LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG®56820.D

Acqg On : 4 Mar 2023 2:05
Operator : CG/JU

Sample : 01711-11

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Title : SVOA CALIBRATION

Signal : TIC: BGO56820.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.081 598 603 610 rVvB2 15898 24674 7.12% 0.609%
2 7.540 675 681 688 rVB 40661 67472 19.47% 1.665%
3 7.722 706 712 719 rVB 24941 44193 12.75% 1.091%
4 7.939 743 749 759 rVB 34929 57644 16.63% 1.423%
5 8.368 816 822 826 rBV2 53362 88216 25.45% 2.177%
6 8.415 826 830 837 rVB 54278 89279 25.76%  2.204%
7 9.102 940 947 957 rVB2 50800 82663 23.85% 2.040%
8 9.243 966 971 979 rVB2 7562 14246 4.11% 0.352%
9 9.514 1016 1017 1020 rBV 618 608 0.18% 0.015%
106 9.590 1023 1030 1037 rVB2 38374 66569 19.21% 1.643%
11  9.696 1042 1048 1051 rBV4 1192 2521 0.73% 0.062%
12 10.031 1100 1105 1109 rVB2 1403 2605 0.75% 0.064%
13 10.319 1148 1154 1160 rBV2 33330 57124 16.48% 1.410%
14 10.460 1174 1178 1182 rBV3 1071 2080 0.60% 0.051%
15 10.671 1212 1214 1217 rVB 1245 1111  0.32% 0.027%
16 10.859 1239 1246 1252 rBV 51353 85617 24.70% 2.113%
17 10.953 1257 1262 1270 rVB2 29119 48791 14.08% 1.204%
18 11.253 1306 1313 1320 rBV 81803 144787 41.77%  3.574%
19 11.376 1327 1334 1343 rBV3 27597 48962 14.13% 1.208%
20 11.793 1400 1405 1412 rVB4 6091 10114 2.92% 0.250%
21 12.017 1440 1443 1448 rVB3 1096 1266 ©0.37% 0.031%
22 12.804 1574 1577 1580 rVB3 736 1032 0.30% 0.025%
23 12.898 1592 1593 1599 rVB3 1039 1547 0.45% 0.038%
24 13.098 1625 1627 1628 rBV 1142 669 0.19% 0.017%
25 13.110 1628 1629 1632 rVV 1108 788 0.23% 0.019%
26 13.209 1640 1646 1647 rBvV2 380 642 0.19% 0.016%
27 13.321 1661 1665 1668 rBV2 638 814 0.23% 0.020%
28 13.773 1736 1742 1747 rVB2 13398 18276 5.27% 0.451%
29 13.820 1747 1750 1755 rBV3 1262 1354 0.39% 0.033%
30 14.050 1785 1789 1793 rBV3 1526 14106 0.41% 0.035%
31 14.402 1843 1849 1856 rVB 101841 145784 42.06%  3.598%
32 14.625 1882 1887 1891 rBv2 534 1149 0.33% 0.028%
33 14.719 1896 1903 1911 rVB 113227 171024 49.34% 4.221%
34 14.849 1921 1925 1926 rBvV2 646 726 0.21% ©0.018%

6.

35 15.019 1941 1954 1962 rBV2 153575 243823 70.35%

36 15.172 1974 1980 1988 rBV 43719 71731 20.70% 1.770%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG®56820.D

