LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN@12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 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_N\METHODS\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION

Signal : TIC: BNO12063.D
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.093 12 18 24 rVW 105613 150677 2.33% 0.236%
2 3.193 32 35 44 rVB 74440 99561 1.54% 0.156%
3  3.693 118 120 125 rVB6 5525 6673 0.10% 0.010%
4 3.764 130 132 136 rVB4 5768 6688 0.10% 0.010%
5 3.822 139 142 145 rVB4 10923 12117 ©.19% ©0.019%
6 3.911 154 157 160 rBvV2 11369 12093 0.19% 0.019%
7 3.993 165 171 174 rBV5 13353 19518 ©.30% ©0.031%
8 4.222 206 210 212 rBVS 5464 7280 0.11% 0.011%
9 4.363 229 234 237 rBV 43337 62966 0.97% 0.098%
10 4.405 237 241 247 rVB 372748 500618 7.74% 0.783%
11  4.693 285 290 295 rBv4 24492 36866 ©.57% ©.058%
12 4.893 320 324 332 rVB7 18967 31538 0.49% 0.049%
13  4.981 335 339 342 rBV5S 9022 11253 0.17% 0.018%
14 5.558 430 437 444 rBV 62048 97876  1.51% 0.153%
15 5.716 458 464 469 rBvV 80514 1239066 1.92% ©.194%
16 5.893 492 494 498 rBV5 6854 11084 0.17% 0.017%
17 6.075 516 525 530 rBV7 20292 40507 0.63% 0.063%
18 6.828 645 653 662 rBv2 175190 309321 4.78% ©.484%
19 6.999 675 682 692 rBV 885862 1395005 21.58% 2.182%
20 7.069 692 694 701 rVB6 6371 11906 0.18% 0.019%
21 7.193 708 715 725 rBV 771079 1189451 18.40% 1.860%
22 7.657 786 794 802 rBV 1035934 1604938 24.82% 2.510%
23 8.069 860 864 869 rVB5 7239 9984 0.15% 0.016%
24 8.357 905 913 923 rBV 427596 667913 10.33% 1.044%
25 8.510 931 939 945 rBV 191962 309075 4.78% ©.483%
26 8.740 974 978 981 rBv3 15245 24243 0.37% 0.038%
27 8.804 981 989 997 rVB 1133382 1848934 28.60% 2.891%
28 8.916 1002 1008 1016 rVVW 177872 291891 4.51% ©.456%
29 9.240 1055 1063 1069 rBvV 97658 148985 2.30% 0.233%
30 9.522 1104 1111 1122 rBV 910116 1495437 23.13% 2.339%

31 10.051 1193 1201 1211 rBV 1208716 1954009 30.22%

32 10.216 1217 1229 1239 rBV2 281181 552771 8.55% 864%
33 10.304 1239 1244 1251 rVB3 39365 68865 1.07%
34 10.381 1251 1257 1259 rBV2 34270 42815 0.66% 067%
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35 10.434 1259 1266 1273 rVB 1306337 2137663 33.06%

