LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc :

ALS Vvial : 18 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-BG100723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59408.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.967 93 98 108 rVB 57611 109298 4.38% 0.674%
2 4.037 108 110 111 rBV 8852 7476 0.30% 0.046%
3 4.836 239 246 253 rBV 1632866 2493978 100.00% 15.381%
4 5.136 292 297 302 rVB2 142952 208123 8.35% 1.284%
5 5.306 322 326 329 rVwW3 13574 16579 0.66% 0.102%
6 5.359 330 335 342 rVB2 73391 113780 4.56% 0.702%
7 5.688 387 391 393 rBV 5659 7517 0.30% 0.046%
8 5.788 405 408 411 rBV 6477 6844 0.27% 0.042%
9 5.870 419 422 426 rVB 4972 6929 0.28% 0.043%
10 6.411 512 514 516 rBV 7942 6542 0.26% 0.040%
11 6.446 516 520 523 rVW3 15718 20945 0.84% 0.129%
12 7.122 631 635 638 rBv 7637 14208 0.57% 0.088%
13 7.351 670 674 675 rBvV3 9559 13148 ©0.53% 0.081%
14 7.545 702 707 714 rVB 192350 319416 12.81% 1.970%
15 7.633 718 722 727 rVB2 26541 41740 1.67% 0.257%
16 7.745 729 741 749 rBV 247984 481692 19.31% 2.971%
17 8.226 817 823 831 rBV3 134554 238721 9.57% 1.472%
18 8.297 831 835 843 rVB2 23881 39388 1.58% 0.243%
19 8.714 905 906 910 rBV 8424 7674 0.31% 0.047%
20 8.920 935 941 949 rBvV3 34396 65752 2.64% 0.405%
21 9.072 964 967 970 rBV 6094 9326 ©.37% 0.058%
22 9.102 970 972 976 rVWV2 13499 18230 0.73% 0.112%
23 9.425 1015 1027 1034 rBvV 234167 468391 18.78% 2.889%
24  9.501 1034 1040 1047 rVB 160465 279579 11.21% 1.724%
25 9.789 1086 1089 1091 rBV 5258 7522 0.30% 0.046%
26 9.872 1101 1103 1107 rVB 7100 6493 0.26% 0.040%
27 9.936 1110 1114 1116 rBV 6252 6969 0.28% 0.043%
28 10.142 1142 1149 1157 rBvV2 187125 347828 13.95%  2.145%
29 10.265 1164 1170 1171 rBV2 12000 18839 0.76% 0.116%
30 10.671 1232 1239 1248 rVB 267832 483183 19.37% 2.980%

31 10.847 1262 1269 1274 rBV5 51441 101758 4.08%
32 10.9e6 1275 1279 1289 rVB3 65508 128479 5.15%
33 11.070 1300 1307 1314 rVB 209337 383001 15.36%

OO NOO®
w
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N
R

34 11.605 1396 1398 1400 rBV 5906 6613  0.27% 041%
35 11.787 1425 1429 1435 rBV3 21305 39038 1.57% 241%
36 12.727 1584 1589 1594 rBV2 9846 17184 ©0.69% 0.106%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc :

ALS Vvial : 18 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-BG100723.MA.M
Title : SVOA CALIBRATION
37 13.273 1679 1682 1687 rBV3 11829 19554 0.78% 0.121%
38 13.585 1732 1735 1736 rBV 5504 6999 0.28% 0.043%
39 13.679 1748 1751 1753 rBvV3 9506 12854 0.52% 0.079%
40 14.014 1805 1808 1809 rBV 7092 8111 ©0.33% 0.050%
41 14.255 1843 1849 1855 rVB 586143 859359 34.46% 5.300%
42 14.496 1888 1890 1894 rBV 5954 6873 0.28% 0.042%
43 14.560 1895 1901 1908 rVV 332096 519171 20.82%  3.202%
44 14.860 1946 1952 1960 rVB 368732 574286 23.03% 3.542%
45 14.983 1971 1973 1976 rBvV2 8799 8174 ©.33% 0.050%
46 15.054 1980 1985 1990 rBV3 43737 71415 2.86% 0.440%
47 15.724 2096 2099 2103 rBV 6403 11095 0.44% 0.068%
48 15.794 2108 2111 2113 rBvV2 8903 8685 ©.35% 0.054%
49 15.847 2114 2120 2126 rVvV 898631 1338812 53.68% 8.257%
50 15.959 2133 2139 2145 rBV 338338 481272 19.30% 2.968%
51 16.552 2237 2240 2243 rBV2 12771 16373 0.66% 0.101%
52 16.793 2278 2281 2283 rBV 8384 9355 0.38% 0.058%
53 17.251 2354 2359 2365 rBV4 43621 69138 2.77% 0.426%
54 17.474 2395 2397 2403 rVB4 16199 24458 ©0.98% 0.151%
55 17.610 2414 2420 2427 rVB 459702 697114 27.95%  4.299%
56 17.709 2430 2437 2446 rVV2 640740 1005454 40.32% 6.201%
57 17.845 2455 2460 2471 rVB 139067 238914 9.58% 1.473%
58 18.432 2556 2560 2564 rVB4 35254 54833 2.20% 0.338%
59 18.984 2650 2654 2661 rVB2 48604 67916 2.72% 0.419%
60 19.825 2795 2797 2800 rVB3 16294 17209 0.69% 0.106%
61 19.983 2818 2824 2832 rVB 1083397 1457739 58.45%  8.990%
62 21.211 3029 3033 3039 rVB 117573 177598 7.12% 1.095%
63 21.910 3146 3152 3159 rBV 417566 693033 27.79% 4.274%
64 25.148 3696 3703 3714 rVB2 428718 1217145 48.80% 7.506%

Sum of corrected areas: 16215122
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On : 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059408.D\data.ms
1600000 4.836

1400000
1200000
1000000
800000
600000
400000

e 9.425 10573, o70
200000 5136 o N 8226 9501 ] )
32647 é.ﬁsmso S 4D 7.1223531\6 297 8.7845802 ||| ogega. L 115b387 12.727

0‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG059408.D\data.ms
1600000

1400000
1200000 19.983
1000000 15.847

800000
17.709

600000
17.610 21.910

400000

.845 21.211

16.5%279317-3%4 J\ www

O T T T T T T T T T T T T T T T T T T T T T T T T ot [T Tt T T

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: BG059408.D\data.ms
1600000

200000

1400000
1200000
1000000

800000
600000 25.148
400000

200000
et e

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\BG100923\
Data File : BG@59408.D

Acqg On : 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.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 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.836 208.94 ng/ul 2493980 1,4-Dichlorobenzene-d4 8.226
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 45

2 3-Pentanol 88 C5H120 000584-02-1 42
3 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 40
4 3-Pentanol 88 C5H120 000584-02-1 36
5 3-Pentanol 88 C5H120 000584-02-1 36
Abundance Scan 246 (4.836 min): BG059408.D\data.ms (-239) (-) m/z 59.10 100.00%
59.1
5000 A
e
‘ 10P0 4.60 4.80 5.00 5.20
Obrbphb 2708 2951 3898 468 ./, 43.10  48.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
5000 L L L LI L B
4.60 4.80 5.00 5.20
m/z 41.10 17.75%
0‘\‘\“\\\"T\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2348: 3-Pentano
59.0
4.60 4.80 5.00 5.20
5000 m/z 107.10 12.07%
0 S SR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #990: 2-Propanol, 2-methyl- R RANEEE R
59.0 4.60 4.80 5.00 5.20
m/z 39.10 6.05%
5000 /\
o“u e R R RaASR R ““
m/z--> 0 50 100 150 200 250 300 350 400 450 4.60 4.80 5.00 5.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