Acqg On : 4 Mar 2023 2:05
Operator : CG/JU

Sample : 01711-11

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Title : SVOA CALIBRATION
37 15.330 2004 2007 2013 rvB3 2876 4144 1.20% 0.102%
38 15.718 2071 2073 2077 rBvV2 1747 2197 0.63% 0.054%
39 15.924 2104 2108 2111 rVB2 656 759 0.22% 0.019%
40 16.000 2115 2121 2127 rVB 146603 219982 63.47% 5.429%
41 16.100 2133 2138 2145 rVB 48804 66869 19.29% 1.650%
42 16.253 2160 2164 2169 rVB2 1213 1545 0.45% 0.038%
43 16.353 2176 2181 2189 rVB 18048 24990 7.21% 0.617%
44 16.705 2239 2241 2244 rBV2 1055 1057 0.30% 0.026%
45 16.758 2246 2250 2253 rVB 754 708 0.20% 0.017%
46 17.422 2357 2363 2365 rBV 472 869 0.25% 0.021%
47 17.469 2367 2371 2376 rVB 877 1167 0.34% 0.029%
48 17.557 2384 2386 2391 rBV 701 768 0.22% 0.019%
49 17.751 2411 2419 2427 rBV 207516 314934 90.86% 7.773%
50 17.851 2430 2436 2444 rVWV 164854 243790 70.34% 6.017%
51 17.922 2444 2448 2450 rVV 979 1291 0.37% 0.032%
52 17.945 2450 2452 2456 rVB 768 885 0.26% 0.022%
53 18.350 2517 2521 2524 rBV 700 1091 0.31% 0.027%
54 18.503 2545 2547 2552 rVB2 913 995 0.29% 0.025%
55 18.591 2557 2562 2570 rvv2 23081 36452 10.52% ©0.900%
56 18.674 2574 2576 2577 rVWV 1465 1007 0.29% 0.025%
57 18.685 2577 2578 2580 rVB 875 602 0.17% 0.015%
58 18.715 2580 2583 2584 rBV 1079 1053 ©0.30% 0.026%
59 18.732 2584 2586 2587 rVB 1091 625 0.18% 0.015%
60 18.956 2621 2624 2629 rVB3 1046 1471 0.42% 0.036%
61 19.009 2629 2633 2636 rVB3 2565 2803 0.81% 0.069%
62 19.185 2659 2663 2667 rBV3 2217 3317 0.96% 0.082%
63 19.296 2680 2682 2685 rBV2 940 869 0.25% 0.021%
64 19.349 2688 2691 2692 rBV 1081 891 0.26% 0.022%
65 19.390 2695 2698 2703 rBV3 2237 3143 0.91% 0.9078%
66 19.502 2714 2717 2718 rBV2 1349 997 0.29% 0.025%
67 19.526 2719 2721 2722 rVB 1167 607 ©0.18% 0.015%
68 19.543 2722 2724 2726 rBV 682 721 0.21% ©0.018%
69 19.620 2733 2737 2738 rBV2 2413 3545 1.02% 0.087%
70 19.678 2743 2747 2751 rVV5 4407 8725 2.52% 0.215%
71 19.725 2753 2755 2757 rVv2 2265 2368 ©0.68% 0.058%
72 19.743 2757 2758 2762 rVV3 3004 2853 0.82% 0.070%
73 19.808 2764 2769 2772 rBV3 16180 18973 5.47% 0.468%
74 19.843 2772 2775 2779 rVB5 5086 5751 1.66% 0.142%
75 19.919 2785 2788 2790 rBV2 2622 2333 0.67% 0.058%
76 19.954 2790 2794 2798 rVV 25418 28311 8.17% 0.699%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG®56820.D

Acqg On : 4 Mar 2023 2:05
Operator : CG/JU

Sample : 01711-11

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M

Title : SVOA CALIBRATION

77 20.019 2803 2805 2808 rvVB2 2253 2370 0.68% 0.058%
78 20.113 2815 2821 2828 rVB 212503 297713 85.90%  7.348%
79 20.172 2828 2831 2833 rBV2 1707 2615 0.75% 0.065%
80 20.236 2839 2842 2847 rVB3 9491 9331 2.69% 0.230%
81 20.530 2888 2892 2897 rBV 12305 18609 5.37% ©.459%
82 20.701 2920 2921 2924 rVB3 2746 2254 0.65% 0.056%
83 20.730 2924 2926 2927 rBV 1622 1526 0.44% 0.038%
84 20.912 2954 2957 2962 rVB6 5083 8570  2.47% 0.212%
85 20.977 2966 2968 2970 rBV 3219 3089 0.89% 0.076%
86 21.065 2979 2983 2987 rVB 14709 17711 5.11% 0.437%
87 21.635 3076 3080 3088 rBv4 38011 68185 19.67% 1.683%
88 22.064 3146 3153 3160 rBV2 194086 338028 97.53% 8.343%
89 22.217 3175 3179 3185 rBvV4 12829 20389 5.88% 0.503%
990 22.493 3222 3226 3230 rVB3 6148 8298 2.39% 0.205%
91 24.338 3538 3540 3541 rBV 1953 1285 ©0.37% 0.032%
92 25.254 3694 3696 3698 rBV3 1853 1226 0.35% 0.030%
93 25.342 3701 3711 3721 rVWV 97152 270250 77.97% 6.670%
94 25.589 3741 3753 3764 rBV2 109586 346598 100.00%  8.555%
95 26.306 3874 3875 3876 rBV 2376 997 0.29% ©0.025%
96 28.809 4299 4301 4303 rBvV 2187 2211 0.64% 0.055%
97 30.096 4518 4520 4521 rBV2 2382 1514 0.44% 0.037%
98 30.143 4521 4528 4529 rBVS 5416 9168 2.65% ©.226%
99 30.812 4641 4642 4644 rBV2 2793 1740 0.50% 0.043%
100 32.628 4949 4951 4952 rBV2 1865 1190 0.34% 0.029%