36 10.575 1283 1290 1296 rBV2 37670 74603 1.15%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN@12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 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_N\METHODS\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION
37 10.946 1348 1353 1360 rBV6 38018 77144  1.19% 0.121%
38 11.463 1435 1441 1449 rBV 136015 228678 3.54% ©.358%
39 11.657 1466 1474 1480 rBV 98246 174908 2.71%  0.274%
40 11.722 1480 1485 1491 rVB 76730 119188 1.84% 0.186%
41 11.893 1507 1514 1522 rBV 305839 474938 7.35% 0.743%
42 12.022 1531 1536 1543 rBV3 21787 41737 0.65% 0.065%
43 12.428 1601 1605 1610 rBvV2 24130 33643 0.52% ©0.053%
44 12.681 1638 1648 1657 rBV6 84220 201901 3.12% ©.316%
45 12.904 1682 1686 1691 rBV6 10180 20054 0.31% ©0.031%
46 12.957 1691 1695 1704 rVB9 16382 28609 0.44%  0.045%
47 13.087 1712 1717 1724 rVB 122458 191977 2.97% ©.300%
48 13.269 1741 1748 1753 rBV7 17704 31636  ©.49%  0.049%
49 13.410 1766 1772 1774 rBV3 23988 33845 0.52% 0.053%
50 13.439 1774 1777 1783 rVB3 21284 36435 0.56% ©.057%
51 13.563 1794 1798 1805 rVB7 24401 41993 0.65% 0.066%
52 13.663 1812 1815 1816 rVv3 6920 7068 0.11% 0.011%
53 13.710 1816 1823 1831 rVV 2645405 3609956 55.84% 5.645%
54 13.792 1831 1837 1845 rVW 252763 388059 6.00% ©.607%
55 13.987 1863 1870 1880 rBV 1270062 1780399 27.54% 2.784%
56 14.116 1888 1892 1901 rVVv2 44453 88428 1.37% 0.138%
57 14.298 1916 1923 1930 rBV 2118468 3088566 47.77%  4.830%
58 14.492 1951 1956 1965 rBV 188611 299685 4.64%  ©.469%
59 14.622 1973 1978 1991 rVB6 48459 95821 1.48% 0.150%
60 14.734 1993 1997 2001 rVB6 5368 7930 0.12% 0.012%
61 14.810 2006 2010 2011 rVV3 8818 8644 0.13% 0.014%
62 14.845 2011 2016 2025 rVB2 229701 334300 5.17% ©.523%
63 14.928 2027 2030 2033 rBvV4 6913 8416 0.13% 0.013%
64 15.292 2084 2092 2106 rBV 3766495 5148075 79.63% 8.051%
65 15.410 2106 2112 2124 rVV 1380480 1883265 29.13% 2.945%
66 15.528 2128 2132 2137 rVB2 37381 52077 ©0.81% 0.081%
67 15.639 2147 2151 2155 rBV4 5267 7955 0.12% 0.012%
68 15.775 2166 2174 2180 rBV3 101766 144069 2.23% ©0.225%
69 15.981 2203 2209 2215 rBV9 22989 48793 0.75% 0.076%
70 16.075 2222 2225 2230 rVB5 13977 24020 ©.37% ©0.038%
71 16.281 2256 2260 2266 rBV6 4369 9214 0.14% 0.014%
72 16.480 2290 2294 2301 rVB6 18226 22346 0.35% 0.035%
73 16.586 2309 2312 2319 rVB7 8971 16454 0.25% 0.026%
74 16.704 2325 2332 2339 rVB 119239 169612 2.62% ©0.265%
75 16.828 2349 2353 2359 rBV5 11683 21677 ©.34% 0.034%
76 16.922 2363 2369 2373 rVV5 19397 30709 0.47% 0.048%

SOM-EPA-BN100220.M Wed Oct 07 11:47:24 2020 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN@12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 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_N\METHODS\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION

77 17.039 2381 2389 2396 rBV 2224479 3251232 50.29% 5.084%
78 17.139 2400 2406 2416 rVV 3146220 4283795 66.26% 6.699%
79 17.228 2416 2421 2425 rVV 173971 258493 4.00%  0.404%
80 17.280 2425 2430 2440 rVV 793356 1166095 18.04%  1.824%
81 17.363 2441 2444 2449 rVB5 26306 39855 0.62% 0.062%
82 17.816 2519 2521 2523 rBV3 6435 7200 0.11% 0.011%
83 17.857 2523 2528 2534 rVV3 52929 80711 1.25% 0.126%
84 17.945 2539 2543 2546 rBV5 30189 46284 0.72% 0.072%
85 17.986 2546 2550 2555 rVV 112380 153569 2.38% ©.240%
86 18.233 2591 2592 2594 rBV2 8405 6774 0.10% 0.011%
87 18.269 2594 2598 2606 rVB5 17888 32001 0.49%  0.050%
88 18.427 2620 2625 2631 rBV7 18774 31612 ©.49% 0.049%
89 18.563 2646 2648 2651 rBV3 7459 8389 0.13% 0.013%
90 18.686 2666 2669 2670 rBV3 6919 6928 0.11% 0.011%
91 18.839 2692 2695 2699 rBV6 18859 26580 0.41% 0.042%
92 18.933 2709 2711 2718 rVBS8 15774 24412 0.38% 0.038%
93 19.069 2730 2734 2741 rVB3 80344 126732 1.96% 0.198%
94 19.233 2759 2762 2766 rBV6 22914 31465 0.49%  0.049%
95 19.333 2774 2779 2784 rBV 28472 41829 0.65% 0.065%
96 19.445 2791 2798 2806 rBV 4498776 6031522 93.29%  9.432%
97 20.657 3001 3004 3011 rVB2 266120 347471 5.37% ©.543%
98 21.239 3098 3103 3108 rBV 2819053 3547001 54.86% 5.547%

