LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 4.134 207 212 224 rVB3 134826 230285 0.35% 0.034%
2 6.587 622 629 636 rvv 127053 252520 0.38% 0.038%
3 6.687 638 646 648 rvVv4 185104 369021 0.56% 0.055%
4 6.722 648 652 663 rVB 862210 1482489 2.25% 0.221%
5 6.875 668 678 685 rBV 769420 1255672 1.90% 0.187%
6 7.069 704 711 724 rVB 1017088 1638934 2.48% 0.244%
7 7.240 735 740 750 rVB2 142165 224157 0.34% 0.033%
8 7.528 782 789 799 rBVY 1356119 2174391 3.30% 0.324%
9 7.781 826 832 840 rBV 238494 491624 0.75% 0.073%
10 8.139 888 893 901 rVvVv 105480 182051 0.28% 0.027%

11 8.251 901 912 925 rVV 1201840 2213070 3.35% 0.330%
12 8.357 925 930 936 rvv 118733 240752 0.36% 0.036%
13 8.681 979 985 996 rvVv 964347 1616828 2.45% 0.241%
14 8.857 1009 1015 1032 rVB 476019 802199 1.22% 0.119%
15 9.398 1098 1107 1113 rBV 801490 1335902 2.02% 0.199%

16 9.598 1132 1141 1146 rBV2 83135 198224 0.30% 0.030%
17 9.686 1148 1156 1161 rVVv 321612 573497 0.87% 0.085%
18 9.939 1192 1199 1212 rVV 1324085 2194132 3.33% 0.327%
19 10.304 1254 1261 1269 rBV 1921885 3148607 4.77% 0.469%
20 10.551 1297 1303 1311 rBV 130976 311083 0.47% 0.046%

21 10.880 1350 1359 1368 rBV3 71925 245143 0.37% 0.037%
22 11.063 1384 1390 1393 rBV2 105253 207070 0.31% 0.031%
23 11.151 1398 1405 1413 rVV 560212 1056297 1.60% 0.157%
24 11.269 1414 1425 1435 rVV7 164464 523205 0.79% 0.078%
25 11.969 1537 1544 1554 rBV2 142923 293034 0.44% 0.044%

26 12.145 1570 1574 1581 rVB 78516 140308 0.21% 0.021%
27 12.522 1633 1638 1648 rVB 621234 1039347 1.58% 0.155%
28 12.645 1654 1659 1662 rBv4 132114 213852 0.32% 0.032%
29 12.680 1662 1665 1681 rVB 198611 448830 0.68% 0.067%
30 13.327 1766 1775 1788 rBV 668305 1397897 2.12% 0.208%

31 13.474 1794 1800 1810 rBV 273566 486071 0.74% 0.072%
32 13.610 1816 1823 1827 rBV 2362769 3259680 4.94% 0.485%
33 13.657 1827 1831 1836 rVB 458878 637404 0.97% 0.095%
34 13.874 1861 1868 1881 rBV 2791389 4298959 6.52% 0.640%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 14.045 1892 1897 1901 rBV6 88547 182505 0.28% 0.027%

36 14.186 1913 1921 1930 rBV2 2959537 4988940 7.56% 0.743%
37 14.263 1930 1934 1941 rVV6 131715 265503 0.40% 0.040%
38 14.421 1956 1961 1964 rBV 325603 525175 0.80% 0.078%
39 14.463 1964 1968 1976 rVB 364307 640411 0.97% 0.095%
40 14.668 1999 2003 2008 rVB2 422850 603241 0.91% 0.090%

41 14.886 2034 2040 2044 rBV 117394 186455 0.28% 0.028%
42 15.068 2067 2071 2077 rVB2 176239 239194 0.36% 0.036%
43 15.186 2085 2091 2097 rBV 3597136 5077398 7.70% 0.756%
44 15.268 2102 2105 2108 rVv2 113528 135047 0.20% 0.020%
45 15.321 2109 2114 2121 rVV 768642 1103583 1.67% 0.164%

46 15.592 2155 2160 2164 rBV2 2657136 3832199 5.81% 0.571%
47 15.633 2164 2167 2170 rVV2 467243 590226 0.89% 0.088%
48 15.674 2170 2174 2177 rVB 323129 391084 0.59% 0.058%
49 15.715 2177 2181 2186 rBVY 344929 511902 0.78% 0.076%
50 15.763 2186 2189 2194 rVV3 293645 405068 0.61% 0.060%

51 15.827 2195 2200 2208 rVB 9504212 13231360 20.05% 1.970%
52 15.915 2212 2215 2218 rBV3 163895 264415 0.40% 0.039%
53 16.092 2242 2245 2252 rVB6 172865 287518 0.44% 0.043%
54 16.251 2269 2272 2276 rVB 294599 368876 0.56% 0.055%
55 16.374 2290 2293 2297 rBV 265576 321317 0.49% 0.048%

56 16.845 2368 2373 2380 rBV 1169722 1902633 2.88% 0.283%
57 16.939 2384 2389 2394 rBV 3465299 4912639 7.45% 0.732%
58 17.039 2400 2406 2416 rVB 3587083 5708089 8.65% 0.850%
59 17.151 2420 2425 2433 rBV 6368301 8930934 13.54% 1.330%
60 17.351 2455 2459 2463 rBV2 605011 792293 1.20% 0.118%

61 17.451 2473 2476 2486 rVB5 493870 1034090 1.57% 0.154%
62 17.809 2533 2537 2542 rBV 796272 1095138 1.66% 0.163%
63 17.886 2543 2550 2555 rBV 13299380 22244147 33.71% 3.312%
64 18.233 2606 2609 2617 rVB 627732 963507 1.46% 0.143%
65 18.733 2691 2694 2701 rVB 617416 774295 1.17% 0.115%

66 18.809 2703 2707 2716 rVV 1352489 2028560 3.07% 0.302%
67 19.074 2739 2752 2764 rBV 25528851 57251083 86.77% 8.525%
68 19.186 2765 2771 2784 rVB 16002718 22791506 34.54% 3.394%
69 19.345 2793 2798 2803 rBV 4273599 6014223 9.11% 0.896%
70 19.892 2887 2891 2894 rBV 3223472 3665967 5.56% 0.546%

71 19.927 2894 2897 2901 rVB 4700088 5031927 7.63% 0.749%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 20.256 2949 2953 2957 rBV 3126235 4018594 6.09% 0.598%
73 20.427 2979 2982 2985 rVB 1573449 1728077 2.62% 0.257%
74 20.680 3022 3025 3028 rBY 3037264 3849167 5.83% 0.573%
75 20.709 3028 3030 3038 rVB 3743271 4151572 6.29% 0.618%
76 20.892 3055 3061 3066 rVB2 24232320 34069541 51.63% 5.073%
77 20.968 3070 3074 3080 rVB 3585289 4432675 6.72% 0.660%
78 21.062 3088 3090 3092 rBV2 997210 1120932 1.70% 0.167%
79 21.145 3100 3104 3109 rBVY 4293684 5411018 8.20% 0.806%
80 21.192 3110 3112 3118 rVB2 1222185 1520580 2.30% 0.226%
81 21.327 3132 3135 3138 rBY 3793676 3806800 5.77% 0.567%
82 21.497 3161 3164 3167 rBVY 3877361 4476465 6.78% 0.667%
83 21.762 3203 3209 3220 rBV2 38298744 63028797 95.52% 9.385%
84 22.056 3256 3259 3268 rVB 2671367 3736881 5.66% 0.556%
85 22.197 3280 3283 3286 rBY 2137524 3132811 4._.75% 0.466%
86 22.421 3316 3321 3324 rBV 12369174 17083572 25.89% 2.544%
87 22.697 3362 3368 3371 rBV 19824301 36449571 55.24% 5.428%
88 22.739 3371 3375 3384 rVB 28400206 45907323 69.58% 6.836%
89 23.174 3445 3449 3454 rVB 3202183 4895984 7.42% 0.729%
90 23.303 3465 3471 3481 rVB 3685329 8972736 13.60% 1.336%
91 23.533 3504 3510 3517 rVB 9595425 17472369 26.48% 2.602%
92 23.856 3559 3565 3571 rVB 5672438 11109878 16.84% 1.654%
93 23.933 3572 3578 3586 rVB 13146840 25062224 37.98% 3.732%
94 24.033 3592 3595 3606 rVB2 2782024 5511795 8.35% 0.821%
95 24.997 3754 3759 3767 rVB 2992725 6858094 10.39% 1.021%
96 25.538 3845 3851 3860 rVB 3104743 7460976 11.31% 1.111%
97 26.262 3961 3974 3986 rBV3 19664347 65982310 100.00% 9.825%
98 27.109 4109 4118 4138 rVB3 8745449 32367599 49.05% 4.820%
99 27.450 4171 4176 4183 rBV5 1716046 4466693 6.77% 0.665%
100 27.744 4216 4226 4240 rVB2 7968319 28999715 43.95% 4.318%

