LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 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 G\METHODS\SOM-EPA-BG0O81320PAH_.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.141 4 9 37 rVB 1469233 2345470 97.12% 8.977%
2 3.400 49 53 62 rvB3 14831 24007 0.99% 0.092%
3 3.823 121 125 132 rVB3 4392 7026 0.29% 0.027%
4 3.917 137 141 150 rvv 13423 21330 0.88% 0.082%
5 3.993 151 154 156 rvv2 2851 3307 0.14% 0.013%
6 4.046 158 163 170 rvv2 12938 23433 0.97% 0.090%
7 4.146 173 180 188 rBVv4 4451 8098 0.34% 0.031%
8 4.310 205 208 212 rBv4 1722 2614 0.11% 0.010%
9 4.692 267 273 278 rVB5 2177 3958 0.16% 0.015%
10 5.051 330 334 341 rBV2 10214 17332 0.72% 0.066%

11 7.113 677 685 702 rBV 264831 481055 19.92% 1.841%
12 7.266 704 711 722 rBV 200634 339309 14.05% 1.299%
13 7.477 740 747 754 rBV 274396 466347 19.31% 1.785%
14 7.536 754 757 770 rvv2 23277 53846 2.23% 0.206%
15 7.941 819 826 833 rBV 304469 508643 21.06% 1.947%

16 8.000 835 836 843 rvB4 1829 2733 0.11% 0.010%
17 8.652 940 947 955 rBV 258047 464098 19.22% 1.776%
18 8.758 962 965 973 rVB6 1826 4004 0.17% 0.015%

19 9.093 1012 1022 1035 rBvV 249214 452037 18.72% 1.730%
20 9.816 1136 1145 1154 rBV 208212 380118 15.74% 1.455%

21 10.362 1230 1238 1256 rBV 331341 615151 25.47% 2.354%
22 10.738 1293 1302 1310 rBV 456333 795157 32.93% 3.043%
23 10.867 1316 1324 1343 rBV 301981 565025 23.40% 2.163%

24 12.330 1567 1573 1579 rVB3 5167 9654 0.40% 0.037%
25 13.411 1752 1757 1761 rBV6 2022 3082 0.13% 0.012%
26 13.470 1761 1767 1771 rVB3 4744 6773 0.28% 0.026%

27 13.975 1846 1853 1857 rBV 647874 936812 38.79% 3.585%
28 14.022 1857 1861 1869 rVB 129811 193987 8.03% 0.742%
29 14.263 1893 1902 1913 rBV 765136 1195550 49.51% 4_.576%
30 14.481 1935 1939 1946 rVB4 2074 3242 0.13% 0.012%

31 14.569 1946 1954 1963 rBV 749290 1154530 47.81% 4._.419%
32 14.775 1982 1989 2008 rBV 187052 374271 15.50% 1.432%
33 15.374 2087 2091 2096 rVB3 2707 3669 0.15% 0.014%
34 15.427 2098 2100 2104 rVB3 1821 2588 0.11% 0.010%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 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_G\METHODS\SOM-EPA-BGO81320PAH_M
= SVOA CALIBRATION