Sum of corrected areas: 4051636
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56820.D

Acqg On : 4 Mar 2023 2:05
Operator : CG/JU

Sample ¢ 01711-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG056820.D\data.ms

200000

150000

100000

11.253
50000 540 @/IB g 102 10.859
7 7.939 9.590
7722 10.319 49 95314 376
7.081
. 243 53 6960.03 10 4667 1.1%%17 122008%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\
Time--> 400 450 500 550 600 650 7.00 750 800 850 9.00 950 1000 1050 1100 11.50 12.00 12,50 13.00
Abundance TIC: BG056820.D\data.ms
17.751 20.1113
200000 22.064
17.851
15.019
14.719
14.402
100000
50000 15.172 16.100 21.635
13.773 16.353 22237 493
01321 13|820050 (14.6 3305.758) .%&31%7{15&3 1IZES N7\ 925 818

Time--> 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: BG056820.D\data.ms

200000

150000

100000

50000

0‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56820.D

Acqg On : 4 Mar 2023 2:05
Operator : CG/JU

Sample ¢ 01711-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 +trans-.beta.-Ocimene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.081 5.53 ng/ul 24674 1,4-Dichlorobenzene-d4 8.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-.beta.-Ocimene 136 C1OH1l6 003779-61-1 80
2 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1l@H16 007785-26-4 78
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH1l6 004889-83-2 64
4 trans-.beta.-0Ocimene 136 C10H16 003779-61-1 64
5 trans-.beta.-Ocimene 136 C10H1l6 003779-61-1 50
Abundance Scan 603 (7.081 min): BG056820.D\data.ms (-598) (-) m/z 93.00 100.00%
93.0
5000 77.0
39.0 e RRa RS
M 85.0 121.0 6.80 7.00 7.20 7.40
O rreenpereeprertbbe ey b L mz se.ce  47.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18064: trans-.beta.-Ocimene
93.0
5000 LB I e s e e e
77.0 6.80 7.00 7.20 7.40
41.0 m/z 77.00 40.67%
‘ d 121.0
0 \\‘\\\\‘2\9‘.\0‘\\\\i\‘\Hi\?‘\o‘\‘\‘{‘}‘\\\ll‘\\\\’ 1\\‘\‘\‘U\‘\\\\“‘\\\\‘1\3\9.’0\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18191: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
 EAEEmEER S
39.0 6.80 7.00 7.20 7.40
5000 77.0 m/z 79.00 35.18%
15.0
.0 121.0
0 H_“H_H!‘WHlx‘mmmul_H!lum,‘lu_u‘wwWMH‘???'PH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- e RRa R T
93.0 6.80 7.00 7.20 7.40
m/z 92.10 35.10%
5000
4.0 77.0
: 121.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

SFAM-EPA-BG@22323.M Mon Mar 06 01:53:42 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56820.D

Acqg On : 4 Mar 2023 2:05

Operator : CG/JU

Sample ¢ 01711-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 p-Benzoquinone, 2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.368 19.76 ng/ul 88216 1,4-Dichlorobenzene-d4 8.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Benzoquinone, 2-methyl- 122 C7H602 000553-97-9 97
2 Formic acid phenyl ester 122 C7H602 001864-94-4 42
3 Phenol 94 C6H60 000108-95-2 30
4 2-Aminopyridine 94 C5H6N2 000504-29-0 22
5 Phenol 94 C6H60 000108-95-2 18
Abundance Scan 822 (8.368 min): BG056820. D\data ms (-816) (-) m/z 94.00 100.00%
4.0
54.0
39.0
5000 68.0 122.0
R RmmEE L R
‘ 8.00 8.20 8.40 8.60
o‘H,‘wwwe“mm\hM!L‘wwww‘mwuwwmw m/z 54.00  83.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11283: p-Benzoquinone, 2-methyl-
54.0 94.0
390 122.0
5000 68.0 L B o e
8.00 8.20 8.40 8.60
m/z 66.10 68.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11269: Formic acid phenyl ester
94.0
e
8.00 8.20 8.40 8.60
m/z 82.00 61.93%
5000 390 66.0 /
122.0
ol 120
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2910: Phenol R AREAREEEEEEEREES
94.0 8.00 8.20 8.40 8.60
m/z 39.00 54.90%
5000
66.0
39.0 H
0m,‘HwHH_ml‘}um;um:mwwwmwwww‘ AN I S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56820.D

