LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51800.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.602 13 19 25 rvB3 8157 13524 1.19% 0.134%
2 4.030 88 92 99 rBVvV2 39230 69633 6.15% 0.690%
3  4.083 99 101 105 rvv3 2682 3190 0.28% 0.032%
4 4,383 148 152 156 rBvV3 2135 3355  0.30% 0.033%
5 4.465 163 166 170 rvB3 1818 2824 0.25% 0.028%
6 4.894 232 239 247 rBV 121229 195101 17.23% 1.933%
7 5.211 287 293 300 rVB2 10759 17088 1.51% 0.169%
8 5.317 306 311 320 rBV3 1742 4424  ©.39% 0.044%
9 5.517 340 345 350 rvB2 5249 7737 0.68% 0.077%
10 6.104 437 445 452 rBV 86443 142999 12.63% 1.417%
11 6.474 502 508 514 rBV3 3300 6259 ©.55% 0.062%
12 6.656 534 539 543 rBv2 6351 9715 0.86% 0.096%
13 7.402 659 666 674 rVB2 31197 52898 4.67% 0.524%
14 7.579 688 696 705 rBV 116311 199918 17.65%  1.980%
15 7.796 726 733 742 rBV 127640 223600 19.74%  2.215%
16 8.272 807 814 820 rBV 119736 198729 17.55% 1.969%
17 8.965 926 932 943 rBV 77115 134405 11.87% 1.331%
18 9.147 956 963 970 rBv4 11901 20865 1.84% 0.207%
19 9.441 1003 1013 1022 rBV 165608 292493 25.83% 2.898%
20 10.058 1113 1118 1125 rVWV 3119 5054 0.45% 0.050%
21 10.169 1130 1137 1145 rBV 124219 229179 20.24%  2.270%
22 10.463 1180 1187 1190 rBV4 2410 4461 0.39% 0.044%
23 10.715 1222 1230 1239 rBV 184034 330152 29.15% 3.271%
24 10.886 1252 1259 1265 rBV2 34892 60416 5.33% 0.599%
25 11.109 1290 1297 1306 rVB 160132 291351 25.73% 2.886%
26 11.232 1309 1318 1329 rW 50474 98588 8.71% 0.977%
27 12.302 1493 1500 1508 rVB2 19507 31607 2.79% 0.313%
28 12.678 1556 1564 1571 rVB5 3916 7609 0.67% 0.075%
29 13.059 1621 1629 1639 rBV 49010 81231 7.17% 0.805%
30 13.500 1699 1704 1708 rVvVv4 3681 5364 0.47% 0.053%
31 14.181 1817 1820 1826 rVB3 6585 9092 0.80% 090%

32 14.293 1833 1839 1847 rBV 373286 545982 48.21%
33 14.598 1885 1891 1898 rVB 121385 188668 16.66%
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o]
[e)]
O
B