35 15.562 2116 2123 2131 rBV 1010318 1526143 63.20% 5.841%

36 15.679 2137 2143 2156 rBV 192677 298809 12.37% 1.144%

37 15.803 2159 2164 2169 rBV2 12097 16289 0.67% 0.062%
38 16.343 2253 2256 2262 rVB4 4333 6371 0.26% 0.024%
39 16.854 2339 2343 2348 rVVv2 27161 38836 1.61% 0.149%
40 16.919 2350 2354 2358 rVv2 3552 5495 0.23% 0.021%
41 16.972 2358 2363 2364 rVVv4 2288 3496 0.14% 0.013%
42 16.995 2364 2367 2370 rVV3 2437 2716 0.11% 0.010%
43 17.042 2373 2375 2379 rVV3 2277 3022 0.13% 0.012%
44 17.084 2379 2382 2383 rVV3 2721 3164 0.13% 0.012%
45 17.101 2383 2385 2389 rVvVv 5047 7264 0.30% 0.028%
46 17.313 2414 2421 2426 rBVY 930143 1402356 58.07% 5.367%
47 17.354 2426 2428 2432 rVV 43904 54343 2.25% 0.208%
48 17.413 2432 2438 2450 rVB 1071519 1626590 67.36% 6.225%
49 17.565 2459 2464 2470 rBV5 9704 21871 0.91% 0.084%
50 17.695 2482 2486 2489 rBvV4 4872 5492 0.23% 0.021%
51 17.883 2515 2518 2523 rVB7 3603 5558 0.23% 0.021%
52 17.983 2531 2535 2537 rBV3 3137 3866 0.16% 0.015%
53 18.188 2564 2570 2575 rBV2 9761 17025 0.70% 0.065%
54 18.241 2575 2579 2583 rVV2 10793 17543 0.73% 0.067%
55 18.276 2583 2585 2589 rVB 4866 6331 0.26% 0.024%
56 18.323 2589 2593 2598 rBV4 4981 9004 0.37% 0.034%
57 18.382 2598 2603 2606 rVvv4 10834 18115 0.75% 0.069%
58 18.423 2608 2610 2614 rVV 6243 6590 0.27% 0.025%
59 18.494 2617 2622 2624 rBV4 2901 3857 0.16% 0.015%
60 18.535 2624 2629 2635 rVV5 9747 18222 0.75% 0.070%
61 18.594 2635 2639 2641 rVVv4 5871 7954 0.33% 0.030%
62 18.617 2641 2643 2645 rVB3 4283 3633 0.15% 0.014%
63 18.688 2651 2655 2658 rBV2 8843 11330 0.47% 0.043%
64 18.723 2658 2661 2666 rVB4 9766 14237 0.59% 0.054%
65 18.940 2694 2698 2701 rBV5 2686 3609 0.15% 0.014%
66 18.981 2701 2705 2708 rBV5 3479 4588 0.19% 0.018%
67 19.022 2708 2712 2715 rVV6 4019 4955 0.21% 0.019%
68 19.069 2718 2720 2723 rBvV4 4887 5636 0.23% 0.022%
69 19.099 2723 2725 2730 rVV5 4020 5944 0.25% 0.023%
70 19.163 2734 2736 2739 rBv4 2241 2932 0.12% 0.011%
71 19.246 2745 2750 2752 rBV5 8081 12747 0.53% 0.049%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 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\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_M
Title = SVOA CALIBRATION

72 19.334 2761 2765 2766 rBV 16794 19156 0.79% 0.073%
73 19.363 2766 2770 2775 rVV 117899 159200 6.59% 0.609%
74 19.404 2775 2777 2780 rVB4 2755 2569 0.11% 0.010%
75 19.469 2785 2788 2791 rVV5 9055 10295 0.43% 0.039%
76 19.510 2791 2795 2800 rVV3 37684 48976 2.03% 0.187%
77 19.592 2802 2809 2813 rVV3 13142 26915 1.11% 0.103%
78 19.628 2813 2815 2819 rVB5 9502 10879 0.45% 0.042%
79 19.698 2819 2827 2839 rBV 1555761 2414942 100.00% 9.243%
80 19.804 2841 2845 2849 rVB4 7673 11380 0.47% 0.044%
81 19.898 2857 2861 2866 rBV3 9686 17301 0.72% 0.066%
82 19.963 2869 2872 2875 rVB4 7457 11000 0.46% 0.042%
83 20.062 2881 2889 2893 rBV6 15292 37651 1.56% 0.144%
84 20.215 2911 2915 2918 rVB3 20166 23219 0.96% 0.089%
85 20.321 2930 2933 2937 rBv4 8122 14131 0.59% 0.054%
86 20.380 2939 2943 2946 rVB3 12591 19293 0.80% 0.074%
87 20.438 2950 2953 2954 rBV3 9098 9266 0.38% 0.035%

88 21.226 3083 3087 3096 rBV2 292895 444399 18.40% 1.701%
89 21.561 3137 3144 3150 rBV 1051159 1686632 69.84% 6.455%
90 21.772 3175 3180 3186 rBv4 39038 73392 3.04% 0.281%