Sum of corrected areas: 671559732
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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

Abundance TIC: BM023720.D

4e+07
3e+07
2e+07

1e+07

10.30
4.13 6.69887.07.24 1,537,783 59:8%6 8.68. 86 9.49969% % "1 "10.5510. 880A%7

R e e BSRSMERMMRME. 2./ S WSt MO ol W AR M5 Al N Wbt ol

Time--> 300 350 400 450 500 550 6.00 650 7.00 750 8.00 850 900 9.50 10.00 10.50 1100 11.50
Abundance TIC: BM023720.D

4e+07

3e+07 19.07

2e+07 19.19
17.89

1e+07 15.83

17 15
15.19 1
13.613.8714.19 15.59 16 1135517 11823 18%8Y
1 133843.66 B, m37
oL 119215 % L5156 A140Am;s ﬁlmss

Time--> 12. OO 12. 50 13 OO 13.50 14.00 14. 50 15. OO 15. 50 16.00 16. 50 17. OO 17.50 18. OO 18. 50 19. OO 19.50 20.00
Abundance TIC: BM023720.D
21,76

4e+07

22.74

3e+07] 20.89

2e+07

1e+o7g96§3§¥213350

25.00 25.54

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 1 Hexanal Concentration Rank 47

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

4.13 2.12 ng/ul 230285 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 59
4 Butanal 72 C4H80 000123-72-8 27
5 cis-2,3-Epoxyoctane 128 C8H160 023024-54-6 27

Abundance Scan 211 (4.128 min): BM023720.D (-207) (-) m/z 43.10 100.00%
43.1
85.0
USSR SURDE SRR
114.1 3.80 4.00 4.20 4.40
—_— MJ‘- Aaro 2079 2810 L0 o741 .05 93.18%
m/z--> 50 100 150 200 250 300
Abundance #3773: Hexanal
44.0
5000 AR AR SR AR
3.80 4.00 4.20 4.40
‘ 72.0 m/z 56.10 91.19%
1 ,“.'.l..,........,............,
m/z--> 50 100 150 200 250 300
Abundance #3767: Hexanal
44.0
380 4.00 4.0 440
5000 m/z 57.05 77.32%
72.0
1500 I} | \| 11000
m/z--> éo 160 1éo 260 250 300
Abundance #3772: Hexanal T T T
44.0 3.80 4.00 4.20 4.40
m/z 44.00 73.88%
5000
72.0
"L'I"dj' SR UL UL S UL USSR SURDE AR
m/z--> 50 100 150 200 250 300 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Hexanoic acid Concentration Rank 46

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

6.59 2.32 ng/ul 252520 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 86
2 Hexanoic acid 116 C6H1202 000142-62-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 78
4 Hexanoic acid 116 C6H1202 000142-62-1 78
5 Heptanoic acid 130 C7H1402 000111-14-8 59

Abundance Scan 630 (6.593 min): BM023720.D (-622) (-) m/z 60.05 100.00%
60.0
5000 %
411
| 87.0 119.0 6.20 6.40 6.60 6.80 7.00
...,....|,||.|...'-.-.'.,.:l..l???..',....,....,....,....,295.‘.0. m/z 73.10 58.13%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #8071: Hexanoic acid
60.0
5000 PTT T [T f T T T T[T ]rT
41.0 6.20 6.40 660 6.80 7.00
‘ 870 m/z 41.10 27 .30%
-1-5-'?-|-'--|.‘||-|--|!"--"-'-.----.----.----.----.----.----.----
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8069: Hexanoic acid
60.0
6.0 6.40 6.60 6.80 7.00
5000 m/z 87.00 17.68%
270
L
"'I""hk"h‘M""IJ"'I';%§P""I""I""I""I""
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #8068: Hexanoic acid
60.0 6.20 6.40 6.60 6.80 7.00
m/z 43.10 16.72%
5000
41.0 87.0
asol i g I meo e A WL
m/z--> 200 40 60 80 100 120 140 160 180 200 6.20 640 660 680 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Octanal Concentration Rank 49

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

7.24 2.06 ng/ul 224157 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 90
3 Octanal 128 C8H160 000124-13-0 90
4 Octanal 128 C8H160 000124-13-0 86
5 Octanal 128 C8H160 000124-13-0 64

Abundance Scan 740 (7.240 min): BM023720.D (-735) (-) m/z 43.05 100.00%
48.0
84.0
5000 681
100.1 RS AL S
7.00 7.20 7.40 7.60
121.0
sl 1980 sz 41.05 99.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12422: Octanal
410 570
84.0
5000 R UL UL R
7.00 7.20 7.40 7.60
0
ﬂmo m/z 57.05 85.95%
15.0
m/z--> 20 40 60 ' 160 150 150 1éo 1éo 260
Abundance #12425: Octanal
43.0 84.0
" 7.00 7.20 740 7.60
5000 m/z 56.10 82.39Y%
2Wo 680
‘ 100.0
A RAmE s “ |1.2.8'.0.....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12423: Octanal e e S S
43.0 7.00 7.20 7.40 7.60
m/z 55.10 76.37%
5000 2n0 84.0
1000
"'I""I' H H J' 1280' SR SRS SR U UL UL R
m/z--> 20 40 120 140 160 180 200 7.00 7.20 7.40 7.60

SOM-EPA-BM111119MA_.M Tue Nov 19 13:55:40 2019

Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 4 Benzyl alcohol Concentration Rank 35

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

7.78 4_.52 ng/ul 491624 1,4-Dichlorobenzene-d4 7.53
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 94
4 Benzvl alcohol 108 C7H80 000100-51-6 94
5 N-.alpha.,N-.omega.-Di-cbz-L-arg... 442 C22H26N406 053934-75-1 91

Abundance Scan 832 (7.781 min): BM023720.D (-826) (-) 79.05 100.00%

79.0
108.1
5000
51.0

740 7.60 7.80 8.00 8.20

i 2228 270 Tn/z 108.10  72.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5372: Benzyl alcohol

79.0 108.0

5000 ||||||||III|IIII|IIII|II
740 7.60 7.80 8.00 8.20

51.0 m/z 77.10 58.36%

21:0 1 |
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5370: Benzy! alcohol
80 1080

_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'
7.40 7.60 7.80 8.00 8.20

5000 m/z 107.10 53.37%
51.0
S T TR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5369: Benzy! alcohol
79.0 108.0 7.40 7.60 7.80 8.00 8.20

m/z 51.00 19.14%

5000
51.0
270 o H‘ L

m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 780 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Nonanal Concentration Rank 31

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

8.86 7.38 ng/ul 802199 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 87
2 Cvclohexanol. 2-methvl-. cis- 114 C7H140 007443-70-1 41
3 Cvclohexanol. 2-methvl- 114 C7H140 000583-59-5 41
4 Butane. l-isocvanato- 99 C5H9NO 000111-36-4 35
5 Heptane, 2-chloro- 134 C7H15CI 001001-89-4 27

Abundance Scan 1015 (8.857 min): BM023720.D (-1009) (-) m/z 57.05 100.00%
57.0
411
5000 ‘ 70.1 oo 981
114.1 8.60 8.80 9.00 9.20
..,....,....,....;I.'..,'.'! !,..~:‘.,|!...-,‘.'.'..,..“-.I,....',..'..}.2?:?,....,. m/z 41.10 75.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19920: Nonanal
410 570
29.0
5000 RS AR AR RN R
00 820 98.0 8.60 8.80 9.00 9.20
‘ m/z 43.10 60.94%
114.0
“l“'w'“'w'HELLwJ!!w'“lL'“J”'wJL “'ﬁ'“'}%ég'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7589: Cyclohexanol, 2-methyl-, cis-
57.0 81.0
68.0 %0 IR LR R A L
8.60 8.80 9.00 9.20
5000 m/z 56.10 57.23%
41.0
29.0 ‘ 114.0
'w'iqg'hh”'hlm'wdm|“‘wl“”ﬂth“ﬁw'”'wl“l“'w'“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7540: Cyclohexanol, 2-methyl- B B e hAinal
57.0 8.60 8.80 9.00 9.20
0
80 810 960 m/z 55.05 55.26%
5000
41.0
18.0 230 ‘ ‘ 114.0 \M/\AA\AW
”I“'“'“Hﬂ'“h”MWJJ‘P'”w“"PM'PJLI”'W'L'P'”I“'W' IS LR R A L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Octanoic acid Concentration Rank 40