99 23.310 3448 3455 3469 rBV 3312422 6465195 100.00% 10.110%
100 23.445 3472 3478 3486 rVB2 1974520 3530132 54.60% 5.520%

Sum of corrected areas: 63946531

SOM-EPA-BN100220.M Wed Oct 07 11:47:24 2020 3



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 05 Oct 2020 19:21
: CG/IU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
BNO12063.D

L4209-01

: 10 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN1©0220.M
: SVOA CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

Abundance TIC: BN012063.D
4000000
3000000
2000000
0.434
657 8.804 10.051
1000000 6.999 95 9.522
9993 4;505 6.82 & 357 9169 4 0.21 1 4@
olX 3BWRNeE#I034.628981 5. %3:1%9@75 A 700 8.069 ]\8 e 0 10(3481575.0.946 B

Time--> 3.00 350 4.00 450 500 550 6 OO 650 7.00 750 8. 00 8. 50 9. 00 9.50 10.00 10.50 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

TIC: BN012063.D
19.445

15.292
17.139
13.710

14.208 17.039

13.987 15.410

1j7.280

s 10116 kv %@%WWM@% P LR

[.893

s &

Time-->

Abundance

4000000

3000000

2000000

1000000

0

o ],(E 02212.4¥86

1200 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 1650 1700 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BN012063.D

23.310

21.239
28.445

657

Time-->

SOM-EPA-BN100

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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_N\Data\BN100520\
Data File : BN©12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.400 6.24 ng/ul 500618 1,4-Dichlorobenzene-d4 7.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Dimethyl-3-chloropropanol 122 C5H11C10 001985-88-2 47
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 45
3 3-Pentanol 88 C5H120 000584-02-1 42
4 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 40
5 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 39
Abundance Scan 241 (4.405 min): BN012063.D\data.ms (-237) (-) m/z 59.00 100.00%
59.0
5000
e A RAR R
107.0 4.00 4.20 4.40 4.60 4.80
oo 1 839 b 2070 myz 43.00 45.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9768: 1,1-Dimethyl-3-chloropropanol
59.0
5000 (B R B B R I B
4.00 4.20 4.40 4.60 4.80
31.0 107.0 m/z 41.10 17.09%
\\\\‘\‘\“\\“‘\‘\\“\i\\“\8\1‘“\0\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4710: Propanoic acid, 2-hydroxy-2-methyl-
59.0
RERAREEREE SR
4.00 4.20 4.40 4.60 4.80
5000 m/z 107.00 14.82%
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2090: 3-Pentanol e e
59.0 4.00 4.20 4.40 4.60 4.80
m/z 39.05 7.81%
5000 31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN©12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.510 3.85 ng/ul 309075 1,4-Dichlorobenzene-d4 7.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentanedione, 2-bromo- 176 C5H5Bro02 014203-24-8 16
2 3-Amino-7-methyl-1,2,4-benzotria... 176 C8H8N40 027281-74-9 14
3 1,2,4-Triazolo[4,3-a]pyridine, 3... 178 C7H6N402 031040-10-5 14
4 4-Selenouracil 176 C4H4AN20Se 056114-33-1 12
5 Benz[a]azulene 178 C14H1e 000246-02-6 10
Abundance Scan 939 (8.510 min): BN012063.D\data.ms (-931) (-) m/z 176.00 100.00%
176.0
69.1
5000
at 820 8.40 8.60 8.80
- “‘H“ I H‘ ‘ 11?0 PO 2209 177,90 e8.28%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #42682: 1,3-Cyclopentanedione, 2-bromo-
69.0 1786.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.20 8.40 8.60 8.80
41.0 97.0 m/z 69.18  58.37%
‘H ‘ 1200 149.0 LW
\H \ T 1l |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #43002: 3-Amino-7-methyl-1,2,4-benzotriazine-1-oxide
176.0
S, U N S
8.20 8.40 8.60 8.80
m/z 68.10 38.43%
5000 104.0
77.0 131.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #44400: 1,2,4-Triazolo[4,3-a]pyridine, 3-methyl-8-nitro- R ‘/‘\‘ R mARRTaS
178.0 8.20 8.40 8.60 8.80
m/z 66.00 28.72%
5000
53.0 91.0 148.0
o )
“““““ vty
m/z--> 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80