91 22.994 3382 3388 3393 rBV2 157232 323818 13.41% 1.239%
92 23.805 3522 3526 3533 rVB3 53381 101754 4.21% 0.389%

93 24.463 3628 3638 3659 rVB 790679 2244281 92.93% 8.589%
94 24.675 3665 3674 3694 rVB3 548215 1743580 72.20% 6.673%

Sum of corrected areas: 26128218
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG081320PAH .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG046427.D
.14

1400000
1200000
1000000

800000

600000
10.74

400000 704 10.36
7.11 748 8.65 9.09

200000 7.27 9.82
o L3-40 33PWAG3L 4.69 5.05 A 94 800 .76 A 12.33
e

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG046427.D

0.87

1970
1400000

1200000 21.56

1556 17.41
1000000 ] 17.31

800000 14.264 57
13.98
600000

400000 21.23

200000 ool 1477 5.68

ol 1| |lua ,S,L,,u,s,%so 1500

T T T
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG046427.D

1400000
1200000

1000000
24.46

800000

24.67
600000

400000
22.99

200000 \ 23.81
N A

R N —

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.14 92.22 ng/ul 2345470 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 42
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 28

Abundance Scan 9 (3.141 min): BG046427.D (-4) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
Oberprrrrro b 149 el e e M/z 43.10  38.09%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 27.57%
o 29 35 1] | 67 ||, 80
mz> 20 % 40 % 8 7 8 90 106 110 130 130
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 26.76%
43
87
27
o 37 49 67 101
USRI SO UL UL UL IURI UL SO UL B SR B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 3.20 3.30 3.40 3.50 3.60
87 m/z 41.10 12.17%
5000 55 jL
L 79 | 97 112 129
0"|“"w"w"“|'“'|“"w"w"“|'“'|“"w"w"“|'“' A UL IR AR R
m/z--> 20 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 A4H-Imidazol-4-one, 2-amino-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.11 18.92 ng/ul 481055 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 64
2 Phenol-d6- 100 C6D60 013127-88-3 64
3 2-Thioxo-dihvdropvrimidine-4.6-d... 359 C17H21N502S 1000304-28-6 50
4 Hexanoic acid. anhvdride 214 C12H2203 002051-49-2 50
5 Hexanoic acid, anhydride 214 C12H2203 002051-49-2 50
Abundance Scan 685 (7.113 min): BG046427.D (-677) (-) m/z 99.10 100.00%

99
5000
71
42

l I 6.80 7.00 7.20 7.40
o——yial o 4 m/z 71.10 31.00%

m/z--> 50 100 150 200 250 300 350
Abundance #3444: 4H-Imidazol-4-one, 2-amino-1,5-dihydro-
43 99
5000 LI L L L L L L L BB LB |
7 6.80 7.00 7.20 7.40
J ‘ m/z 42.10 16.47%
o ..Jn!.. e B T S S O S
m/z--> 50 100 150 200 250 300 350
Abundance
99
...,....,....,....,....,
6.80 7.00 7.20 7.40
5000 1 m/z 70.10 14.73%
42
15
o=yl
m/z--> 50 100 150 200 250 300 350
Abundance #189819: 2-Thioxo-dihydropyrimidine-4,6-dione, 1-phenyl-5-... N e
99 680 700 720 7.40

m/z 69.10 11.76%

5000
56
oL 33 J‘ 77 | 125 158177 201 246 274 303 330 359
e e A LSS

m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 unknown-01 Concentration Rank 8

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

7.27 13.34 ng/ul 339309 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Diamino-1.2.4-triazole 99 C2H5N5 001455-77-2 9
2 lIsothiazole. 3-methvl- 99 C4H5NS 000693-92-5 9
3 4-Methvlthiazole 99 C4H5NS 000693-95-8 9
4 1-Butvne. 3.3-dimethvl- 82 C6H10 000917-92-0 9
5 Isothiazole, 3-methyl- 99 C4H5NS 000693-92-5 7

