310341368 413 463 506535 m/z 145.10 75 .66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 q
Abundance #104122: Phenol, 4,4'-(3-ethenyl-1-propene-1,3-diyl)bis-, (E)
252
5000 107 158 2180 22.00 22.20 22.40
m/z 107.10 67.59%
Al
1L

0 L e B s e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104020: 1-(O-Hydroxyphenyl)-3-(p-methoxyphenyl)-2-propyn-...
252

=
©

Ihl\)

SN

132 IIIIIIIIIIIIIIIIIIIII
21.80 22.00 22.20 22.40
5000 m/z 158.10 47 .21%
221
U ol W A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104008: 2-[3-Methoxyphenyl]-4H-1-benzopyran-4-one SRR e e A
252 21.80 22.00 22.20 22.40
m/z 127.10 31.42%
5000
132
63 9? 181 222
o} MRS N PR TS SR UMMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 40 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

22.20 9.94 ng/ul 2461270 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 97
2 Hexadecane. 1-i1odo- 352 C16H331 000544-77-4 94
3 Pentacosane 352 C25H52 000629-99-2 94
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3283 (22.197 min): BM023711.D (-3281) (-) m/z 57.10 100.00%

5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
21.80 22.00 22.20 22.40 22.60

141169 207 239 281 314342369 416444473503 549

0 m/z 71.10 88.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
At
5000 85 | BN LI L L L L L L

21.80 22.00 22.20 22.40 22.60
m/z 85.10 61.54%

113
o [ 141169197 239267294323352
N e
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #184946: Hexadecane, 1-iodo-
57
BB e e e
85 21.80 22.00 22.20 22.40 22.60
5000 m/z 43.10 56.38%
225
29 113
S il - S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane N B B B B e e B
57 21.80 22.00 22.20 22.40 22.60
m/z 55.10 22 .93%
5000 85
113
J2 [ 69 211239267205323352
I o o R e e e B o O e N T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. OO 22 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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: Cyclic22.23 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
22.23 15.36 ng/ul 3802660 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 50
2 Behenic alcohol 326 C22H460 000661-19-8 46
3 1-Docosanol. methvl ether 340 C23H480 1000333-91-9 46
4 1-Octadecanol 270 C18H380 000112-92-5 43
5 Cyclohexane, (1,2-dimethylpropyl)- 154 C11H22 051284-29-8 30
Abundance Scan 3289 (22.233 min): BM023711.D (-3286) (-) m/z 83.10 100.00%
83
55
5000 11
R UM SN BN BUR
39 22.00 22.20 22.40 22.60
181
ot b, “1 1535208 251283 322350 384412 460 498 537 | 777 97.10  91.51%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #58327: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph...
56
" |
5000 IR A BN DA A
2200 22.20 22.40 22.60
L 167 m/z 69.10 77 .45%
2 25
0 ”"I'”'I"”I"}pq"""' DRI B WL SR B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol
56 88
22,00 22.20 22.40 22.60
5000 11 m/z 55.10 65.63%
) P39
o 2lLALA LI} 1071096224250280308 |
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177220: 1-Docosanol, methyl ether L B LA
45, 88 22.00 22.20 22.40 22.60
m/z 111.10 48_.06%
5000 1
P39 308
ELTR VU N U O Wt ol ot
mz-> 0 50 100 150 200 250 300 350 400 450 500 2200 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 42 1,19-Eicosadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.43 49_31 ng/ul 22369400 Perylene-d12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 Tetracosanal 352 C24H480 057866-08-7 91

Abundance Scan 3323 (22.433 min): BM023711.D (-3317) (-) m/z 82.10 100.00%

82
43
5000
09

7 22 20 22.40 22.60 22.80
166194222250278306334362
(I — Al4 458489520549 m/z 57.10 83.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene
55
96

5000
22 20 22.40 22.60 22.80
m/z 96.10 73 .09%

24
ol 144152180008 250278
e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117607: Octadecanal
43, 82

22.20 22. 40 22 60 22.80

5000 m/z 43.10 64 .06%
09
J l [37166194222250
oA e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecy!- R I e
43 8 22. 20 22. 40 22 60 22. 80

m/z 83.10 62 .52%

5000
10
| [ 138166194 236264

ol AR L e e e e e ”........” A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 20 22. 40 22 60 22. 80

SOM-EPA-BM111119MA_M Thu Nov 14 16:22:34 2019 Page: 45



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023711.D

Aca On : 13 Nov 2019 23:43

Operator :© JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
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 43 Docosyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.75 117.99 ng/ul 53525900 Perylene-di12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl trifluoroacetate 422 C24H45F302 1000351-75-5 91
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 3377 (22.750 min): BM023711.D (-3373) (-) m/z 97.10 100.00%
o7
69
5000
4 25
_l—|_|_|_l_l—|_|_l_l_l—r|_l_l_l—|_|_l_l_l—|_f
53 22.40 22.60 22.80 23.00
81
ot ALY l | 1191210238266 308336364 309 445 480522549 7o g3 10  92.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219709: Docosy! trifluoroacetate
57
97
22.40 22.60 22.80 23.00
125 m/z 69.10 67.79%
0 29 l 53181210233 280308 353 404
m/z--> 50 100 1éo 200 250 300 3éo 460 450 500 550
Abundance #223732: Tricosy! trifluoroacetate
57 A
N U AU SR
97 22.40 22.60 22.80 23.00
5000 m/z 55.10 60.18%
125
o %ﬁl l }53181210238266294322 367 418
m/z--> 50 100 150 200 250 300 3éo 460 450 500 550
Abundance #236054: Heneicosy! heptafluorobutyrate R AR
57 22.40 22.60 22.80 23.00
o m/z 111.10 57 .16%
5000
- 125
oL | | 169106004 266294 339 490
|||||||||||||||||||||||||||||||||||||||||||| _l—|_|_|_l_l—|_|_l_l_l—r|_l_l_l—|_|_l_l_l—|_f
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00