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

9.69 3.64 ng/ul 573497 Naphthalene-d8 10.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 78
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Hexanoic acid 116 C6H1202 000142-62-1 49

Abundance Scan 1157 (9.692 min): BM023720.D (-1148) (-) m/z 60.00 100.00%
6d.0
5000 /\‘
43.1
“ 85.0 1°r-° e
9.40 9.60 9.80 10.00
...,....|,|.|... ....,1“'...-,...'. 2711441 1980 "m/z 73.00 87.02%
m/z--> 20 60 100 120 140 160 180 200
Abundance #20837: Octanoic acid
6d.0
5000 L A LR LN B
430 9'40 9. 60 980 10'00
70 ‘ g5.0 101.0 m/z 43.10 32.86%
e L ....,Ill...,...l.
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #20840: Octanoic acid
6d.0
"'940 9.60 9.80 10.00
5000 43.0 m/z 55.05 31.22%
27.0 85.0 101.0
...,....,........|....|....?’.27..0.14‘.1.0..|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8071: Hexanoic acid R B i B
60.0 9.40 9.60 9.80 10.00
m/z 41.10 30.47%
5000
41.0
‘ 87.0
oy W by e b I A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9. 60 9. 80 10.00

SOM-EPA-BM111119MA_.M Tue Nov 19 13:55:41 2019 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Nonanoic acid Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
11.15 6.71 ng/ul 1056300 Naphthalene-d8 10.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 n-Decanoic acid 172 C10H2002 000334-48-5 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Nonanoic acid 158 C9H1802 000112-05-0 50
5 Heptanoic acid 130 C7H1402 000111-14-8 50

Abundance Scan 1405 (11.151 min): BM023720.D (-1398) (-) m/z 73.05 100.00%
73.0
57.1
5000 411
115.1
98.0 """""""""
mmnmnmnm
0 141,2158.1 207.0 m/z 60.05 98.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30180: Nonanoic acid
6d.0
41.0
5000 U UL DU B B

10 80 11. 00 11. 20 11.40

115.0 m/z 57.10 56.79%

87.0
15.0 158.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39470: n-Decanoic acid
6Q0.0

10 80 11. 00 11. 20 11.40

: 0
5000 129.0 m/z 41.10 42 .45%
87.0 1120 172.0
SN 1 O NPT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39469: n-Decanoic acid B e e

60.0 10 80 11. 00 11. 20 11. 40

m/z 55.05 37 .86%

5000 41.0
129.0
87.0
112.0 1720
soll I M N , 155.0

m/z--> 20 40 60 80 100 120 140 160 180 200 10 80 11. 00 11. 20 11. 40

SOM-EPA-BM111119MA_.M Tue Nov 19 13:55:42 2019
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 unknown-01 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
11.27 3.32 ng/ul 523205 Naphthalene-d8 10.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecenal 168 C11H200 002463-77-6 47
2 2-Methvlene cvclopentanol 98 C6H100 020461-31-8 38
3 4-Undecene. 9-methvl-. (2)- 168 C12H24 074630-56-1 35
4 1-Heptene. 3-methvl- 112 C8H16 004810-09-7 30
5 (2)-1,3-Butadien-1-ol 70 C4H60 070415-58-6 18

Abundance Scan 1425 (11.269 min): BM023720.D (-1414) (-) m/z 70.10 100.00%

5000

=

o
L o e LA e e e

11.00 11.20 11.40 11.60
m/z 55.10 77.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36607: 2-Undecenal

.

5000

11.00 11.20 1140 11.60
m/z 41.05  73.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3230: 2-Methylene cyclopentanol
70.0
I EREEREEEE B aE e St
41.0 11.00 11.20 11.40 11.60
5000 970 m/z 43.10 66.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 d/\]\\/\‘\’v_/\_/
Abundance #36831: 4-Undecene, 9-methyl-, (2)- R EEEEE e
70.0 11.00 11.20 11.40 11.60
m/z 83.05 60.11%
41.0
5000
97.0
139.0 168.0
T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60

SOM-EPA-BM111119MA_.M Tue Nov 19 13:55:42 2019
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Benzaldehyde, 4-hydroxy- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.52 4.17 ng/ul 1039350 Acenaphthene-d10 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 4-hvdroxv- 122 C7H602 000123-08-0 94
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 93
5 Propanoic acid, 3-chloro-, 4-for... 212 C10H9CIO3 1000142-41-5 83
Abundance Scan 1638 (12.522 min): BM023720.D (-1633) (-) m/z 121.00 100.00%

39.0 T T T T e T T
12 20 12. 40 12. 60 12. 80

. m/z 122.00 83.96%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9891: Benzaldehyde, 4-hydroxy-
121.0
5000 390 90 930

12.20 12.40 12.60 12.80
m/z 93.00 40.92%

121.0
5000 65.0 93.0

14.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9894: Benzaldehyde, 4-hydroxy-
121.0
I R e R
12.20 12.40 12.60 12.80
5000 650 93.0 m/z 65.05 38.00%
39.0
,.}Eq”w”&w””,””“.”“”.“”w.”w”.q”“,””“.““.”“.
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9895: Benzaldehyde, 4-hydroxy- AT TP TR T
121.0 12 20 12. 40 12. 60 12. 80
m/z 39.05 19.16%
5000 93.0
390 65.0
prrrr et et e e
LI I B R R R R R R R R R EEEE R _'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—r
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 trans-Cinnamic acid Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.

13.33 5.60 ng/ul 1397900 Acenaphthene-d10 14.19
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 96
3 2-Propenoic acid. 3-phenvl- 148 C9H802 000621-82-9 96
4 2-Propenoic acid. 3-phenvl- 148 C9H802 000621-82-9 95
5 trans-Cinnamic acid 148 C9H802 000140-10-3 94
Abundance Scan 1775 (13.327 min): BM023720.D (-1766) (-) m/z 147.00 100.00%

141.0 ?
103.1
5000 77.0

50.1 | | 3550 13.00 13.20 13.40 13.60

0! i e A B S o S T m/z 148.00 68.28%

m/z--> 50 100 150 200 250 300 350
Abundance #23247: trans-Cinnamic acid
148.0
103.0

5000 LA L L L L L L LB LB
13. 00 13. 20 13. 40 13. 60
51.0 m/z 103.10 52.03%
m/z--> 50 100 150 200 250 300 350
Abundance #23242: trans-Cinnamic acid
147.0
T T T T
103.0 13.00 13. 20 13. 40 13.60
5000 510 m/z 77.05 40.84%

. L ‘IJ |

= e e
m/z--> 50 100 150 200 250 300 350 ‘ﬂ’/tj\/\\
Abundance #23267: 2 i i

150 ) )|
-Propenoic acid, 3-phenyl-
147.0 13.00 13.20 13.40 13.60
m/z 91.00 25.82%

5000 103.0
51.0
L I\ . i\ ‘ i ‘ |

T T
m/z--> 50 100 150 200 250 300 350 13. 00 13. 20 13. 40 13. 60

SOM-EPA-BM111119MA_.M Tue Nov 19 13:55:43 2019
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 11 N-_.alpha.-t-Boc-L-lysine Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.42 ng/ul 603241 Acenaphthene-d10 14.19
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 38
3 Acetic acid. [4-(1-hvdroxv-1-met... 212 C12H2003 1000197-22-2 27
4 4.5.6.7-Tetrahvdroindazole-3-spi... 190 C12H18N2 1000098-34-3 25
5 Succinic acid, 4-isopropylphenyl... 294 C16H2205 1000360-71-4 22
Abundance Scan 2003 (14.668 min): BM023720.D (-1999) (-) m/z 59.10 100.00%
59.1
105.1
5000
37] 14.40 14.60 14.80 15.00
e m/z 105.10 68 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98499: N-.alpha.-t-Boc-L-lysine
30.0, 5f.0
84.0
5000 LR B BULIUL SR SR