Abundance Scan 712 (7.272 min): BG046427.D (-704) (-) m/z 99.05 100.00%
o7 990
5000
51 7.00 7.20 7.40 7.60
Obrerprrrrprrrr 2ol oo el e b oo || M7z 67.10  79.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3431: 3,5-Diamino-1,2,4-triazole
99
43
5000 U U AL I IR
7.00 7.20 7.40 7.60
57 m/z 101.10 34 .25%
69 g4
R R R A N AN B AR LARAN LARAN ARAN LA AL LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
99
700 7.20 740 7.60
5000 m/z 69.10 24 .65%
sg 12
45
O LN RARAS AR AR RARAS RARAS AR RRARN RAASS SAASS EARAN LARAS KARAN LS LARRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3458: 4-Methylthiazole
99 7.00 7.20 7.40 7.60
71 m/z 51.05 7.67%
5000
45
15 2\7 3? ‘ 58 LI 82 Il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 unknown-02 Concentration Rank 3

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

7.48 18.34 ng/ul 466347 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (7.477 min): BG046427.D (-740) (-) m/z 132.00 100.00%
132
5000 68 /\
© s e Pes | Tk T 18 Tk
o gre s m/z 68.10 38.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL UL IR UL L
7.20 7.40 7.60 7.80
31 51 78 m/z 134.00 31.30%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 22.80%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl

57 132 7.20 7.40 7.60 7.80
m/z 69.10 14.00%

74
5000 98 116
B P U IR0~ () NS St )

m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 15

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

7.54 2.12 ng/ul 53846 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
3 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 78
4 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 78
5 Diethyl carbitol 162 C8H1803 000112-36-7 72

Abundance Scan 758 (7.542 min): BG046427.D (-754) (-) m/z 45.10 100.00%
45
5000 59
72
| || 84 103 7.20 7.40 7.60 7.80
o) NSNS VSN SN . . m/z 59.05 38.14Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 5 7.20 7.40 7.60 7.80
m/z 72.10 23.33%
0 18 ) Iil, | 8o 104 116
mz-> 10 20 30 40 2 60 0 80 90 100 110 130 130 140
Abundance
45
A RARRERAREE LRSS e D
7.20 7.40 7.60 7.80
5000 m/z 73.10 17.70%
31 59
72
o 19 g9 104 115 135
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45 7.20 7.40 7.60 7.80
m/z 60.10 14 .51%
5000
31 59 72
0 “ s8l 52 | 70 s 104 g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 unknown-03 Concentration Rank 4

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

8.65 18.25 ng/ul 464098 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dichloromethvl- 114 CHA4CI2Si 000075-54-7 38
2 2H-Pvrrol-2-one. 1.5-dihvdro-4-m... 113 C5H7NO2 069778-83-2 32
3 Heptanoic acid. anhvdride 242 C14H2603 000626-27-7 32
4 Heptanoic acid. anhvdride 242 C14H2603 000626-27-7 25
5 Furazan-3-amine, 4-methoxy- 115 C3H5N302 078350-48-8 25

Abundance Scan 947 (8.652 min): BG046427.D (-940) (-) m/z 113.10 100.00%
11
5000
85 B RN S U
42 54 o % || | 8.40 8.60 8.80 9.00
Obrrrprrrrprrer e Ol ...'.',....,:.!.,....,...., m/z 115.10 91.49%
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #7680: Silane, dichloromethyl-
113
5000 99 URRBE RN S IR
63 8.40 8.60 8.80 9.00
79 m/z 85.10 21.98%
o 15 29 36 .43 54 | 71 |||I [ |||
miz--> T % 9 4 50 60 7o 80 90 100 110 120 130
Abundance
113
" '840 8.60 8.80 9.00
5000 69 m/z 82.10 16.51%
85
30 55
39 98
ol 46 78
WWWWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #95657: Heptanoic acid, anhydride MBS A SNBSS
113 8.40 8.60 8.80 9.00

m/z 114.10 14 _.29%

5000
43 85

29 M B 9% ‘ 130

o UMM A UMM M. R M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00

SOM-EPA-BGO81320PAH.M Mon Aug 24 18:36:55 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 unknown-04 Concentration Rank 5