Acqg On : 4 Mar 2023 2:05
Operator : CG/JU

Sample ¢ 01711-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethanone, 2,2-dihydroxy-1-p... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.243 3.19 ng/ul 14246 1,4-Dichlorobenzene-d4 8.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 2,2-dihydroxy-1-phenyl- 152 C8H803 001075-06-5 83
2 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 83
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 83
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 83
5 2-fluoro-1-phenylethanone 138 C8H7FO 1000456-25-8 83
Abundance Scan 971 (9.243 min): BG056820.D\data.ms (-966) (-) m/z 105.00 100.00%
105.0
770 P
5000 51.1
e
‘ ‘ ‘ ‘ 9.00 9.20 9.40 9.60
o b Wz 77.00  80.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30022: Ethanone, 2,2-dihydroxy-1-phenyl-
77.0 105.0
5000 u\\‘u\\,uﬁ\‘u\\,u\
51.0 9.00 9.20 9.40 9.60
m/z 51.10  39.23%
28.0 ‘
0\\\\‘\‘\h\\m‘\\‘1\‘\\\‘m“\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #24906: Benzenepropanenitrile, .beta.-oxo-
105.0
77.0
B ARmEEEE R
9.00 9.20 9.40 9.60
m/z 120.00  16.63%
5000 51.0
27.0 I | | 145.0
O e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #32009: Acetophenone, 2-chloro- B AREEEEE R
105.0 9.00 9.20 9.40 9.60
m/z 40.00 15.47%
77.0
5000
51.0
0 270 I \‘ INE— | | 15\40
e B AREEEEE R
mlz--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56820.D

Acqg On 4 Mar 2023 2:05

Operator : CG/JU

Sample ¢ 01711-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.953 6.74 ng/ul 48791 Naphthalene-d8 11.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H,3H,5H,6H,7H-Cyclopenta[d]pyri... 152 C7H8N202 005466-00-2 38
2 3-Amino-4-acetyl-5-methylene-pyr... 152 C7H8N202 092220-23-0 35
3 1H-Pyrrole-2,5-dione, 3-ethenyl-... 137 C7H7NO2 021494-57-5 22
4 Propanedinitrile, (ethoxymethyle... 122 C6H6N20 000123-06-8 22
5 2-Amino-5-nitropyridine 139 C5H5N302 004214-76-0 22

Abundance Scan 1262 (10.953 min): BG056820.D\data.ms (-1257) (- m/z 53.00 100.00%
53.0 152.0
122.0
5000 83.0
S|
37lo 11.00
ob el Ml L mgz 152,00 98.28%
miz—-> 20 40 60 80 100 120 140
Abundance #29860: 1H,3H,5H,6H,7H-Cyclopenta[d]pyrimidine-2,4-di
]
53.0 109.0 52.0
81.0
5000 L
11.00
m/z 66.00 90.54%
7|
O T \“‘H \“ \‘““NHM\W"? - \‘\ \1‘2}5\0\ L ‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #29859: 3-Amino-4-acetyl-5-methylene-pyrrole-2(5H)-one
152.0 A
R
11.00
5000 43.0 66.0 m/z 122.00 67.32%
96.0 124.0
bl b L
m/z--> 20 40 60 80 100 120 140
Abundance  #19194: 1H-Pyrrole-2,5-dione, 3-ethenyl-4-methyl- 1 =
66.0 11.00
m/z 54.00 63.98%
137.0
5000
39.0 109.0 J\
o180 ‘H il 1D I SN M AN S
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56820.D