SOM-EPA-BM111119MA_M Thu Nov 14 16:22:35 2019 Page: 46



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM111319\
Data File : BM023711.D

Acq On : 13 Nov 2019 23:43

Operator : JU

Sample : K5678-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_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 7.79 4.7 ng/ul 649076 1 7.54 2750430 20.0
Nonanal 8.87 5.5 ng/ul 763347 1 7.54 2750430 20.0
Benzofuran, 2,3-d... 10.56 2.1 ng/ul 450391 2 10.32 4338790 20.0
Nonanoic acid 11.15 2.4 ng/ul 513415 2 10.32 4338790 20.0
Benzaldehyde, 4-h_... 12.53 4.6 ng/ul 1678200 3 14.20 7239160 20.0
trans-Cinnamic acid 13.34 4.5 ng/ul 1609630 3 14.20 7239160 20.0
N-_.alpha.-t-Boc-L... 14.68 3.3 ng/ul 1197710 3 14.20 7239160 20.0
1H-Cyclopropa[a]n-.. 15.60 18.4 ng/ul 6402480 4 16.94 6960010 20.0
(-)-Aristolene 15.64 2.9 ng/ul 1015660 4 16.94 6960010 20.0
-beta.-Guaiene 15.68 2.2 ng/ul 761058 4 16.94 6960010 20.0
Benzene, l-methox... 15.77 3.0 ng/ul 1033500 4 16.94 6960010 20.0
2-Naphthalenemeth... 15.84 59.9 ng/ul 20833200 4 16.94 6960010 20.0
unknown-01 15.96 6.0 ng/ul 2073930 4 16.94 6960010 20.0
unknown-02 16.85 7.6 ng/ul 2636270 4 16.94 6960010 20.0
unknown-03 17.16 37.0 ng/ul 12884100 4 16.94 6960010 20.0
(DEL) Alkane: Cyc... 17.36 3.3 ng/ul 1137240 4 16.94 6960010 20.0
unknown-04 17 .42 2.4 ng/ul 841249 4 16.94 6960010 20.0
(DEL) Alkane: Str... 17.47 4.8 ng/ul 1681920 4 16.94 6960010 20.0
cis-9-Hexadecenoi... 17.82 3.3 ng/ul 1145460 4 16.94 6960010 20.0
n-Hexadecanoic acid 17.88 16.8 ng/ul 5853790 4 16.94 6960010 20.0
2-Methoxybenzoic ... 18.24 4.4 ng/ul 1524010 4 16.94 6960010 20.0
(DEL) Alkane: Cyc... 18.74 3.0 ng/ul 1035790 4 16.94 6960010 20.0
(DEL) Alkane: Str... 18.82 7.2 ng/ul 2520970 4 16.94 6960010 20.0
Octadecanoic acid 19.17 12.2 ng/ul 3013380 5 21.15 4950350 20.0
(DEL) Alkane: Cyc... 19.90 19.8 ng/ul 4888860 5 21.15 4950350 20.0
(DEL) Alkane: Str... 19.93 28.3 ng/ul 6995920 5 21.15 4950350 20.0
(DEL) Alkane: Cyc... 20.41 3.7 ng/ul 923500 5 21.15 4950350 20.0
(DEL) Alkane: Str... 20.43 9.0 ng/ul 2225620 5 21.15 4950350 20.0
Octadecanal 20.60 3.8 ng/ul 938927 5 21.15 4950350 20.0
2-Propen-1-one, 1... 20.69 18.3 ng/ul 4529150 5 21.15 4950350 20.0
Cinnamyl cinnamate 20.72 23.5 ng/ul 5817980 5 21.15 4950350 20.0
(DEL) Alkane: Str... 20.90 166.9 ng/ul 41313300 5 21.15 4950350 20.0
unknown-05 20.97 21.4 ng/ul 5289830 5 21.15 4950350 20.0
Tetracosane, 1-br... 21.33 21.5 ng/ul 5331190 5 21.15 4950350 20.0
13-Docosen-1-ol, ... 21.50 19.3 ng/ul 4774600 5 21.15 4950350 20.0
unknown-06 21.64 8.0 ng/ul 1978340 5 21.15 4950350 20.0
(DEL) Alkane: Str... 21.77 283.9 ng/ul 70275100 5 21.15 4950350 20.0
unknown-07 22.06 21.1 ng/ul 5227470 5 21.15 4950350 20.0
(DEL) Alkane: Str... 22.20 9.9 ng/ul 2461270 5 21.15 4950350 20.0
(DEL) Alkane: Cyc... 22.23 15.4 ng/ul 3802660 5 21.15 4950350 20.0
1,19-Eicosadiene 22.43 49.3 ng/ul 22369400 6 23.31 9073250 20.0
Docosyl trifluoro... 22.75 118.0 ng/ul 53525900 6 23.31 9073250 20.0
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