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

9.09 17.77 ng/ul 452037 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazole. 4-methvl- 82 C4H6N2 000822-36-6 47
2 Nitrobenzene-D5 128 C6D5N02 004165-60-0 38
3 1H-Imidazole. 2-methvl- 82 C4H6N2 000693-98-1 38
4 1H-Imidazole. 2-methvl- 82 C4H6N2 000693-98-1 28
5 Nitrobenzene-D5 128 C6D5N02 004165-60-0 16

Abundance Scan 1022 (9.093 min): BG046427.D (-1012) (-) m/z 82.10 100.00%
8p
5000 54 128 ]\_
70 %8 880 9.00 9.20 9.40
42 . . : :
Ot b bt b 2 b w7z B4.10 47.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1154: 1H-Imidazole, 4-methyl-
V)
54
5000 /\"I""I""I""I""
28 8.80 9.00 9.20 9.40
m/z 128.10 45 _57%
o 15 1l flll:l- || | 67
LR A RN RN LR RERRA RRRRE AL RARRA LRSS SRR SRS RSN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
82
%4 IR A R A
8.80 9.00 9.20 9.40
5000 m/z 52.10 16.03%
128
30
42 70 98
0 16 62 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1153: 1H-Imidazole, 2-methyl- A e e
82 8.80 9.00 9.20 9.40
m/z 70.10 13.61%
5000 54
28 42
0'“I}?I“JW”'JL“W'”'P§§P'“I““ UNSRBE SREE PR SR SRR U R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40

SOM-EPA-BGO81320PAH.M Mon Aug 24 18:36:56 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG081320PAH .M
= 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 8 unknown-05 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.82 9.56 ng/ul 380118 Naphthalene-d8 10.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

6-Aza-2-thiothvmine

1

2 3H-1.2.4-Triazole-3-thione.2.4-d...
3 1-(1-Butoxvpropan-2-vloxv)propan. ..
4 1-(1-Butoxvpropan-2-vloxv)propan...
5

1,2-Benzenedicarbonitrile,

4-amino-

143 C4H5N30S
143 C5HON3S
274 C15H3004
274 C15H3004
143 C8H5N3

000615-76-9 12
037526-42-4 12
1000367-13-0 12
1000367-12-9 12
056765-79-8 10

Abundance Scan 1146 (9.821 min): BG046427.D (-1136) (-) m/z 143.10 100.00%
143
5000 69
85
42 54 113 e
96 126 9.60 9.80 10.00 10.20
o SR S m/z 69.10 43.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20139: 6-Aza-2-thiothymine
143
56
5000 LI B L L L L L LB LB
27 9.60 9.80 10.00 10.20
42 m/z 85.10 29.79%
15 69 85
o’ I o e e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
143
R o BRmas s
74 9.60 9.80 10.00 10.20
5000 m/z 66.10 29.56%
42 5
. 30 S 84 98 110 128
L B B e e o ML L e i o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #122639: 1-(1-Butoxypropan-2-yloxy)propan-2-yl pentanoate LB o e e o
143 9.60 9.80 10.00 10.20
m/z 113.10 23.94%
5000
57 85
29 41
ol 15 |, ‘J 73 103 115 129 172 187
L L B o o I LA A o o o e R o BEmas s
m/z--> 20 40 80 100 120 140 160 180 9.60 9.80 10.00 10.20

SOM-EPA-BGO81320PAH.M Mon Aug 24 18:36:57 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 unknown-06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.87 14.21 ng/ul 565025 Naphthalene-d8 10.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridol2.3-dlpvrimidine 131 C7H5N3 000254-61-5 40
2 1H-Indole. 1-methvl- 131 C9HON 000603-76-9 38
3 Pvridol2.3-blpvrazine 131 C7H5N3 000322-46-3 38
4 Benzeneacetic acid. 4-(1H-1.2.3.... 204 C9H8N402 1000351-56-5 33
5 Cyclopropane, 2-bromo-1-methyl-1... 210 C10H11Br 055091-64-0 28
Abundance Scan 1324 (10.867 min): BG046427.D (-1316) (-) m/z 131.00 100.00%