34 14.904 1936 1943 1951 rBV 266650 418222 36.93% 143%
35 15.074 1966 1972 1983 rBV3 31655 61816  5.46% 612%
36 15.474 2035 2040 2044 rVB2 1882 3056 ©.27% 0.030%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 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-BG121421.M
Title : SVOA CALIBRATION
37 15.897 2105 2112 2122 rBV 568190 858761 75.83% 8.507%
38 15.997 2122 2129 2138 rVV2 145504 217813 19.23%  2.158%
39 16.461 2203 2208 2214 rBvV3 5181 8363 0.74% 0.083%
40 16.578 2221 2228 2238 rBV2 87151 151081 13.34% 1.497%
41 17.301 2347 2351 2358 rVB2 16683 25395  2.24% 0.252%
42 17.518 2384 2388 2392 rVB4 3841 5145 0.45% 0.051%
43 17.653 2401 2411 2418 rBV 336580 501537 44.29% 4.968%
44 17.753 2421 2428 2435 rVVW2 467568 716782 63.29% 7.101%
45 17.835 2438 2442 2446 rVV3 4009 5665 0.50% 0.056%
46 17.882 2446 2450 2455 rVB5 5873 8461 0.75% 0.084%
47 18.053 2474 2479 2484 rBV3 13785 19998 1.77% 0.198%
48 18.464 2545 2549 2554 rVB2 6522 8675 0.77% 0.086%
49 18.587 2564 2570 2582 rBV 107047 176686 15.60% 1.750%
50 18.869 2613 2618 2624 rBV3 9329 17373 1.53% 0.172%
51 19.022 2640 2644 2648 rVvV 10004 13867 1.22% 0.137%
52 19.157 2663 2667 2671 rVVv2 11447 14984 1.32% 0.148%
53 19.298 2685 2691 2700 rVB 52990 76635 6.77% ©.759%
54 19.598 2738 2742 2745 rBV3 10060 13461 1.19% 0.133%
55 19.662 2747 2753 2758 rVV 7689 12767 1.13% 0.126%
56 19.885 2787 2791 2796 rBV4 7268 9234 0.82% 0.091%
57 20.026 2809 2815 2822 rBV 786963 1132493 100.00% 11.219%
58 20.120 2829 2831 2834 rBV4 2652 2442  0.22% 0.024%
59 20.338 2865 2868 2871 rBv4 2355 3044 0.27% 0.030%
60 20.802 2944 2947 2949 rBV3 2599 3301 0.29% 0.033%
61 21.049 2985 2989 2990 rBV4 3170 2854 0.25% 0.028%
62 21.101 2995 2998 3000 rVB4 2074 2402 0.21% 0.024%
63 21.272 3020 3027 3030 rBV8 7712 16155 1.43% 0.160%
64 21.571 3076 3078 3080 rBV3 2927 2440 0.22% 0.024%
65 21.601 3082 3083 3086 rBV2 3275 3868 0.34% 0.038%
66 21.871 3127 3129 3131 rVB3 3202 2412 0.21% 0.024%
67 21.971 3139 3146 3152 rBV 300784 513601 45.35% 5.088%
68 22.018 3152 3154 3160 rVB4 13885 21120 1.86% 0.209%
69 22.159 3176 3178 3181 rVV4 2678 3100 0.27% 0.031%
70 22.705 3270 3271 3275 rBv4 2542 3175 0.28% 0.031%
71 22.764 3279 3281 3284 rVWV4 2404 3003 0.27% 0.030%
72 22.823 3286 3291 3295 rVB6 6078 11196 0.99% 0.111%
73 23.128 3341 3343 3346 rBV4 3219 4313 0.38% 0.043%
74 23.375 3382 3385 3388 rBV5 2305 3344 0.30% 0.033%
75 23.580 3417 3420 3425 rVB5 7771 11584 1.02% 0.115%
76 23.721 3441 3444 3446 rBV4 3873 5191 0.46% 0.051%

SFAM-EPA-BG121421.M Fri Dec 31 22:30:30 2021 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 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-BG121421.M