SOM-EPA-BN100220.M Wed Oct 07 11:47:27 2020 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN©12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene,l-chloro-3,5-difluoro- Concentration Rank 6

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

8.920 3.64 ng/ul 291891 1,4-Dichlorobenzene-d4 7.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene,1-chloro-3,5-difluoro- 148 C6H3C1F2 001435-43-4 58
2 Cyclopropanecarboxylic acid, 2,2... 154 C9H1402 074685-76-0 37
3 Pyrimidine, 2,4-dichloro- 148 C4H2C12N2 003934-20-1 33
4 1-Chloro-2,4-difluorobenzene 148 C6H3C1F2 001435-44-5 27
5 1H-Pyrazole, 4-nitro- 113 C3H3N302 002075-46-9 25

Abundance Scan 1008 (8.916 min): BN012063.D\data.ms (-1002) (-) m/z 113.10 100.00%

113.1
148.1
5000
54'0 82-0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
‘ ‘ 8.60 8.80 9.00 9.20
et e e 298 m/z 148.05  64.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23040: Benzene,1-chloro-3,5-difluoro-
148.0
5000 T T T T T[T T[T T rrrr]
113.0 8.60 8.80 9.00 9.20
63.0 m/z 82.05 25.57%
31.0
\\\\‘\\‘\\‘\\‘\{‘\\\“\’8\8\9\‘\\1\‘\\\\‘\ “\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27759: Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-f
113.0
67.0 8.60 8.80 9.00 9.20
5000 41.0 m/z 54.00 24.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22880: Pyrimidine, 2,4-dichloro-  ARAEEEEEREES S
1180 1480 8.60 8.80 9.00 9.20
m/z 146.00 17.66%
5000
51.0 86.0
=0 )1
HH‘mw‘_H“WH‘,HHWmuH‘H‘MHHWHWH S E——
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN©12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1-bromo-2,4-difluoro- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.220 5.17 ng/ul 552771  Naphthalene-d8 10.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2,4-difluoro- 192 C6H3BrF2 000348-57-2 53
2 1-Bromo-3,4-difluorobenzene 192 C6H3BrF2 000348-61-8 53
3 Benzene, 2-bromo-1,3-difluoro- 192 C6H3BrF2 064248-56-2 53
4 Benzene, 2-bromo-1,4-difluoro- 192 C6H3BrF2 000399-94-0 53
5 Benzene, 1l-bromo-2,4-difluoro- 192 C6H3BrF2 000348-57-2 42

Abundance Scan 1229 (10.216 mln) BN012063.D\data.ms (-1217) (- m/z 113.10 100.00%
18.1
192.0
5000
54.0 821
— —
10.00 10.50
145.0
ot 009 2210 7 192,00 55.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54804: Benzene, 1-bromo-2,4-difluoro-
192.0
63.0 113.0
5000 —r ——
10.00 10.50
m/z 194.00 42.79%
T ‘\ \‘\ \“‘ T \“\ ”‘“\ !‘\“\“ T \\Q”‘ T 1‘\ ‘ \]\.\3]'9\:\"\6‘1\.\0\ T ‘ TT ‘\ ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54796: 1-Bromo-3,4-difluorobenzene
192.0
113.0 T ‘ T T ‘ T
63.0 10.00 10.50
5000 m/z 82.10 29.00%
37.0 ‘
b B 14101630 G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 j\
Abundance #54799: Benzene, 2-bromo-1,3-difluoro- e 1
192.0 10.00 10.50
m/z 81.00 28.88%
63.0
5000 1130
31.0
b b 810, asTot610 S W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN©12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown-@3 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.460 2.14 ng/ul 228678 Naphthalene-d8 10.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dicyclopentadiene 132 C10H12 000077-73-6 30
2 Bicyclo[2.2.1]hept-5-ene-2-carbo... 119 C8HIN 000095-11-4 16
3 5,8-Methano-1H-[1,2,4]triazolo[1... 179 C8H9N302 061195-22-0 16
4 Cyclopropylacetylene 66 C5H6 006746-94-7 16
5 5-Allyl-2-norbornene 134 C1oH14 031663-53-3 16

Abundance Scan 1441 (11.463 min): BN012063.D\data.ms (-1435) (-  m/z 211.00 100.00%
211L.