131
5000
69 96 104

10.60 10.80 11.00 11.20

42 52 62 | 75
0 .,..3.6.,'!..'.,:-...,...!L....F?..??..'!.,.'!:.,1.1.3..,....;!:.?‘,‘9... m/z 133.00 32.69%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13950: Pyrido[2,3-d]pyrimidine
131
77
5000 104 TTT L B TTT T T TT

10.60 10.80 11.00 11.20
m/z 69.10 16.39%

| T R | I
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131
10.60 10.80 11. 00 11.20
5000 m/z 96.10 15.48%
9 51 6 77 8 g7 103 116
o BN S EMBARSS P NS L7 M | -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13947: Pyrido[2,3-b]pyrazine T
131 10 60 10. 80 11. OO 11. 20
m/z 68.10 12.86%
7

5000 104 /\\
‘\ 64 I 91 ‘ |

m/z--> 30 60 70 80 90 100 110 120 130 140 10 60 10. 80 11. OO 11. 20

o

SOM-EPA-BGO81320PAH.M Mon Aug 24 18:36:58 2020 Page: 13



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081920\

BG046427.D

22 Aug 2020 00:07
CG/Ju

L3649-16

91 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_M

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

Concentration Rank 6

Peak Number

10 unknown-07

R.T. EstConc Area Relative to ISTD R.T.
13.98 16.23 ng/ul 936812 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.4-dimethoxv- 166 C9H1003 000120-14-9 45
2 Ethvl (3-pvridvD)carbamate 166 C8H10N202 006276-11-5 39
3 1H-Purine. 6-(methvithio)- 166 C6HG6N4S 000050-66-8 38
4 Benzenamine. N.N-dimethvl-4-nitro- 166 C8H10N202 000100-23-2 38
5 3,5-Diamino-2-methylbenzoic acid 166 C8H10N202 090007-30-0 36

Abundance Scan 1854 (13.981 min): BG046427.D (-1846) (-) m/z 166.10 100.00%
166
5000
50 92 104 138 200 13.60 13.80 14.00 14.20
Ol B8 Sl R0 120 150 ) 182 AT Tnyz 78.10 12.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35670: Benzaldehyde, 3,4-dimethoxy-
166
5000 A R U UL B
95 13.60 13.80 14.00 14.20
51 7 151 m/z 167.10 9.51%
15 29 41 65 107119 137
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
94 166
29 107 13.60 13.80 14.00 14.20
5000 m/z 92.10 6.78%
67
39 51 78 120
oL 15 138 151
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35402: 1H-Purine, 6-(methylthio)- e mm
166 13.60 13.80 14.00 14.20
m/z 76.10 5.68%
5000 93
120
66
45 | 8 | 106 \ 134
0...,”..,Lﬁu,h..pmlU,Mu.@”.u,”..,w..,”..,” R R A RERms s
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20

SOM-EPA-BGO81320PAH.M Mon Aug 24 18:36:59 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 Phthalic acid, 4-chloro-3-m... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.02 3.36 ng/ul 193987 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 4-chloro-3-methvl... 304 C16H13CI04 1000315-71-2 74
2 Phthalic acid. methvl 2-nitrophe... 301 C15H11NO6 1000315-68-3 72
3 Methvl 4-methvlpentvl phthalate 264 C15H2004 1000373-82-6 72
4 Phthalic acid. 2-cvclohexvlethvl... 290 C17H2204 1000309-03-4 64
5 2,6-Dimethoxybenzonitrile 163 C9H9ONO2 016932-49-3 64
Abundance Scan 1861 (14.022 min): BG046427.D (-1857) (-) m/z 163.00 100.00%
163
5000
77 LR R AU S B
50 | 92 119133 149 194 13.60 13.80 14.00 14.20 14.40
O L N O N SO m/z 77.05 14.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #147743: Phthalic acid, 4-chloro-3-methylphenyl methyl ester
163
5000 rrrrrrrTT ,....,/\..,..
13.60 13.80 14.00 14.20 14.40
m/z 164 .00 9.22%
o s0 7 92 120135 273
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
163
13.60 13.80 14.00 14.20 14.40
5000 m/z 76.10 5.85%
oL 30 50 7192 106120135149 195 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #113873: Methyl 4-methylpentyl phthalate R mmaa s
163 13.60 13.80 14.00 14.20 14.40
m/z 133.00 5.41%
149
5000
181
15 20 43 57 7 92106120135 | 204 221 264
m/z--> 20 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20 14.40