14.40 14.60 14.80 15.00
m/z 91.00 64.86%

173.0
247.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77641: Tricyclo[4.4.0.0(2,7)]dec-8-ene-3-methanol, .alpha...
59.0
LA W o
162.0 14.40 14.60 14.80 15.00
5000 m/z 119.10 62.70%
31.0 ‘
.”\ﬂWﬂ.JM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70921: Acetic acid, [4-(1-hydroxy-1-methylethyl)cyclohex-... L B B A
59.0 14.40 14.60 14.80 15.00
m/z 121.05 55.45%
5000
28.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

SOM-EPA-BM111119MA_.M Tue Nov 19 13:55:44 2019
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Benzene, (1-methyl-1-propyl... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
15.63 2.40 ng/ul 590226 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propvlpentvl)- 204 C15H24 054932-91-1 59
2 (-)-Aristolene 204 C15H24 006831-16-9 47
3 Benzoic acid. 5-methvlene-1.1.4a... 326 C21H2603 1000195-75-9 38
4 (-)-Aristolene 204 C15H24 006831-16-9 38
5 Caryophyllene-(11) 204 C15H24 1000158-18-5 38
Abundance Scan 2166 (15.627 min): BM023720.D (-2164) (-) m/z 105.10 100.00%
105.1
5000
147.1
=91 15.40 15.60 15.80 16.00
189.2 - - - -
...,....,...-'.-l,.'.l..-',l..l.l. otk oo 22022462 28L1 1 nzpt147 10 26.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64384: Benzene, (1-methyl-1-propylpentyl)-
105.0
5000
15.40 15.60 15.80 16.00
410 147.0 m/z 91.10 21.27%
IR S O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64286: (-)-Aristolene
105.0
15.40 15.60 15.80 16.00
5000 m/z 59.10 17.64%
161.0
410 133.0 189.0
|| 0 } ‘
I”IIIIII‘”IL‘IIIHJ”HIJ”lhl ‘n':‘:‘l”n‘:“:l:‘:‘n \I”LI S —— LA Raan
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166184: Benzoic acid, 5-methylene-1,1,4a-trimethyldecalin...
105.0 15.40 15.60 15.80 16.00
m/z 43.10 16.26%
77.0
41.0 161.0
reelreber bt et e 2402690 3260
TTT T T T e T o T e T T T T |||| TTTT T TTTT[TTITT |||| TTTT |||| TTTT —v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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-02 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.08 ng/ul 511902 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 3-(phenvlamino)... 205 C12H15N02 006287-35-0 20
2 2.3.4-Trifluorobenzoic acid. pro... 218 C10H9F302 1000280-44-3 14
3 Benzoic acid. 2-amino-4-(1H-1.2.... 205 C8H7N502 1000362-42-1 14
4 Acetamide. N-I3-(l1-methvIl-1H-1.3... 231 C13H17N30 1000319-56-5 14
5 Cyclopentanecarboxylic acid, 1-(... 204 C13H1602 080789-75-9 14
Abundance Scan 2182 (15.721 min): BM023720.D (-2177) (-) m/z 159.05 100.00%

59.0 159.1
91.1
5000
131.1 ) _'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r

15.40 15.60 15.80 16.00
2452 2821 m/z 59.05 90.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65170: 2-Butenoic acid, 3-(phenylamino)-, ethyl ester
159.0
5000] 31.0 130.0

15.40 15.60 15.80 16.00

93.0 m/z 91.10 55.69%
65.0 205.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75318: 2,3,4-Trifluorobenzoic acid, propy! ester
159.0
15.40 15.60 15.80 16.00
5000 m/z 105.10 55.16%
420 810 131.0
b | 105.0 ‘ | |189.0 218.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65423: Benzoic acid, 2-amino-4-(1H-1,2,3,4-tetrazol-1-yl)-
159.0 15.40 15.60 15.80 16.00
m/z 162.10 51.41%
5000
104.0 132.0
45.0 77.0 205.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 2-Naphthalenemethanol, deca... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.83 53.87 ng/ul 13231400 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 95
2 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 86
3 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 83
4 2-Naphthalenemethanol. 1.2.3.4.4... 222 C15H260 000473-16-5 68
5 1H-Indene, l-ethylideneoctahydro... 164 C12H20 056324-69-7 55
Abundance Scan 2200 (15.827 min): BM023720.D (-2195) (-) m/z 59.10 100.00%
59.1
149.1
5000
93.0
i |mf 15.60 15.80 16.00 16.20
o‘ﬁﬁ—au 1 J L ,|-.22.2'.22I4?-2. 3831 7z 149.10  68.45%
m/z--> 50 100 150 200 250 300 350
Abundance #79501: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4...
59.0
5000 149.0 R BN UL RN
15.60 15.80 16.00 16.20
108.0 m/z 93.05 29.55%
3:.qu| l| I ll 18|90 222.0
m/z--> 50 100 150 200 250 300 350
Abundance #79503: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4...
59.0
15.60 15.80 16.00 16.20
5000 m/z 109.10 29.33%
149.0
108.0
:ILE?I'(‘)\I\ ‘.H MVJH. L“\ "“‘I{HQ JIHI IL\I \i IL{ : ]:8?'?\ |22|2-|0| ——— T
m/z--> 50 100 150 200 250 300 350
Abundance #79502: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4... —— e e
59.0 15.60 15.80 16.00 16.20
m/z 81.10 26.16%
5000 149.0
108.0
189.0
B O O o
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\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 2-Naphthalenemethanol, 2,3,... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.84 7.75 ng/ul 1902630 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenemethanol. 2.3.4.4a.... 222 C15H260 063891-61-2 58
2 Benzene. 1-(1.1-dimethvlethvI)-4___. 164 C11H160 005396-38-3 55
3 Benzene. 1-(1.1-dimethvlethvI)-4___. 164 C11H160 005396-38-3 46
4 Benzene. 1l-butvl-4-methoxv- 164 C11H160 018272-84-9 41
5 Phenol, 4-(1,1-dimethylethyl)-2-___. 164 C11H160 000098-27-1 41
Abundance Scan 2372 (16.839 min): BM023720.D (-2368) (-) m/z 149.10 100.00%
149.1
59.0
5000 109.1
89.2 16,60 16.80 17.00 17.20
o . L o222 25542820 88521 77 59.05  64.87%
m/z--> 50 100 150 200 250 300 350
Abundance #79513: 2-Naphthalenemethanol, 2,3,4,4a,5,6,7,8-octahydro-...
59.0 149.0
5000 108.0 16.60 16.80 17.00 17.20
m/z 43.10 48.85%
: |3]|I-ﬂ|| II| ||.II |I|'|' ) N '.20|4.|0| — T
m/z--> 50 100 150 200 250 300 350
Abundance #33659: Benzene, 1-(1,1-dimethylethyl)-4-methoxy-
149.0
16,60 16.80 17.00 17.20
5000 m/z 109.10 42 .20%
121.0
4]\"0 LgJJ"O \ ‘ |
m/z--> 50 100 150 200 250 300 350
Abundance #33658: Benzene, 1-(1,1-dimethylethyl)-4-methoxy- L B L
149.0 16.60 16.80 17.00 17.20
m/z 123.10 36.27%
5000
41‘.0 91.0 ‘12‘1'0
! ) L L “ |
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\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 unknown-03 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.15 36.36 ng/ul 8930930 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-5-(2.6.6-trimethvl-cvcl... 240 C15H2802 060714-01-4 22
2 2" -Hvdroxv-4-.5"-dimethvlacetoph... 164 C10H1202 036436-65-4 18
3 1H-Indene. l-ethvlideneoctahvdro... 164 C12H20 056324-69-7 15
4 Phenol. 2-(1.1-dimethvlethv)-4-_.. 164 C11H160 002409-55-4 14
5 1,3-Cyclohexadiene, 1,2,3,4,5,6-... 164 C12H20 1000152-09-6 14
Abundance Scan 2425 (17.151 min): BM023720.D (-2420) (-) m/z 149.10 100.00%
149.1
59.0 r
5000 1091
189.2 16.80 17.00 17.20 17.40
o k2222 25732863 32693552 n/57 59 05  80.51%
m/z--> 50 100 150 200 250 300 350
Abundance #94179: 2-Methyl-5-(2,6,6-trimethyl-cyclohex-1-enyl)-penta...
59.0
123.0
2000 29.0 95.0 16.80 17.00 17.20 17.40
m/z 43.10 60.33%
|, 1890 2220
m/z--> 50 100 150 200 250 300 350
Abundance #33442: 2'-Hydroxy-4',5'-dimethylacetophenone
149.0
16.80 17.00 17.20 17.40
5000 m/z 109.10 51.92%
43.0 91.0
X L 12:’"0 |
m/z--> 50 100 150 200 250 300 350
Abundance #33811: 1H-Indene, 1-ethylideneoctahydro-7a-methyl-, (1Z,3...  EEAREREEEE R
149.0 16.80 17.00 17.20 17.40
m/z 81.10 43.26%
41.0
5000 789 107.0 f\N-j\~vvv«Av/\HVN\/\f«xw_ﬁﬂﬂ
J qu(uuuuuuluuuu ——T — R e e N REERE
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\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 (DEL) Alkane: Cyclicl7.35 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
17.35 3.23 ng/ul 792293 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 97
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 93
3 Cvclotetradecane 196 C14H28 000295-17-0 87
4 Cvclodecane 140 C10H20 000293-96-9 70
5 1-Nonadecene 266 C19H38 018435-45-5 70
Abundance Scan 2459 (17.351 min): BM023720.D (-2455) (-) m/z 83.10 100.00%
5000 waﬁﬁ,\j\,wwjﬂjmwmﬂhwwwfﬁj\
203.2 17.00 17.20 17.40 17.60
— L 2122 2842 32713852 nso 55 10 | 95.87%
m/z--> 50 100 150 200 250 300 350
Abundance #104188: 3-Octadecene, (E)-
41,0(69.0
97.0
5000 LN SURIURE SIS B
17.00 17.20 17.40 17.60
m/z 43.10 95.02%
125.0
1 L | 154.0182.0 224.0252.0
m/z--> 50 100 150 200 250 300 350
Abundance #104187: 9-Octadecene, (E)-
58.0
830 LN SURIURI SIS B
17.00 17.20 17.40 17.60
5000 m/z 69.10 95.02%
29.0
111.0
] ‘J} | | 139016801060224.02520
m/z--> 50 100 150 200 250 300 350
Abundance #58280: Cyclotetradecane R B .
58.0 17.00 17.20 17.40 17.60
83.0 m/z 97.10 81.82%
5000
29.0 111.0
miz--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60