9

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
BGO59408.D

Oct 2023 22:42

: MA/JU
. 04744-03

. 18

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Butane, 2,3-dichloro-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.136 17.44 ng/ul 208123 1,4-Dichlorobenzene-d4 8.226
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dichloro-2-methyl- 140 C5H1eC12 000507-45-9 72
2 Propane, 1,1-dichloro- 112 C3He6C12 000078-99-9 42
3 Butane, 2,3-dichloro-2-methyl- 140 C5H1eCl12 000507-45-9 38
4 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 25
5 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 23
Abundance Scan 297 (5.136 min): BG059408.D\data.ms (-292) (-) m/z 77.05 100.00%
71.0
5000
A e
‘ ’ L686 | 4.80 5.00 5.20 5.40
ob Al | 1686 2368 3550 492! 4116 94.71%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #20872: Butane, 2,3-dichloro-2-methyl-
71.0
5000 UL L B I B I B R
4.80 5.00 5.20 5.40
m/z 69.10 36.04%
OZd.dell\ ‘\‘p\-\z\g\-o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #7000: Propane, 1,1-dichloro-
71.0
T T
4.80 5.00 5.20 5.40
5000 m/z 79.00 34.86%
0 HH b e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20876: Butane, 2,3-dichloro-2-methyl- By AREEEY PR SR
71.0 4.80 5.00 5.20 5.40
m/z 76.00  33.04%
5000
OZQMMWM‘u“‘FM““H““H““H““W““W““ e e
m/z--> 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On : 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.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-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

5.350  9.53ng/ul 113786  1,4-Dichlorobenzene-d4  8.226
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Silane, (2,3-dichloropropoxy)tri... 200 C6H14C120Si 018151-22-9 33

2 Allylchlorodimethylsilane 134 C5H11C1Si 004028-23-3 32
3 Urea, N-cyclohexyl-N'-phenyl- 218 C13H18N20 000886-59-9 25
4 Propanamide, 3-bromo-N-phenyl- 227 C9H1eBrNO 007661-07-6 17
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16 004889-83-2 17
Abundance Scan 335 (5.359 min): BG059408.D\data.ms (-330) (-) m/z 73.10 100.00%
3.1
5000
R e R S EREE RS
H ‘ 470 Mo  5OL: 5.00 5.20 5.40 5.60
el 2B T iz 92,95 92.24%

o

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

Abundance #76179: Silane, (2,3-dichloropropoxy)trimethyl-
93.0

5000 L L B B B IR AL B
5.00 5.20 5.40 5.60

=

.\ﬁﬁ‘wm

m/z 55.05 84.79%

185.0
O\\\\‘ \\“\\H\J\‘[\\\U\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17250: Allylchlorodimethylsilane
93.0
5.00 5.20 5.40 5.60
5000 ITI/Z 43.10 73.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #96506: Urea, N-cyclohexyl-N'-phenyl- - ‘M\ M
93.0 5.00 5.20 5.40 5.60
m/z 57.05 51.36%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On : 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.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 unknown-@3 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.633 3.50 ng/ul 41740  1,4-Dichlorobenzene-d4 8.226

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-bromo-1-chloro-2... 172 C3H3BrClF 024071-59-8 38
2 Silane, chloro(1,1-dimethylethyl... 150 C6H15C1Si 018162-48-6 9
3 2-Carene, 4-acetyl- 178 C12H180 1000163-28-1 9
4 2-Butanol, 1,4-dichloro- 142 C4H8C120 002419-74-1 9
5 2-Furancarboxaldehyde, 5-nitro- 141 C5H3NO4 000698-63-5 7

Abundance Scan 722 (7.633 min): BG059408.D\data.ms (-718) (-) m/z 93.00 100.00%

3.0
5000
INEVIES Y SLINT VIS M.
3 ‘ nl ‘173.9 3436 4183  506. 7.40 7.60 7.80 8.00
O - W e m/z 43.10 92.44%

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

Abundance  #47507: Cyclopropane, 1-bromo-1-chloro-2-fluoro-
93.0

5000
7.40 7.60 7.80 8.00

m/z 57.10 41.72%

31.0

\‘\“H‘ |

L L I L L L B I B

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #28030: Silane, chloro(1,1-dimethylethyl)dimethyl-

o

93.0
7.40 7.60 7.80 8.00
5000 ITI/Z 106.95 37.57%
29. 150.0
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52802: 2-Carene, 4-acetyl- I N RSN T L

43.0 7.40 7.60 7.80 8.00

m/z 95.00  31.38%

5000
135.0

OH‘\““M‘\\“JMII | AAM J\ﬁ

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On : 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.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-04 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.297 3.30 ng/ul 39388 1,4-Dichlorobenzene-d4 8.226