Title : SVOA CALIBRATION

77 23.997 3489 3491 3493 rBV3 2573 2439 0.22% 0.024%
78 24.056 3498 3501 3502 rBV2 2475 2525  9.22% 0.025%
79 24.467 3566 3571 3577 rBV5 11142 21255 1.88% 0.211%
80 25.219 3692 3699 3715 rVB3 36952 116778 10.31% 1.157%
81 25.472 3729 3742 3758 rVV2 158222 526455 46.49% 5.215%
82 26.265 3875 3877 3881 rBv4 2454 2500 0.22% 0.025%
83 26.347 3889 3891 3894 rBvV4 3588 4201 ©0.37% 0.042%
84 26.776 3957 3964 3974 rVV9 14024 43606 3.85% 0.432%
85 26.841 3974 3975 3978 rVB3 3949 2679 0.24% 0.027%
86 27.029 4003 4007 4008 rBV4 2639 2855 ©0.25% 0.028%
87 27.240 4041 4043 4046 rBV3 2522 2849 0.25% 0.028%
88 27.587 4100 4102 4105 rBvV4 3255 3439 0.30% 0.034%
89 28.104 4188 4190 4192 rBV2 2999 2863 0.25% 0.028%
90 28.292 4206 4222 4241 rBvV2 156773 737258 65.10% 7.304%
91 29.337 4397 4400 4401 rBV3 2986 2802 0.25% 0.028%
92 30.095 4527 4529 4530 rvv2 4780 3935 0.35% 0.039%
93 30.119 4531 4533 4539 rVB7 6689 9921 ©0.88% ©0.098%
94 30.324 4565 4568 4569 rBV3 2496 2701 0.24% 0.027%
95 30.359 4572 4574 4577 rBV4 2638 2451 0.22% 0.024%
96 30.841 4654 4656 4658 rBV2 3260 2612 0.23% 0.026%
97 31.552 4776 4777 4781 rBV4 2490 3246 0.29% ©0.032%
98 31.640 4790 4792 4796 rBV4 2298 3268 0.29% 0.032%
99 31.934 4841 4842 4846 rBV4 2621 3300 0.29% 0.033%
100 32.310 4902 4906 4907 rVvVv4 3228 4102 0.36% 0.041%

Sum of corrected areas: 10094366
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051800.D\data.ms

700000
600000
500000
400000

300000

200000 9.441 10.7131 109
4.894 757996 8.272 10.169

100000 6.104 8.965
7.40
0 .602 4;\93343335 313,5517 6. 47556 ) ﬁ? 147 10.0580.46

T T T TfT T \\\‘\\\\T\\\‘\\\\|\\\\“v1_v*\

Time--> 3.50 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 1000 1050 1100 11.50 12.00 12.50 13.00
Abundance TIC: BG051800.D\data.ms

20.026
700000

600000 15.897
500000 17.753

400000 14.293

17.6p3 21.971

300000 14.904

200000

=
©
©
~

18.587

100000 19.298

5.074
ol13:500 _ 14.151 | 15.474 16461 17391 @52184 8189257105862
e e e R e e e e e e e e

Time--> 13. 50 14. 00 1450 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: BG051800.D\data.ms

700000
600000
500000
400000

300000

200000 25.472 28.292

100000
25.21
3. DEB3 B AIur 4467 Me&ﬁ@sﬁnww 587 28.104 29.337 §85030.841  335630.9332.310