SOM-EPA-BM111119MA_.M Tue Nov 19 13:55:47 2019 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 unknown-04 Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
17.45 4.21 ng/ul 1034090 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(3-methvl-2-butenvl)- 162 C11H140 001200-09-5 27
2 Bicvclol2.2.21octa-2.5-diene. 1.... 162 C12H18 062338-43-6 18
3 Benzene. 1.2-diethvl-3.4-dimethvl- 162 C12H18 054410-75-2 15
4 Diallviphenvisilane 188 C12H16Si 002412-32-0 11
5 4-(2-Hydroxy-phenyl)-but-3-en-2-one 162 C10H1002 1000318-41-3 11

Abundance Scan 2476 (17.451 min): BM023720.D (-2473) (-) m/z 147.10 100.00%
147.1
591 1071
187.1
5000
220.2 RO SRR S BRI B
17.20 17.40 17.60 17.80
25822851 82739311 a0 8910 82.00%
m/z--> 50 100 150 200 250 300 350
Abundance #32159: Phenol, 4-(3-methyl-2-butenyl)-
147.0
5000 107.0
17.20 17.40 17.60 17.80
410 770 m/z 107.10 79.07%
’4" LA L L L R B
m/z--> 50 100 150 200 250 300 350
Abundance #32341: Bicyclo[2.2.2]octa-2,5-diene, 1,2,3,6-tetramethyl-
147.0
" 17.20 17.40 17,60 17.80
5000 41.0 910 100 m/z 93.10 67.92%
: M: IAIL\ IJJHI HI\J IJHIHIHll.;I‘IIJI N I T T
m/z--> 50 100 150 200 250 300 350
Abundance #32298: Benzene, 1,2-diethyl-3,4-dimethyl- A B B RAmma m
147.0 17.20 17.40 17.60 17.80
m/z 109.10 63.32%
5000
210 91‘.0 11?'0
m Ll
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\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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-Vaccenic acid Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
17.81 4.46 ng/ul 1095140 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 83
3 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 83
4 9-Hexadecenoic acid 254 C16H3002 002091-29-4 81
5 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 81

Abundance Scan 2537 (17.809 min): BM023720.D (-2533) (-) m/z 55.10 100.00%
54.1
111.1 LRI DAL BRI SUNIUR B
192.1  236.2 17.40 17.60 17.80 18.00 18.20
147.1
i L2763 827135621 777769 .10 67.59%
m/z--> 50 100 150 200 250 300 350
Abundance #129339: cis-Vaccenic acid A’_—A\/L\’
5000 AR SRR BN SO B
17. 40 17. 60 17. 80 18. oo 18 20
m/z 41.10 52.17%
m/z--> 50 100 1éo 260 2%0 360" "3éo
Abundance #129357: trans-13-Octadecenoic acid
55.0
17.40 17.60 17.80 18.00 18.20
m/z 83.10 46 .50%
5000 83.0 0
111.0
Zﬁow ” m l '\1n|}380165019302220 264.0
m/z--> 50 100 1éo 200 250 300 350
Abundance #129347: cis-13-Octadecenoic acid R AL o B B o
55.0 17.40 17.60 17.80 18.00 18.20
m/z 97.10 39.90%
5000 83.0
kllo 264.0
?GOJ ”l JM‘M I ﬁ38016501930?2?9| L A
m/z--> m 50 200 250 300 350 ﬂ%ﬂmﬂmmmmm
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 2-Methoxybenzoic acid, benz... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
18.23 3.92 ng/ul 963507 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 Benzamide. 2-methoxv-N-(3-aminop... 242 C14H14N202 301207-46-5 70
4 4-Methoxvbenzenamide. N-(2-hvdro... 300 C16H16N204 202130-77-6 58
5 2-Methoxybenzoic trifluoroacetic... 248 ClOH7F304 1000375-00-5 58
Abundance Scan 2608 (18.227 min): BM023720.D (-2606) (-) m/z 135.00 100.00%
135.0
91.1
5000
59| w1 o0 15,20 1540 1860
39. 163.1 : : : :
0 ,....-,-..'..-,'.|.'..-,..-I-.,.*...4... e oo oe08 | Tm/z 91.10  74.51%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95750: 2-Methoxybenzoic acid, benzy! ester
910 1350
5000 LB SULLN BN SN S
18.00 18.20 18.40 18.60
650‘ 2420 m/z 77.10 26.87%
39.0
.u”k”m.d”ﬂ.ﬂL,L.Jn” 850 f???...“...” SR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95791: Ethanone, 2-(2-hydroxyphenoxy)-1-(3-methylphenyl)-
135.0
'~ 18.00 18.20 18.40 18.60
5000 m/z 242.10 21.64%
77.0 107.0 242.0
51.0 ‘ 181.0 e
mz-> 20 45 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95593: Benzamide, 2-methoxy-N-(3-aminophenyl)- T T
135.0 18.00 18.20 18.40 18.60
m/z 92.10 19.08%
5000
77.0 242.0
S0 a0 | e a1to
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 (DEL) Alkane: Cyclicl8.73 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
18.73 3.15 ng/ul 774295 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 94
3 Cvclotetradecane 196 C14H28 000295-17-0 93
4 Cvclotetradecane 196 C14H28 000295-17-0 93
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93
Abundance Scan 2694 (18.733 min): BM023720.D (-2691) (-) m/z 83.10 100.00%
831
55.1
5000 111.1
IR AL AR
30. 1167 1 196 1 238.3 18.40 18.60 18.80 19.00
AOISTL L, 283 2872 3828%0 i T eei0 g4 830
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
53.0 83.0
5000 AU
111.0 18.40 18.60 18.80 19.00
1o m/z 57.10 79.97%
m/z--> 50 100 1%0 200 250 300 350
Abundance #225717: Carbonic acid, octadecyl 2,2, 2-trichloroethyl ester
55.0 83.0
" 16140 1860 15,60 19,00
5000 ' m/z 55.10 77.53%
27.0 ‘ | 139.0 -0 1195.0224.0252.0
MM JIJ‘I\.III\I |H|H‘“ I b H ||\||‘|||| ——— :
m/z--> 50 100 150 200 250 300 350
Abundance #58277: Cyclotetradecane B RERREEEE e
55.0 18.40 18.60 18.80 19.00
m/z 97.10 73.60%
83.0
5000
} ‘ 111.0
27,0 196.0
R S I D AV
m/z--> 50 100 150 200 250 300 350 18:40 18.60 18.80 19.00