SOM-EPA-BGO81320PAH.M Mon Aug 24 18:37:00 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 unknown-08 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.77 6.48 ng/ul 374271 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glutaric acid. ethvl 4-methvlhep... 272 C15H2804 1000377-14-9 27
2 Diethvlenealvcol dimethacrvlate 242 C12H1805 002358-84-1 25
3 N.N"-Methvlenebismethacrvlamide 182 C9H14N202 002359-15-1 25
4 Propanenitrile. 2.2"-azobisl2-me... 164 C8H12N4 000078-67-1 22
5 Pentanedioic acid, 3-chloro- 166 C5H7Cl104 027571-06-8 14
Abundance Scan 1988 (14.769 min): BG046427.D (-1982) (-) m/z 143.10 100.00%
69 143
113
5000
41 85 97 I
| | | | | 127 14,40 14.60 14.80 15.00
ol ..-,.""'-.. ettt M/Z 69.10  89.11%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #120926. Glutaric acid, ethyl 4-methylhept-3-yl ester
143
5000 U B P DAL BRI B
115 1440 14160 14.80 15.00
43 87 m/z 113.10 64.72%
29 55 T 129 | 160
ol nl I 90 i T4 180172 201 227
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
69 113
" 14.40 1460 14.80 15.00
5000 m/z 41.10 32.25%
86
15 27 55 99 128 143 180 199 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47815: N,N'-Methylenebismethacrylamide I ERREOE RSy L
69 14.40 14.60 14.80 15.00
113 m/z 85.10 26.22%
5000 41
86 97
ol 15 27 N | | 125137 154167 182
m/z--> 20 Jo 60 éo 100 120 140 160 180 200 220 14140 1460 14.80 15.00

SOM-EPA-BGO81320PAH.M Mon Aug 24 18:37:01 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 unknown-09 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.68 5.18 ng/ul 298809 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Benzlelinden-3-ol. 3.3a.4.5-t... 200 C14H160 071805-91-9 35
2 Benzenamine. 4.4"-oxvbis- 200 C12H12N20 000101-80-4 27
3 I-Leucine. N-neopentvloxvcarbonyv... 357 C20H39N0O4 1000328-02-5 22
4 Benzene. l-methoxv-4-phenoxyv- 200 C13H1202 001655-69-2 22
5 Benzene, l-methoxy-3-phenoxy- 200 C13H1202 001655-68-1 22
Abundance Scan 2143 (15.679 min): BG046427.D (-2137) (-) m/z 200.00 100.00%
200
5000
54 107
fh ¥ 1o 15,40 15.60 15.80 16.00
124 : : : -
ol -.'-'l-.h,t..'.lﬁ?.l.'. et | m/z 107.10  32.96%
m/z--> 50 100 150 200 250 300
Abundance #61395: 2H-Benz[e]inden-3-ol, 3,3a,4,5-tetrahydro-3a-methy...
200
129 157
5000 L AR L SURILN
15.40 15.60 15.80 16.00
oL ‘ ‘ H ‘ m/z 123.00 30.08%
o |.-'-'!-|.-|-'------.----.----.
m/z--> 50 100 150 200 250 300
Abundance
200
15,40 15.60 15.80 16.00
5000 m/z 54.10 28.36%
108
80 171
15 39 63 127144
m/z--> 50 100 150 200 250 300
Abundance #188658: |-Leucine, N-neopentyloxycarbonyl-, octyl ester R EEEREREEEE m
200 15.40 15.60 15.80 16.00
m/z 52.10 25.46%
5000
86
43 130
o ‘\ | 6 112 158 242 342
m/z--> 50 100 150 200 250 300 ' 1540 15.60 15.80 16.00