1.0
66.1
5000 /\
102.0 AN
147.0 11.50
280 L, “p‘\u A B0 2804 12 2e8.00  68.60%
m/z--> 50 100 150 200 250
Abundance #14032: Dicyclopentadiene
64.0
5000 j\‘
11.50
m/z 66.10 62.96%
270 132.0
T T ‘\ “\L i“ \h“\ h\ J\.()‘Z'g‘\ \‘ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9148: Bicyclo[2.2.1]hept-5-ene-2-carbonitrile
66.0
LA
11.50
5000 m/z 212.90 20.88%
104.0
S N TR et
m/z--> 50 100 150 200 250
Abundance #44995: 5,8-Methano-1H-[1,2,4]triazolo[1,2-a]pyridazine- = e
66.0 11.50
m/z 102.00 20.30%
5000
179.0
S PP N N
mlz--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN©12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.890 4.44 ng/ul 474938 Naphthalene-d8 10.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Acrylonitryl-2,2-dimethylaziri... 122 C7H1ON2 077376-91-1 27
2 2-Methylbicyclo[2.2.1]-5-heptene... 152 C9H1202 000825-03-6 25
3 Bicyclo[2.2.1]hept-5-ene-2-carbo... 119 C8H9N 000095-11-4 22
4 Bicyclo[3.2.0]hept-2-en-6-o0ne 108 C7H80 013173-09-6 22
5 Bicyclo[2.2.1]hept-5-ene-2-carbo... 119 C8HSN 000095-11-4 22

Abundance Scan 1514 (11.893 min): BN012063.D\data.ms (-1507) (- m/z 211.00 100.00%

211.0
66.1
5000 /\
— P
‘ ‘ 129.0 172.9 11.50 12.00
ol U T 3630 ) eg0p 74.25%
mlz--> 50 100 150 200 250 300 350
Abundance #9875: N-Acrylonitryl-2,2-dimethylaziridine
66.0
107.0 j\
5000 - LN
11.50 12.00
‘ m/z 66.10 66.97%
LI
miz--> 50 100 150 200 250 300 350
Abundance #26079: 2-Methylbicyclo[2.2.1]-5-heptene-2-carboxylic ac A
66.0
Sl
11.50 12.00
5000 ITI/Z 102.00 25.02%
27.
o0
m/z--> 50 100 150 200 250 300 350 /\
Abundance #9147: Bicyclo[2.2.1]hept-5-ene-2-carbonitrile — e
66.0 11.50 12.00
m/z 212.90 23.33%
5000
27.
mlz--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN©12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown-©5 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.790 2.51 ng/ul 388059  Acenaphthene-d10 14.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Bromo-2-fluorobenzotrifluoride 242 C7H3BrF4 144584-67-8 25
2 2H-Benzimidazol-2-one, 6-chloro-... 244 C13H9CIN20 054986-47-9 17
3 2-(6-Chloro-imidazo[1,2-a]pyridi... 244 C13H9CIN20 1000295-93-4 16
4 1H-Benzimidazol-4-o0l, 1-(4-chlor... 244 C13H9CIN20 054986-46-8 16
5 2-Bromo-3-fluorobenzotrifluoride 242 C7H3BrF4 104540-42-3 14
Abundance Scan 1837 (13.792 min): BN012063.D\data.ms (-1831) (-  m/z 243.90 100.00%
243.9
99.0
5000
' : 13 50 14 00
m/z 241.90 8.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96130: 3-Bromo-2-fluorobenzotrifluoride
163.0 242.0
5000
090 o 5099 00 a OO 4.87%
113.0 m z . (]
e bl L || e |
H\‘H‘\\h’\\‘\l"m\\}‘\“‘\\H‘HH‘HH‘!\HM\H‘H“\‘HH‘HH‘ ‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97201: 2H-Benzimidazol-2-one, 6-chloro-1,3-dihydro-1-f
244.0
13 50 14 00
5000 215.0 ITI/Z 245.90 9.76%
91.0 153.0 ‘
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97200: 2-(6-Chloro-imidazo[1,2-a]pyridin-2-yl)-phenol
244.0 13 50 14 00
m/z 64.00 5.11%
5000
216.0
390 76.0 1120 ‘
B oI Lo R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13 50 0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN©12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown-06 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.850 2.16 ng/ul 334300 Acenaphthene-d10 14.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Chloro-2,6-dibromo-4-fluoroben... 286 C6H2Br2ClF 179897-90-6 38
2 10H-Phenoxaphosphine, 10-hydroxy... 288 C16H1703P 037041-07-9 25
3 Ethyl trifluoromethyl trisulfide 194 C3H5F3S3 055882-01-4 10
4 N,N-Bis(2-hydroxyethyl)-2-aminoe... 213 C6H15NO5S 010191-18-1 10
5 Propanoic acid, 2-chloro- 108 C3H5C102 000598-78-7 10
Abundance Scan 2016 (14.845 min): BN012063.D\data.ms (-2011) (-  m/z 287.90 100.00%
287.9
5000 64.0
99.0 144.9 T T
1809 9239 14.50 15.00
826 1/z 289.80  55.53%
miz--> 50 100 150 200 250 300
Abundance #133223: 1-Chloro-2,6-dibromo-4-fluorobenzene
288.0
5000 14‘56 iS‘Od
128.0 : :
93.0 209.0 m/z 64.00  40.95%
0 L |
T \H\ “ ‘i‘”‘\“‘ ‘f‘h\““\ T ‘! r‘h‘ -:L7\”4\0\ T ‘r“ T \\25‘3\0\ T T
miz-> 50 100 150 200 250 300
Abundance #134360: 10H-Phenoxaphosphine, 10-hydroxy-2,4,6,8-te
288.0
AN Lo
14.50 15.00
5000 91.0 m/z 285.80 37.88%
). 2000
SN U 1 0 St S S
miz--> 50 100 150 200 250 300
Abundance #56559: Ethyl trifluoromethyl trisulfide “ 7
29.0 14.50 15.00
m/z 99.00 25.84%
5000 64.0
194.0
9r.0
‘M‘““‘wmw‘u“1‘3‘3:0‘Hm_wwmwm P A R
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN©12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown-07 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.280 7.17 ng/ul 1166100 Phenanthrene-d10 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-phenyl-4-hydroxypiperidine 177 C11H15NO 1000380-04-6 46
2 8H-[1,2,3]Triazolo[4',5':3,4]ben... 177 C6H3N5S 1000306-38-7 43
3 Terephthalic acid, but-3-enyl et... 248 C14H1604 1000356-33-3 43
4 4-Propylbenzaldehyde diethyl acetal 222 C14H2202 089557-35-7 43
5 Dimethyl 5-methylisophthalate 208 C11H1204 017649-58-0 37