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 45
2 Thiourea 76 CHAN2S 000062-56-6 9
3 Bis(2-chloroisopropyl) ether 170 C6H12C120 039638-32-9 9
4 Methane, chloromethoxy- 80 C2H5C10 000107-30-2 9
5 2-Pentanol, 3-chloro-4-methyl-, ... 136 C6H13ClO 074685-47-5 9

Abundance Scan 835 (8.297 min): BG059408.D\data.ms (-831) (-) m/z 45.10 100.00%

45.1
5000
| | 1185 20‘7,3 3433 a1 8.00 8.20 8.40 8.60 ]
oy e e m/z 76.05 91.56%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7006: Propane, 1,3-dichloro-
76.0
5000 hu\‘uu‘uu’u\\/‘\\u{\\
8.00 8.20 8.40 8.60
27. m/z 43.10 53.67%
O‘\\‘\“‘T“‘\J‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #1120: Thiourea
76.0
8.00 8.20 8.40 8.60
5000 m/z 40.00 45, 80%
27. \
L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #45686: Bis(2-chloroisopropyl) ether e RERRaEEEEE T
45.0 8.00 8.20 8.40 8.60
121.0 m/z 41.20 42.42%
5000
ob bk,
m/z--> 0 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On 9 Oct 2023 22:42

Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
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 Benzene,l-chloro-3,5-difluoro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.501  23.42 ng/ul 279579 1,4-Dichlorobenzene-d4 8.226
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene,1l-chloro-3,5-difluoro- 148 C6H3C1F2 001435-43-4 50
2 Cyclopropanecarboxylic acid, 2,2... 154 C9H1402 074685-76-0 32
3 2-Fluoro-4-hydroxypyridine 113 C5H4FNO 022282-69-5 27
4 4-Methylamino-2(5H)-furanone 113 C5H7NO2 1000427-45-5 16