SOM-EPA-BGO81320PAH.M Mon Aug 24 18:37:02 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.23 5.27 ng/ul 444399 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3088 (21.232 min): BG046427.D (-3083) (-) m/z 57.05 100.00%
57 g3
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
26 21.00 21.20 21.40 21.60
281
I 252 319342 377 403 n/z 55 10 87 A44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43 7
69
5000 R PN UL U B
21.00 21.20 21.40 21.60
125 m/z 43.10 83.60%
RELIR N \ | 1 /154 182 210 238 266
m/z--> §o 160 1%0 260 2%0 360 3%0 460
Abundance
55 83
"' 21.00 2120 21140 21.60
5000 111 m/z 83.10 83.16%
29
o 139 167 196 238 266 204
m/z--> §o 160 1%0 260 2%0 360 3%0 460
Abundance #186968: n-Tetracosanol-1 EEEE R R S S SN
57 83 21.00 21.20 21.40 21.60
m/z 97.10 74 .58%
5000 i
29 139
oL Il || “‘ |67 195 222 250 280 308 336
m/z--> 5'0 1(')0 1&1;0 2(')0 2&1,0 3(')0 3&1,0 4(')0 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081920\
Data File : BG046427.D

Aca On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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 9-Octadecenamide, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

22.99 3.84 ng/ul 323818 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
3 Tetradecanamide 227 C14H29NO 000638-58-4 86
4 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 83
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 59

Abundance Scan 3387 (22.988 min): BG046427.D (-3382) (-) m/z 59.10 100.00%

9
5000

22.60 22.80 23.00 23.20 23.40

154 182 209 240 266 294 337 374396 429

o m/z 72.10 69.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128443: 9-Octadecenamide, (2)-
5000 LA I L L L L L L LB
22 60 22. 80 23. 00 23. 20 23. 40
m/z 55.10 49_.51%
281
oA A o a0 220 20 7P
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
R R o e R
22.60 22.80 23.00 23.20 23.40
5000 m/z 41.10 29.14%
29 81
o 126 154 184 10 238 281
I e e A B e T B A I B e e o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #83610: Tetradecanamide R e o
59 22.60 22.80 23.00 23.20 23.40
m/z 43.05 29.10%
5000
ol I e
O e A T o e HR s e R RN mE L T
m/z--> 50 100 150 200 250 300 350 400 22 60 22. 80 23. 00 23. 20 23. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081920\
Data File : BG046427.D

Acq On : 22 Aug 2020 00:07

Operator : CG/JU

Sample : L3649-16

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO81320PAH_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]
Butane, 2-methoxy... 3.14 92.2 ng/ul 2345470 1 7.94 508643 20.0
4H-1Imidazol-4-one. .. 7.11 18.9 ng/ul 481055 1 7.94 508643 20.0
unknown-01 7.27 13.3 ng/ul 339309 1 7.94 508643 20.0
unknown-02 7.48 18.3 ng/ul 466347 1 7.94 508643 20.0
Ethanol, 2-(2-eth... 7.54 2.1 ng/ul 53846 1 7.94 508643 20.0
unknown-03 8.65 18.3 ng/ul 464098 1 7.94 508643 20.0
unknown-04 9.09 17.8 ng/ul 452037 1 7.94 508643 20.0
unknown-05 9.82 9.6 ng/ul 380118 2 10.74 795157 20.0
unknown-06 10.87 14.2 ng/ul 565025 2 10.74 795157 20.0
unknown-07 13.98 16.2 ng/ul 936812 3 14.57 1154530 20.0
Phthalic acid, 4-... 14.02 3.4 ng/ul 193987 3 14.57 1154530 20.0
unknown-08 14.77 6.5 ng/ul 374271 3 14.57 1154530 20.0
unknown-09 15.68 5.2 ng/ul 298809 3 14.57 1154530 20.0
(DEL) Alkane: Str... 21.23 5.3 ng/ul 444399 5 21.56 1686630 20.0
9-Octadecenamide, ... 22.99 3.8 ng/ul 323818 5 21.56 1686630 20.0
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