Acqg On : 4 Mar 2023 2:05
Operator : CG/JU

Sample ¢ 01711-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.353 2.05 ng/ul 24990  Acenaphthene-die 15.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 91
2 Benzophenone 182 C13H100 000119-61-9 91
3 Benzophenone 182 C13H100 000119-61-9 91
4 Benzophenone 182 C13H1e0 000119-61-9 72
5 Benzophenone 182 C13H1e0 000119-61-9 68
Abundance Scan 2181 (16.353 min): BG056820.D\data.ms (-2176) (-~ ' m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
—+ —
152.0 16.00 16.50
Ot b PF L wiz 77.e8 79.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0 1
5000 — ——
16.00 16.50
51.0 9
m/z 182.00  65.82%
0 27\0‘ ‘ ull 126.0 15%O Il
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
— —
770 182.0 16.00 16.50
5000 ' ' m/z 51.00 36.98%
51.0
SRS SN NN N .1 M e I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56926: Benzophenone — —
105.0 16.00 16.50
m/z 50.10 11.67%
5000 77.0 182.0
51.0
ol 270 | L 1260 1520 |
R e R e AR e — ——
mlz--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56820.D

Acqg On : 4 Mar 2023 2:05
Operator : CG/JU

Sample ¢ 01711-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.591 2.31 ng/ul 36452  Phenanthrene-dio 17.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 49
3 Pentadecanoic acid 242 C15H3002 001002-84-2 47
4 Tridecanoic acid 214 C13H2602 000638-53-9 45
5 Dodecanoic acid 200 C12H2402 000143-07-7 38
Abundance Scan 2562 (18.591 min): BG056820.D\data.ms (-2557) (- | m/z 73.00 100.00%
73.0
43.1
5000 129 1 213.1
157.1 uid Ll
1852 2561 T I T T T T I
e T 1050
o I L L L L L L wz ee.ee  89.84%
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ikl f
18.50
157.01g5,02130  256.0 m/z 55.00 79.02%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
50 T MMANM
’ 18.50
5000 129.0 m/z 57.00 69.90%
171.0
Ll
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid — il {\
43.0 73.0 18.50
m/z 43.10 69.33%
5000 129.0
s ) s T
O??RhHMHM‘WkmeuwuMM‘HJM‘M_MH_H‘_HW‘HW‘ L b L
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56820.D

Acqg On : 4 Mar 2023 2:05
Operator : CG/JU

Sample ¢ 01711-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Octadecanoic acid, octadecy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.635 4.03 ng/ul 68185 Chrysene-di12 22.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, octadecyl ester 537 C36H7202 002778-96-3 64
2 2-Heptafluorobutyroxypentadecane 424 C19H31F702 1010245-50-0 58
3 Carbonic acid, tetradecyl 2,2,2-... 388 C17H31C1303 1000314-56-0 53
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 52
5 17-Pentatriacontene 491 C35H70 006971-40-0 52
Abundance Scan 3080 (21.635 min): BG056820.D\data.ms (-3076) (- 57.00 100.00%
57.0
239.1
5000
141 ! Fm 2150 22.00
0brs ,w”,‘ J‘\““H‘”Mw“m!,‘mh e — 43.10  94.71%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342509: Octadecanoic acid, octadecyl ester
43.0
5000 Ay
21 50 22 00
285.0

55.00  77.33%

0 ,MHH “ A , 16802230, J _341.0_410.0466.0 536
TTT f\\\’\\\\’\\\f!\\f\\\\f\\f\\\\\\\\\\\\\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #314815: 2-Heptafluorobutyroxypentadecane

43.0

21.50 22.00
5000 m/z 83.80 60.30%
111.0
1 169.0
0 “MMWHLW‘M‘,M‘W‘H‘_“W‘H‘_‘H“H‘_‘H‘
miz-—-> 50 100 150 200 250 300 350 400 450 500
Abundance #293663: Carbonic acid, tetradecyl 2,2,2-trichloroethyl es| | W18 Wy
83.0 21.50 22.00

m/z 239.10  59.60%
5000

1680

il m\“ H L M

m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56820.D

Acqg On : 4 Mar 2023 2:05
Operator : CG/JU

Sample ¢ 01711-11

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©22323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
trans-.beta.-Oc... 7.081 5.5 ng/ul 24674 1  8.421 89279 20.0
p-Benzoquinone,... 8.368 19.8 ng/ul 88216 1 8.421 89279 20.0
Ethanone, 2,2-d... 9.243 3.2 ng/ul 14246 1 8.421 89279 20.0
unknown-01 10.953 6.7 ng/ul 48791 2 11.253 144787 20.0
Benzophenone 16.353 2.0 ng/ul 24990 3 15.019 243823 20.0
n-Hexadecanoic ... 18.591 2.3 ng/ul 36452 4 17.751 314934 20.0
Octadecanoic ac... 21.635 4.0 ng/ul 68185 5 22.064 338028 20.0
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