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\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 1,1-Dimethyl-3-chloropropanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.894 19.63 ng/ul 195101 1,4-Dichlorobenzene-d4 8.272
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Dimethyl-3-chloropropanol 122 C5H11C10 001985-88-2 64
2 3-Pentanol 88 C5H120 000584-02-1 40
3 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 40
4 4-Methyl-2-pentanol, methyl ether 116 C7H160 1000333-93-5 38
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 36
Abundance Scan 239 (4.894 min): BG051800.D\data.ms (-232) (-) m/z 59.15 100.00%
59.1
43.1
5000
mmmEE R R
2 o 107.1 4.60 4.80 5.00 5.20
Obrerprrreprerr ettt L0l myz 43,15 58.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11113: 1,1-Dimethyl-3-chloropropanol
59.0
43.0
5000 L L L LA AL
4.60 4.80 5.00 5.20
31.0 107.0 m/z 41.15  21.35%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2348: 3-Pentano
59.0
“W‘H‘_“W‘H‘_“
4.60 4.80 5.00 5.20
5000 31.0 m/z 107.05 14.92%
o 150 | 4?‘0 . 710 870
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl- e RERREEEE
59.0 4.60 4.80 5.00 5.20
m/z 69.15 9.26%
5000 43.0
31.0
0 15‘ O 1yl ‘ ‘ | 75 O 89 0 /\ A
e e e e e e e e R REUEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 2 Butanamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.104 14.39 ng/ul 142999 1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanamide 87 C4H9NO 000541-35-5 64
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 59
3 1,1-Dimethyl-3-chloropropanol 122 C5H11Cl10 001985-88-2 56
4 Amylene hydrate 88 C5H120 000075-85-4 42
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 42
Abundance Scan 445 (6.104 min): BG051800.D\data.ms (-437) (-) m/z 59.15 100.00%
59.1
5000
N Shoebosnem
150.9 : : : :
87.0
Ob el N 870 1068 U hyz 43.15 5e.62%
miz--> 20 40 60 80 100 120 140
Abundance #2093: Butanamide
59.0
5000 410 L L R R I
5.80 6.00 6.20 6.40
m/z 41.15 22.65%
%ﬁo Ll \L 87.0
O\\\\‘\ ‘\\\|\\‘\\‘\‘\\\‘\\\\‘\\\\|\\\\
miz-> 20 40 60 80 100 120 140
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
R R AR T
5.80 6.00 6.20 6.40
5000 m/z 69.15 11.59%
31.0
0 14\'0 L \‘\ L | 890
e
m/z--> 20 40 60 80 100 120 140
Abundance #11112: 1,1-Dimethyl-3-chloropropanol ‘M““_““‘H“/wu‘
59.0 5.80 6.00 6.20 6.40
m/z 39.15 9.27%
5000
107.0
31.0
on 240 [ Ll aae L
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.147 2.10 ng/ul 20865 1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Nitro-2-methylindole 176 C9H8N202 007570-47-0 14
2 4-Amino-N-methylphthalimide 176 CSH8N202 002257-85-4 10
3 4H-1-Benzopyran-4-one, 6-hydroxy... 176 C10H803 022105-12-0 10
4 2,4-Pteridinediamine, 6-methyl- 176 C7H8N6 000708-74-7 10
5 m-(Trifluoromethyl)anisole 176 C8H7F30 000454-90-0 10
Abundance Scan 963 (9.147 min): BG051800.D\data.ms (-956) (-) m/z 177.95 100.00%
17v.9
69.2
5000
40.0 96.2 T
‘ ‘- 146.8 8.80 9.00 9.20 9.40