SOM-EPA-BM111119MA_.M Tue Nov 19 13:55:49 2019

Page: 25



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

18.81  8.26 ng/ul 2028560  Phenanthrene-di0 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 15
2 trans-2-Decen-1-ol. methvl ether 170 C11H220 1000352-66-3 11
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 11

4 2.3-0-Acetonemannosan 202 C9H1405 1000129-93-4 11
5 2,5-Dimethylcyclohexanol 128 C8H160 003809-32-3 11
Abundance Scan 2707 (18.809 min): BM023720.D (-2703) (-) m/z 43.10 100.00%
43.1 95.1 162.1
5000
2932 T T e T
18.40 18.60 18.80 19.00 19.20
.2296.3
O — phlod 26122963 3432 4093 | .7 7795 10 93.420%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 | BN LI L L L LB L
18.40 18.60 18.80 19.00 19.20
m/z 162.10 92.05%
99.0
Ly 141.0 1830 239.0 296.0
LA e e e e e HLJNA A B o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #38271: trans-2-Decen-1-ol, methyl ether
71.0
R R REREE R R
18.40 18.60 18.80 19.00 19.20
5000 m/z 71.10 86.26%
>
B UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #38349: Decane, 3,8-dimethyl- N B S e e
57.0 18.40 18.60 18.80 19.00 19.20
m/z 57.10 70.15%
5000
99‘-0‘ 141.0
| \
T T T T T T T T RN RS N SR
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 9-Octadecenoic acid, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.07 211.61 ng/ul 57251100 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 99
2 Oleic Acid 282 C18H3402 000112-80-1 99
3 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 95
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 94
5 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 91
Abundance Scan 2751 (19.068 min): BM023720.D (-2739) (-) m/z 55.10 100.00%

a1
(&l
=

5000
37.1 2003 18.80 19.00 19,20 19.40
- 180.2 222.2 . . . .
o 302.3339.2 409.4 457.5 m/z _ 69.10 90.00%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129353: 9-Octadecenoic acid, (E)-
55.0
5000 LI N U O

18.I80 19.I00 19.I20 19.I40
m/z 83.10 75.18%

264.0
37.0 180.0 222.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129338: Oleic Acid
55.0

:

18.80 19.00 19.20 19.40
m/z 41.10 64.02%

5000

37.0 264.0

180.0 222.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129347: cis-13-Octadecenoic acid e
18.80 19.00 19.20 19.40

m/z 97.10 62.06%

:

5000

:

37.0 180.0 222.0 2640
N aaaaL A
mz—-> 0 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 6
R.T. EstConc Area Relative to ISTD R.T.
19.19 84.24 ng/ul 22791500 Chrysene-di12 21.14
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 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2772 (19.192 min): BM023720.D (-2765) (-) m/z 73.10 100.00%

73.1

5000
4.3

-

18.80 19.00 19.20 19.40 19.60
m/z 60.05 68.31%

o 327.1 381.3 429.4 475.1

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid

-

18.I80 19.I00 19.I20 19.I4O 19.I60
m/z 43.10 64.31%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131262: Octadecanoic acid
73.0

.

18.80 19.00 19.20 19.40 19.60
129.0 284.0 ;
5000] 28.0 : m/z 57.10 62.60%
185.0 241.0

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance #131261: Octadecanoic acid e e e
73.0 18.80 19.00 19.20 19.40 19.60
m/z 55.10 56.09%
5000 129.0
k 185.0 241.0 284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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: Cyclicl19.89 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
19.89 13.55 ng/ul 3665970 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 96
2 1-Docosanol. methvl ether 340 C23H480 1000333-91-9 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2891 (19.892 min): BM023720.D (-2887) (-) m/z 83.10 100.00%
8d.1
43.1
5000
il 710160 10,80 20,00 2020
. Ly 160.12101 2523 3003 3051 4124 4893 n7, 69.10  89.75%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #127770: 9-Eicosene, (E)-
51.0
97.0
5000 AU SR U B
19.60 19.80 20.00 20.20
J l m/z 97.10 83.12%
l 139.0181.0 2230 280.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #177220: 1-Docosanol, methyl ether
45.0 83.0
10.60 19.80 20.00 20.20
5000 m/z 55.10 80.08%
25.0

L |} 167.0210.0 2520 3980

IIlIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance #131391: n-Nonadecanol-1 I AEEREE TS
83.0 19.60 19.80 20.00 20.20
43.0 m/z 57.10 76.72%
5000
25.0
- R
m/z--> 0 50 100 150 200 250 300 350 400 450 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 15
R.T. EstConc Area Relative to ISTD R.T.

19.93 18.60 ng/ul 5031930 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heneicosane 296 C21H44 000629-94-7 96
3 Tetracosane 338 C24H50 000646-31-1 93
4 Octadecane 254 C18H38 000593-45-3 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2898 (19.933 min): BM023720.D (-2894) (-) m/z 57.10 100.00%

19.60 19.80 20.00 20.20
m/z 71.10 89.16%

141.2 1832 234.1 281.1 324.4361.3397.3 441.3
mz-> 0 50 100 150 200 250 300 350 400 450

0!

Abundance #141425:; Heneicosane

5

5000 LA L L L L B LB LB |
19.60 19.80 20.00 20.20
9.0 m/z 85.10 64.97%
15q| . | j 141.0183.02250  296.0
e B e o LA B B o o o o o o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
R EEE e ARRARERER
19.60 19.80 20.00 20.20
5000 m/z 43.10 53.85%

141.0 183.0 225.0 296.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane B e L
57.0 19.60 19.80 20.00 20.20

m/z 41.10 23.08%

:

5000

i3

9.0
‘ |, 141.0183.0 2250 267.0  338.0
D i T C N e

m/z--> 0 50 100 150 200 250 300 350 400 450 19. 60 19. 80 20. 00 20 20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 2-Bromotetradecane Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
20.43 6.39 ng/ul 1728080 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 87
4 Hexadecane 226 C16H34 000544-76-3 78
5 Heptadecane 240 C17H36 000629-78-7 78
Abundance Scan 2983 (20.433 min): BM023720.D (-2979) (-) m/z 57.10 100.00%
57.
5000
41.1 191 1 239.2281.1 20.20 20.40 20.60 20.80
— l, .I.]I. bl i 320:2368.2407.3 4783 | Thzz 71,10 91.45%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #124147: 2-Bromotetradecane
57.0
5000
20.20 20.40 20.60 20.80
0.0 m/z 85.10 74 .79%
15.4 41.0 197 0
ne> 0 S i 18 a0 w0 %o o e o s
Abundance #215181: 2-methyloctacosane
\ IIIII""IA""I""IIII
20.20 20.40 20.60 20.80
5000 m/z 43.10 31.55%
141.0183.0225.0 267.0309.0 365.0
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #205394: Silane, trichlorooctadecyl- B BB AREEE e
57.0 20.20 20.40 20.60 20.80
m/z 99.10 29.81%
5000
9.0
15. | ;1410 189.0231.0273.0315.0  386.0
miz--> 0 5'0 1(')0 1&'30 200 2éo 300 3&'30 4(')0 4éo 5(')0 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 2-Propen-1-one, 1-(2,6-dihy... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

20.68 14.23 ng/ul 3849170 Chrysene-d12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 1-(2.6-dihvdroxv... 270 C16H1404 018956-15-5 96
2 Estra-4.9.11-trien-3-one. 17-.be... 270 C18H2202 010161-33-8 59
3 2-Propen-1-one. 1-(2.4-dihvdroxv... 270 C16H1404 028143-82-0 38
4 2.4-Diamino-5-benzvl-6-methvlthi... 270 C14H14N4S 042160-19-0 35
5 Acridine, 9-anilino- 270 C19H14N2 003340-22-5 25
Abundance Scan 3025 (20.680 min): BM023720.D (-3022) (-) m/z 193.10 100.00%

198.1 270.1
5000 o951 1380
51.0 20,40 20.60 20.80 21.00

0 .+ft.n“. .-',-U.'-.l.w,-. k22321 | 3252 3665  424.54609 | "m/z 270.10 94.01%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #119173: 2-Propen-1-one, 1-(2,6-dihydroxy-4-methoxyphenyl)...
193.0 270.0