Abundance Scan 2430 (17.280 min): BN012063.D\data.ms (-2425) (-  m/z 177.05 100.00%
177.1

5000 149.1
212.1

%

7 T
520 88.0 1211 I “H 17.00 17.50

Ao Al mz 149,05 42.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43271: 1-phenyl-4-hydroxypiperidine
105.0 177.0
77.0
5000 — ——
132.0 17.00 17.50
510 m/z 212.10 34.09%
Ll \‘ ‘\ ‘ ‘\ ‘\\ A \“ ‘H , | M A ‘
‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TTT ‘ TTTT ‘ TrTT ‘ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43411: 8H-[1,2,3]Triazolo[4',5":3,4]benzo[1,2¢][1,2,5]thia
177.0

%

— —
17.00 17.50

5000 m/z 146.85  26.39%
149.0
122.0
64.0 05. ‘
SO X 9P S U OIS OO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance  #100558: Terephthalic acid, but-3-enyl ethyl ester e ——
177.0 17.00 17.50
m/z 160.10 25.24%
5000
54.0 149.0
203.0
200 | | 930 t?10 ‘ | | 248.C
Db T e e e b T e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN©12063.D

Acqg On : 05 Oct 2020 19:21
Operator : CG/JU

Sample : L4209-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : 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|
unknown-01 4.400 6.2 ng/ul 500618 1 7.657 1604940 20.0
unknown-02 8.510 3.9 ng/ul 309075 1 7.657 1604940 20.0
Benzene,1-chlor... 8.920 3.6 ng/ul 291891 1 7.657 1604940 20.0
Benzene, 1-brom... 10.220 5.2 ng/ul 552771 2 10.434 2137660 20.0
unknown-03 11.460 2.1 ng/ul 228678 2 10.434 2137660 20.0
unknown-04 11.890 4.4 ng/ul 474938 2 10.434 2137660 20.0
unknown-05 13.790 2.5 ng/ul 388059 3 14.298 3088570 20.0
unknown-06 14.850 2.2 ng/ul 334300 3 14.298 3088570 20.0
unknown-07 17.280 7.2 ng/ul 1166100 4 17.039 3251230 20.0
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