ome1““J“HM“W‘_HWHH_MH_H“_ m/z 176.05  99.51%

miz--> 40 60 80 100 120 140 160 180

Abundance #51526: 5-Nitro-2-methylindole

176.0
69.0
130.0
5000 L LA BN L LI BN I
8.80 9.00 9.20 9.40
103.0 m/z 69.15  64.32%
5.0
45.0 ‘ # ‘ ‘ 146.0
O\\‘\‘\ T !“‘\‘\‘\‘\“H“\ T “‘ T \“\ T “\ \‘\ \“ \‘\ T ‘ T ‘ T
m/z--> 40 60 80 100 120 140 160 180
Abundance #51541: 4-Amino-N-methylphthalimide
176.0
R A mama R
8.80 9.00 9.20 9.40
5000 m/z 68.15 38.41%
91.0 132.0
63.0
410 ‘ ‘ 148.0
ow‘m ol
m/z--> 40 60 80 100 120 140 160 180
Abundance #50608: 4H-1-Benzopyran-4-one, 6-hydroxy-2-methyl- A E e Eamaa R
136.0 176.0 8.80 9.00 9.20 9.40
' m/z 66.00 33.67%
5000
52‘0 80.0 108.0
Y AT TR I S O
m/z--> 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 4 1-Bromo-3,5-difluorobenzene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.886 4.15 ng/ul 60416 Naphthalene-d8 11.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Bromo-3,5-difluorobenzene 192 C6H3BrF2 000461-96-1 53
2 (3aS,7aS)-rel-2-Methylhexahydro-... 192 C7H1302PS 1000487-18-9 47
3 (3aR,7aS)-rel-2-Methylhexahydro-... 192 C7H1302PS 1000487-20-8 47
4 4-Methylamino-2(5H)-furanone 113 C5H7NO2 1000427-45-5 30
5 1-(3-chlorophenyl)-2-(piperazin-... 252 C13H17CIN20 1000455-11-1 22
Abundance Scan 1259 (10.886 min): BG051800.D\data.ms (-1252) (-  m/z 113.15 100.00%
118.2
192.1
5000
541 81.2
— .
10.50 11.00
165.2
0! m_m‘wm_m_m_“u‘u_ m/z 192.05 76.11%
m/z--> 20 40 60 80 100 120 140 160 180 =200
Abundance #67103: 1-Bromo-3,5-difluorobenzene
1138.0
192.0
5000 63.0 T T
10.50 11.00
m/z 194.05 53.19%
93.0
O\ ‘ ?\]T\.?‘ T \“\ }‘ “‘} 1‘ \“‘\ ‘i‘\‘\ }‘w“ T M\ ‘ T ;‘\4.‘]7.\0\]-\6‘1-\.\0\ T ‘ T \H\ ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67176: (3aS,7aS)-rel-2-Methylhexahydro-1,3,2-benzodic
118.0
— A
192.0 10.50 11.00
5000 79.0 m/z 81.15 33.03%
41.0
(N “w Ll gl oy ass0 1800
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67178: (3aR,7aS)-rel-2-Methylhexahydro-1,3,2-benzodit — ‘ i
113.0 10.50 11.00
192.0 m/z 54.15 27.66%
5000 79.0
41.0 /\
ool L assoase0 | A Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-02 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.302 2.17 ng/ul 31607 Naphthalene-d8 11.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentanedione, 2-bromo- 176 C5H5Bro02 014203-24-8 37
2 5-Nitro-2-methylindole 176 C9H8N202 007570-47-0 16
3 2,4-Pteridinediamine, 6-methyl- 176 C7H8N6 000708-74-7 16
4 1,2,4,5-Benzenetetracarbonitrile 178 C1OH2N4 000712-74-3 14
5 benzoxazole, 2-methyl-6-nitro- 178 C8H6N203 1000404-77-0 14

Abundance Scan 1500 (12.302 min): BG051800.D\data.ms (-1493) (-

m/z 177.95 100.00%

177.9
69.2
5000
41.1 970 — —
M‘ 119.2 148.9 1200 12.50
ol H_HJ“ | ‘H_HJWH‘NJH_H‘M m/z 175.95  91.45%
miz--> 40 80 100 120 140 160 180
Abundance #51079.13-Cydopananedbne,Ziwomo-
69-0 17 .O
5000
1200 1250
41.0 97.0 m/z 69.15  74.40%
‘ ‘ 120.0 149.0
O\\‘H\\H\‘\ \‘\\\‘\\‘\‘\‘\\\\‘W\\‘H\‘\mh\\‘\\\
miz--> 80 100 120 140 160 180
Abundance #51526:5—Nnn}24neﬂwhndob
176.0
69.0 L
—r A
130.0 12.00 12.50
5000 m/z 66.15 29.61%
103.0
0 H_“H“MMH ‘”‘ “‘_qu | AN
miz-> 40 100 120 140 160 180 ﬂ
Abundance #51351: 2,4—Pter|d|nediamine, 6-methyl- —— —
176.0 12.00 12.50
m/z 41.15 25.06%
5000
43.0 134.0
66.0
NI T N e Y T | O
m/z--> 40 60 80 100 120 140 160 180 12.00 12.50

SFAM-EPA-BG121421.M Fri Dec 31 22:30:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\

Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 6 Lumazine Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.059 3.88 ng/ul 81231  Acenaphthene-dile 14.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lumazine 164 C6HAN402 000487-21-8 50
2 Quinazoline, 2-chloro- 164 C8H5CIN2 006141-13-5 45
3 Benzene, 1,2-dichloro-3-fluoro- 164 C6H3C12F 036556-50-0 43
4 1,4-Dichloro-2-fluorobenzene 164 C6H3C12F 1000342-41-8 43
5 1,3-Dichloro-2-fluorobenzene 164 C6H3C12F 002268-05-5 43