5000 138.0
95.0 20. 40 20 60 20. 80 21. 00
51.0 m/z 269.10 70.97%

15.
A hd Lo |

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #119471: Estra-4,9,11-trien-3-one, 17-.beta.-hydroxy-

141.0 198.0 270.0

2040 20,60 20.80 2100
5000 m/z 166.00 63.78%

ZLJJ
il

LA o e e e e o
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #119172: 2-Propen-1-one, 1-(2,4-dihydroxy-5-methoxyphenyl)... T T T T T T T T

166.0 2040 20 60 2080 21. 00
270.0 m/z 138.00 43.61%
5000
69.0
28.0 123.0
m/z--> 0 50 100 150 200 250 300 350 400 450 20. 40 20 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Cinnamyl cinnamate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

20.71 15.34 ng/ul 4151570 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 86
2 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 49
3 Propanedioic acid. nitrile. hvdr... 229 C12H11N302 294878-35-6 47
4 N-(p-VinvlbenzovD)-l-alanine 219 C12H13NO3 139184-60-4 47
5 1H-Indole, 1l-methyl- 131 C9HON 000603-76-9 43
Abundance Scan 3030 (20.709 min): BM023720.D (-3028) (-) m/z 131.10 100.00%

1311
5000
7711“ 219.1 INADABRLUVABR AL R
20.40 20.60 20.80 21.00
: 173.1

o4 J L) 178t | L 2042308.2 3552 4021 4534 5030 ns57115.10  37.54%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114231: Cinnamy| cinnamate
131.0

5000 LA L L L L LB L |
20.40 20.60 20.80 21.00
0
70 2190 o, m/z 117.10 32.62%
39.9 | | 173.0 :
e e B o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #51728: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131.0
A
R AmEEEEEES S
20.40 20.60 20.80 21.00
5000 m/z 103.10 29.58%
77.0
2.0 J I 188.0
I T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85063: Propanedioic acid, nitrile, hydrazide, N2-(1-oxo-3... = T R
131.0 20.40 20.60 20.80 21.00

m/z 77.10 22 .26%

5000
77.0
40.
4? ‘ 181.0 229.0

T T I T
m/z--> 50 100 150 200 250 300 350 400 450 500 20.40 20.60 20.80 21.00

SOM-EPA-BM111119MA_.M Tue Nov 19 13:55:53 2019

Page: 33



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Hexadecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.89 125.93 ng/ul 34069500 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H331 000544-77-4 96
2 Docosane. 5-butvl- 366 C26H54 055282-16-1 94
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 94
4 Pentadecane 212 C15H32 000629-62-9 93
5 1-Heptadecene 238 C17H34 006765-39-5 93
Abundance Scan 3061 (20.892 min): BM023720.D (-3055) (-) m/z 57.10 100.00%
57.1
5000 J /l
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
141 2 183.2 20.60 20.80 21.00 21.20
Obrrd A A, , Liy 18322252267.3500.4352.4 4011 46545087 | “nzz 7110 86.23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #184946: Hexadecane, 1-iodo-
57.0
20.60 20.80 21.00 21.20
9.0 2950 m/z 85.10 65.99%
| | 119830 | 352.0
m/z--> §o 160 1%0 200 2éo 360 350 460 4éo 560 '
Abundance #194498: Docosane, 5-butyl-
43.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
20.60 20.80 21.00 21.20
5000 50 m/z 43.10 59.01%
126.0
309.0
169.0211.0253.0 [ 364.0
m/z--> §o 160 1%0 260 250 300 350 460 4%0 560 '
Abundance #217413: Heptacosane, 1-chloro- T T
57.0 20.60 20.80 21.00 21.20
m/z 55.10 29.89%
5000
7.0
| M u14101830 231.0273.0 3430 414.0
m/z--> 5'0 1(')0 1&1;0 200 250 300 350 4(')0 4&'30 5(')0 ' 20. 60 20 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 unknown-05 Concentration Rank 18

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

20.97 16.38 ng/ul 4432680 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4-Trifluoroaniline 147 C6H4F3N 003862-73-5 47
2 2.3.4-Trifluoroaniline 147 C6H4F3N 003862-73-5 38
3 Benzimidazole. 2-amino-1-methvl- 147 C8HO9N3 001622-57-7 38
4 Benzimidazole. 2-amino-1-methvl- 147 C8HON3 001622-57-7 38
5 Ethyl 5-acetyl-2-hydroxybenzoate 208 C11H1204 1000373-31-2 38
Abundance Scan 3074 (20.968 min): BM023720.D (-3070) (-) m/z 105.10 100.00%

105.1147.1
5000
209.1
254.1 NN SRR UGS

30.1 l l 327.2 4011 4714 5351 20.60 20.80 21.00 21.20

Ol ke 4 by Lidy : : : : m/z 91.10 88.52%

T
m/z--> 0 50 100 150 200

250 300 350 400 450 500

Abundance
147.0

5000

310 1000‘1

1l Qiby J

#22421: 2,3,4-Trifluoroaniline

S Tyt i LS

m/z--> 0 50 100 150 200

250 300 350 400 450 500

Abundance

#22420: 2,3,4-Trifluoroaniline

147.0
20.60 20.80 21.00 21.20
5000 m/z 120.10 38.71%
001
O e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22495: Benzimidazole, 2-amino-1-methyl- T
147.0 20.60 20.80 21.00 21.20
m/z 65.10 31.73%
5000
51.0 10??
bl

%

20 60 20. 80 21. OO 21. 20

m/z 147 .05 88.19%

%

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\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Heptacosane, l1-chloro- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

21.33 14.07 ng/ul 3806800 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 87
2 Hexacosane 366 C26H54 000630-01-3 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 1-Heptadecene 238 C17H34 006765-39-5 74
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 74

Abundance Scan 3136 (21.333 min): BM023720.D (-3132) (-) m/z 57.10 100.00%

517.1
5000
_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r

1
21.00 21.20 21.40 21.60

41.11832 239.2081.1
ob A LA L J141832 239208103062 4034 450550745090 72T 77 10 86.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217413: Heptacosane, 1-chloro-
57.0

21.00 21.20 21.40 21.60
m/z 85.10 62.99%

9.0
1|1 141.0183.0 231.0273.0 3430 414.0

O —

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
LA AR L AR
21.00 21.20 21.40 21.60
5000 m/z 43.10 58.05%

9.0
lMNMMEmmmo%m

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane I e A
21.00 21.20 21.40 21.60

m/z 69.10 31.77%

Q

5000

1

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 21100 2120 2140 2160
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 1,19-Eicosadiene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

21.50 16.55 ng/ul 4476470 Chrysene-di12 21.14
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. hexadecvl- 268 C18H360 007390-81-0 91
4 Tetradecanal 212 C14H280 000124-25-4 91
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91

Abundance Scan 3164 (21.497 min): BM023720.D (-3161) (-) m/z 82.10 100.00%

8d.1

5000

a

21.20 21.40 21.60 21.80
m/z 57.10 87.71%

39

o 166.1208.1 264.2 3344  411.3 461.3505.4549.3

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #126192: 1,19-Eicosadiene
55.0
: 21.20 21.40 21.60 21.80
m/z 43.10 72.08%
| 1152.0104.0 2500
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117607: Octadecanal
43.9
S AABEEaswese
p6.0 21.20 21.40 21.60 21.80
5000 m/z 96.10 71.62%
38.0
|326:016007220 550
I o B e B B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117617: Oxirane, hexadecyl- e R BRREs RS
82.0 21.20 21.40 21.60 21.80
m/z 83.10 64.31%
50001 29.
24.0
‘ ]l L l]166.0208.0250.0
L B i T B B e e o B B AE e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 Octadecane, l-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.76 232.97 ng/ul 63028800 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 98
2 Heneicosane. 1l-pentvl- 366 C26H54 014739-72-1 97
3 Tetracosane 338 C24H50 000646-31-1 96
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 95
5 Hentriacontane 437 C31H64 000630-04-6 95
Abundance Scan 3209 (21.762 min): BM023720.D (-3203) (-) m/z 57.10 100.00%
57.1
5000
91
41.2 21.40 21.60 21.80 22.00
1832
ol i b | ]'1 LAI0i550- 326733004 3804 453049665385 | n,5 71 10 87.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202263: Octadecane, 1-iodo-
57.0
5000
21.40 21.60 21.80 22.00
253.0 m/z 85.10 71.64%
| J J#1-0183. 0 l 380.0
m/z--> 55 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance #194505: Heneicosane, 11-pentyl-
43.0
“Aw"'w"'w"'w"'w'
21.40 21.60 21.80 22.00
5000 50 m/z 43.10 59.01%
224.0
| l 13 127 0169 0 l 295-0337.0
T I""I""IIIII rrrryrTTTrTT T T T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane —/\.T./\. N aisaaae
57.0 21.40 21.60 21.80 22.00
m/z 55.10 31.21%
5000
9.0
oy s
miz-> 50 100 150 'z'oo zsd"éoé' 1350 400 450 500 550 2140 21.60 21.80 2200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
22.20 11.58 ng/ul 3132810 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3283 (22.197 min): BM023720.D (-3280) (-) m/z 57.10 100.00%

5000

1?