Abundance Scan 1629 (13.059 min): BG051800.D\data.ms (-1621) (-  m/z 164.05 100.00%
164.1
5000
66.2 93.0 —T 1
40.1 ‘ ‘ ‘ 129.1 13.00
O b ol ‘M‘“c TSR Y RS A TH— m/z 166.05  63.14%
miz--> 20 60 80 100 120 140 160
Abundance #40038: Lumazine
66.0 164.0
9.0 1210
5000 - :
39.0 13.00
m/z 66.15 21.00%
O\‘\‘!‘\ ‘\‘}‘\“\\‘\\\‘\‘\\\\“\\\\%%7\.\0\"\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #40228: Quinazoline, 2-chloro-
164.0
| |
129.0 13.00
5000 ITI/Z 93.05 17.92%
760 102.0
m/z--> 20 60 80 100 120 140 160
Abundance #40032: Benzene, 1,2-dichloro-3-fluoro- —h ‘
164.0 13.00
m/z 102.05 16.08%
5000 129.0
740 93.0
310 °0.0 ‘
N M T = T | —
m/z--> 20 40 60 80 100 120 140 160 13.00

SFAM-EPA-BG121421.M Fri Dec 31 22:30:33 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-03 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.578 6.02 ng/ul 151081 Phenanthrene-di10 17.653
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro... 176 C11H1202 001078-19-9 47
2 1(2H)-Naphthalenone, 3,4-dihydro... 176 C11H1202 001078-19-9 47
3 1(2H)-Naphthalenone, 3,4- dihydro... 176 C11H1202 001078-19-9 47
4 1(2H)-Naphthalenone, 3,4-dihydro... 176 C11H1202 001078-19-9 47
5 4-Quinazolinol, 2-methyl-, 3- ox1de 176 C9H8N202 054518-07-9 43

Abundance Scan 2228 (16.578 min): BG051800.D\data.ms (-2221) (-  m/z 176.15 100.00%

148.2 176.2
5000
66.2 sl ‘
‘ 88.2 118.2 H 16.50
0 et HH“ My myz 148,15 91.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50742: 1(2H)-Naphthalenone, 3,4-dihydro-6-methoxy-
148.0 176.0
120.0
5000 —rh :
16.50
91.0 m/z 146.15 77.75%
51.0 ‘
0 \-:L\B‘(\)\ T \“ T \“\ T “‘1‘7\2\"&’ T \H T ’M\ “\M“‘ iy T \H T \‘i‘\ T \“‘ Il
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50740: 1(2H)-Naphthalenone, 3,4-dihydro-6-methoxy-
148.0 176.0
T \
16.50
5000 ITI/Z 147.15 24.11%
120.0
51.0 91.0 ‘
O e b2l
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50739: 1(2H)-Naphthalenone, 3,4-dihydro-6-methoxy- P ‘
148.0 16.50
m/z 66.15 17.17%
5000 176.0
120.0
77.0
20 %0 " e L
) Sk PR VPR Y R 2 10 B APRE ) S
m/z--> 20 40 60 80 100 120 140 160 180 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 8 unknown-04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.298 3.06 ng/ul 76635  Phenanthrene-d1e 17.653
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4(1H)-Quinolinone, 2-phenyl- 221 C15H11NO 014802-18-7 43
2 Indole, 3-benzoyl- 221 C15H11NO 015224-25-6 38
3 1H-Indole, 1-ethyl-2-phenyl- 221 C16H15N 013228-39-2 38
4 6-Chloro-2-(trifluoromethyl)-3H-... 221 C7H3C1F3N3 013577-71-4 33
5 1-(5-Chloro-2-methylphenyl)-2,5-... 221 C11H8CINO2 058670-26-1 33
Abundance Scan 2691 (19.298 min): BG051800.D\data.ms (-2685) (-  m/z 221.15 100.00%
221.2
5000
184.2 — —
66.0 922 158.2 19.00 19.50
- Y= SN O NN m/z 223.15  31.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100424: 4(1H)-Quinolinone, 2-phenyl-
221.0
193.0
5000 —r— ——
19.00 19.50
165.0 m/Z 184.15 24.24%
89.0 ’
0h21.0, %Om i ], 11501390 | |
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100399: Indole, 3-benzoyl-
221.0
—— —
19.00 19.50
5000 m/z 222.15 20.94%
69.0 144.0
430 105.0
b L B0 asmg |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100458: 1H-Indole, 1-ethyl-2-phenyl- —r b
221.0 19.00 19.50
m/z 220.05 16.15%
5000
390 630 890 1280 1650 1900 |
Y s SN P WD O it Y AN e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 9 6-Chloro-2-methyl-4-phenyl-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