21.80 22.00 22.20 22.40 22.60

141.1183 2995 2267.1 3233

390.5430.2  491.1535.0

04 m/z 71.10 88.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209567: Eicosane, 9-octyl-
43.0
S AN
5000 5.0 L B B B B I B B B
21. 80 22. OO 22 20 22. 40 22 60
281.0 m/z 85.10 63.97%
DU e 2wl T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane
57.0
21.80 22.00 22.20 22.40 22.60
5000 m/z 43.10 55.24%
9.0
L 1801830225 026700000 3050
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209568: Docosane, 7-hexyl- T T T
57.0 21.80 22.00 22.20 22.40 22.60
m/z 55.10 22.44%
5000
: 182.0 309.0
‘ | | 141077 205 0267.0° ]~ 350.0392.0
e e e e e T T T T T R o R o R
m/z--> 50 100 150 200 250 300 350 400 450 500 21. 80 22. OO 22 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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 (DEL) Alkane: Cyclic22.74 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.74 102.33 ng/ul 45907300 Perylene-di12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 86
2 1-Octadecanol 270 C18H380 000112-92-5 78
3 Behenic alcohol 326 C22H460 000661-19-8 68
4 1-Octadecanol. methvl ether 284 C19H400 1000333-92-7 58
5 n-Nonadecanol-1 284 C19H400 001454-84-8 49
Abundance Scan 3375 (22.739 min): BM023720.D (-3371) (-) m/z 97.10 100.00%
1.1
55.
5000
Pﬂﬂmnms 336.4  402.3448.3 504.2 2240 2260 22.80 2300 _
ob A AL L) 1770022222643 3304 40234483 5042 /50 83,10 96.11Y%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151538: 1-Docosene
58.0
97.0 I
5000 AU
22.40 22,60 22.80 23.00
m/z 69.10 72.24%
14.4 113?01810 308.0
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119523: 1-Octadecanol
55.0 MJ\
07.0 NN SRR SRR
22.40 22.60 22.80 23.00
5000 m/z 55.10 62.06%
lﬂ3?918202240
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol R
83.0 22.40 22.60 22.80 23.00
m/z 111.10 56.28%
41.q
5000
25.0
I 116702100 2800 A
miz-> 0 50 100 150 200 250 300 350 400 450 500 22.40 22,60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Aca On - 14 Nov 2019 17:16

Operator : JU

Sample - K5678-08

Misc :

ALS Vial : 5 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: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.86 24.76 ng/ul 11109900 Perylene-di12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
3 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 92
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3566 (23.862 min): BM023720.D (-3559) (-) m/z 57.10 100.00%
57.1
5000
T|1 141.2 | 23.60 23.80 24.00 24.20
183 2 : : : :
ob e d L L1 355:0225.2 284.1525.1365.4407.44583.4 8351 1770 10 89, 18%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 R AR AU BRI R
23.60 23.80 24.00 24.20
m/z 85.10 64 .88%
90 1410495 9 2390
b L1880 T ast0s280
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209568: Docosane, 7-hexyl-
57.0
| 23.60 23.80 24.00 24.20
5000 m/z 43.10 50.90%
9.0
182.0
h LY 225026707 P ss00s0p0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #223853: Heneicosane, 11-decyl- R B B B o S

57.0 23.60 23.80 24.00 24.20
m/z 99.10 22._.70%

5000
295.0
9.0
15.0 |, 141.0183.0225.0 337.0 435.0

R a s B A B e S e i B B T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23. 60 23. 80 24 00 24. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM111419\
Data File : BM023720.D

Acq On : 14 Nov 2019 17:16

Operator : JU

Sample : K5678-08

Misc :

ALS Vial : 5 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]
Hexanal 4.13 2.1 ng/ul 230285 1 7.53 2174390 20.0
Hexanoic acid 6.59 2.3 ng/ul 252520 1 7.53 2174390 20.0
Octanal 7.24 2.1 ng/ul 224157 1 7.53 2174390 20.0
Benzyl alcohol 7.78 4.5 ng/ul 491624 1 7.53 2174390 20.0
Nonanal 8.86 7.4 ng/ul 802199 1 7.53 2174390 20.0
Octanoic acid 9.69 3.6 ng/ul 573497 2 10.30 3148610 20.0
Nonanoic acid 11.15 6.7 ng/ul 1056300 2 10.30 3148610 20.0
unknown-01 11.27 3.3 ng/ul 523205 2 10.30 3148610 20.0
Benzaldehyde, 4-h... 12.52 4.2 ng/ul 1039350 3 14.19 4988940 20.0
trans-Cinnamic acid 13.33 5.6 ng/ul 1397900 3 14.19 4988940 20.0
N-.alpha.-t-Boc-L... 14.67 2.4 ng/ul 603241 3 14.19 4988940 20.0
Benzene, (1-methy... 15.63 2.4 ng/ul 590226 4 16.94 4912640 20.0
unknown-02 15.72 2.1 ng/ul 511902 4 16.94 4912640 20.0
2-Naphthalenemeth... 15.83 53.9 ng/ul 13231400 4 16.94 4912640 20.0
2-Naphthalenemeth... 16.84 7.8 ng/ul 1902630 4 16.94 4912640 20.0
unknown-03 17.15 36.4 ng/ul 8930930 4 16.94 4912640 20.0
(DEL) Alkane: Cyc... 17.35 3.2 ng/ul 792293 4 16.94 4912640 20.0
unknown-04 17 .45 4.2 ng/ul 1034090 4 16.94 4912640 20.0
cis-Vaccenic acid 17.81 4.5 ng/ul 1095140 4 16.94 4912640 20.0
2-Methoxybenzoic ... 18.23 3.9 ng/ul 963507 4 16.94 4912640 20.0
(DEL) Alkane: Cyc... 18.73 3.1 ng/ul 774295 4 16.94 4912640 20.0
(DEL) Alkane: Str... 18.81 8.3 ng/ul 2028560 4 16.94 4912640 20.0
9-Octadecenoic ac... 19.07 211.6 ng/ul 57251100 5 21.14 5411020 20.0
Octadecanoic acid 19.19 84.2 ng/ul 22791500 5 21.14 5411020 20.0
(DEL) Alkane: Cyc... 19.89 13.6 ng/ul 3665970 5 21.14 5411020 20.0
(DEL) Alkane: Str... 19.93 18.6 ng/ul 5031930 5 21.14 5411020 20.0
2-Bromotetradecane 20.43 6.4 ng/ul 1728080 5 21.14 5411020 20.0
2-Propen-1-one, 1... 20.68 14.2 ng/ul 3849170 5 21.14 5411020 20.0
Cinnamyl cinnamate 20.71 15.3 ng/ul 4151570 5 21.14 5411020 20.0
Hexadecane, 1-iodo- 20.89 125.9 ng/ul 34069500 5 21.14 5411020 20.0
unknown-05 20.97 16.4 ng/ul 4432680 5 21.14 5411020 20.0
Heptacosane, 1-ch... 21.33 14.1 ng/ul 3806800 5 21.14 5411020 20.0
1,19-Eicosadiene 21.50 16.6 ng/ul 4476470 5 21.14 5411020 20.0
Octadecane, 1-iodo- 21.76 233.0 ng/ul 63028800 5 21.14 5411020 20.0
(DEL) Alkane: Str... 22.20 11.6 ng/ul 3132810 5 21.14 5411020 20.0
(DEL) Alkane: Cyc... 22.74 102.3 ng/ul 45907300 6 23.31 8972740 20.0
(DEL) Alkane: Str... 23.86 24 .8 ng/ul 11109900 6 23.31 8972740 20.0
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