28.292  28.01 ng/ul 737258  Perylene-di2 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Chloro-2-methyl-4-phenyl-quino... 297 C17H12C1NO2 312758-85-3 64
2 Iron, (1,5-cyclooctadiene)-(pent... 299 C18H27Fe 1000161-39-5 64
3 2-[p-Chlorophenyl]-8-methylcinch... 297 C17H12C1NO2 107027-43-0 52
4 6-(Adamantan-1-yl)-2-chloropyrid... 297 C17H16CIN3 1000410-36-2 50
5 trans-4'-Dimethylamino-4-(methyl... 297 C18H19NOS 126443-24-1 50

Abundance Scan 4222 (28.292 min): BG051800.D\data.ms (-4206) (-  m/z 297.05 100.00%
2977.1

—

5000
260.1
T
571 13? 1 roa 28.00 28.50
Ol 2400 4. 16632041 4 K 385 n/7 260.10  36.65%
Mizee> 50 100 150 200 250 300 350
Abundance #195293: 6-Chloro-2-methyl-4-phenyl-quinoline-3-carbox:
297.0
5000 —— =
28.00 28.50
m/z 299.15  30.80%
1m02m0%20 /
O LI ‘ \7]\- \0‘\]‘-‘0§ \o\ T ‘ TT \ T h‘\ T \‘ ““ TT M T T T T 7T ‘ T
miz-> 50 100 150 200 250 300 350

Abundance #198387: Iron, (1,5-cyclooctadiene)-(pentamethylcyclope
297.0

-

7
28.00 28.50

5000 m/z 298.10 25.77%
133.0 191.0
56.0 ‘ H
o B0m0 | | mee |
m/z--> 50 100 150 200 250 300 350
Abundance #195286: 2-[p-Chlorophenyl]-8-methylcinchoninic acid ; roctesy

1
297.0 28.00 28.50
m/z 130.05 15.40%

5000
630 2070 1400  217.02530
0 TR | — ; ‘A»/V“\AM

m/z--> 50 100 150 200 250 300 350 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51800.D

Acqg On : 27 Dec 2021 13:18

Operator : CG/JU

Sample : M5201-05

Misc . P035-TW001-A-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
1,1-Dimethyl-3-... 4.894 19.6 ng/ul 195101 1 8.272 198729 20.0
Butanamide 6.104 14.4 ng/ul 142999 1 8.272 198729 20.0
unknown-01 9.147 2.1 ng/ul 20865 1  8.272 198729 20.0
1-Bromo-3,5-dif... 10.886 4.2 ng/ul 60416 2 11.109 291351 20.0
unknown-02 12.302 2.2 ng/ul 31607 2 11.109 291351 20.0
Lumazine 13.059 3.9 ng/ul 81231 3 14.904 418222 20.0
unknown-03 16.578 6.0 ng/ul 151081 4 17.653 501537 20.0
unknown-04 19.298 3.1 ng/ul 76635 4 17.653 501537 20.0
6-Chloro-2-meth... 28.292 28.0 ng/ul 737258 6 25.472 526455 20.0
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