5 Ethylphoshonic acid, fluoroanhyd... 224 C10H22FO2P 1000273-53-4 16

Abundance Scan 1040 (9.501 min): BG059408.D\data.ms (-1034) (-) m/z 113.10 100.00%
113.1
5000
54.1
P
‘ ‘ ‘ 2213 %50
ob - ddach L 2213 2958 408 . 14805 58.54%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #26659: Benzene,1-chloro-3,5-difluoro-
148.0
5000 SRS ‘
9.50
63.0 m/z 54.10 26.14%
O]-\S\-Q\h\ \‘H\\\‘\M\\T\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #32260: Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-
118.0
S
67.0 9.50
5000 ITI/Z 146.05 20.09%
o [
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7769: 2-Fluoro-4-hydroxypyridine b |
113.0 9.50
m/z 82.05 19.92%
5000
570
m/z--> 0 5 100 150 200 250 300 350 400 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On : 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.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-05 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.847 5.31 ng/ul 101758 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diazene, dicyclohexyl-, 1,2-dioxide 226 C12H22N202 003378-45-8 47
2 CH3CHCICN 89 C3HACIN 001617-17-0 43
3 1H-Imidazole, 4-methyl- 82 C4H6N2 000822-36-6 42
4 6-Chloro-2,3-dihydroxypyridine 145 C5H4CINO2 1000341-18-9 38
5 N-Methylmaleimide 111 C5H5NO2 000930-88-1 38
Abundance Scan 1269 (10.847 min): BG059408.D\data.ms (-1262) (- | m/z 54.10 100.00%
54.1
145.0
5000
192.0
e ey
10.50 11.00
. 401.;
Orff#umﬁ%, m/z 145.00 77.67%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #106490: Diazene, dicyclohexyl-, 1,2-dioxide
54.0
5000 — VAN
10.50 11.00
113.0 m/z 82.10 74.94%
‘ 155.0
O \LM‘\““\MN\“‘ 1‘\ \‘} “‘\ TT \“2\2\6\.9’ L I
miz--> 0 50 100 150 200 250 300 350 400
Abundance #2407: CH3CHCICN
28.0 /\
‘ T T \AA ‘ \A T
10.50 11.00
5000 m/z 56.10 40.71%
89.0
0 "w“‘u“i“““““‘1“””‘HH‘HH,HH‘HH‘HH_
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1319: 1H-Imidazole, 4-methyl- SR | B A WAL u|
82.0 10.50 11.00
m/z 113.10 32.71%
5000
28.0
N O PP A VAV
m/z--> 0 50 100 150 200 250 300 350 400 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On : 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.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 Xenon Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.906 6.71 ng/ul 128479 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Xenon 132 Xe 007440-63-3 59
2 4-Chloro-2-fluoro-pyrimidine 132 C4H2C1FN2 051422-00-5 59
3 5-Aminoindole 132 C8H8N2 005192-03-0 58
4 5-Aminoindole 132 C8H8N2 005192-03-0 58
5 1H-Indol-4-amine 132 C8H8N2 005192-23-4 53
Abundance Scan 1279 (10.906 min): BG059408.D\data.ms (-1275) (- | m/z 132.00 100.00%
132.0
5000
69.1 j&
e
\ 11.00
obdsdil | 22122856 s785 3. 6o 16 31.24%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #16695: Xenon
13p.0
5000 boat : ’V“"HM 1
11.00
66.0 m/z 134.00 27.98%
O\\\‘\“\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #16229: 4-Chloro-2-fluoro-pyrimidine
132.0
T ‘ \A\
11.00
5000 m/z 104.10 16.77%
70.0
1N I
0 ‘““‘I‘w_‘ww_‘H_m_HWH_WHWW
m/z--> 50 100 150 200 250 300 350 400 450 500 A
Abundance #16604: 5-Aminoindole R
132.0 11.00
m/z 41.00 14.44%
5000
77.0
] e —
m/z--> 50 100 150 200 250 300 350 400 450 500 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On : 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.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 Nonanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.787 2.04 ng/ul 39038 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 80
2 Nonanoic acid 158 C9H1802 000112-05-0 72
3 Nonanoic acid 158 C9H1802 000112-05-0 64
4 Nonanoic acid 158 C9H1802 000112-05-0 64
5 Nonanoic acid 158 C9H1802 000112-05-0 64
Abundance Scan 1429 (11.787 min): BG059408.D\data.ms (-1425) (- | m/z 40.00 100.00%
40.0
73.1
5000
115.1 —— ——
‘ ‘ ‘ 164.1 256.4 295.1 11.50 12.00
0b— 0 R T O N m/z 60.10  72.75%
miz-> 50 100 150 200 250 300
Abundance #35298: Nonanoic acid
60.0
5000 bl ‘WM?AMI\‘ A d
11.50 12.00
27.0
115.0 m/z 73.18 67.72%
04 \“\‘ LH’H“ “‘L“\““\“Li‘ \“\ ‘\ \1‘5§(\)\ L L B B B
miz--> 50 100 150 200 250 300
Abundance #35300: Nonanoic acid
60.0
11.50 12.00
5000 m/z 57.10 50.17%
115.0
27.0 ‘
miz--> 50 100 150 200 250 300
Abundance #35299: Nonanoic acid g g ) ‘Mﬂn‘A‘M
60.0 11.50 12.00
m/z 41.05 43.46%
5000
27.0 115.0
H m h‘ﬂ “H ‘h‘ M‘H “ ‘ 15\80
e
m/z--> 50 100 150 200 250 300 11.50 12.00

SFAM-EPA-BG100723.MA.M Tue Oct 10 16:41:14 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On : 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.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 10 unknown-06 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.845 6.85 ng/ul 238914  Phenanthrene-di10 17.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro[cyclopenta[d]-1,3,2-dioxab... 206 C12H19B02 062238-26-0 43
2 1-Methoxy-3-chloromethyl-2,4,5,6... 212 C12H17C10 073942-80-0 43
3 Terephthalic acid, ethyl 4-fluor... 318 C17H15F05 1000415-82-7 38
4 Benzoic acid, 2,3,5,6-tetrafluor... 234 C1OH6F402 1000460-51-7 38
5 Benzene, 1-chloro-2-(dichloromet... 212 C7H4C13F 062476-62-4 38

Abundance Scan 2460 (17.845 min): BG059408.D\data.ms (-2455) (- | m/z 177.10 100.00%

177.1
5000

66 0 101 j" ‘ ‘ 17.50 18 00
Obetpulint ML | 2586 4022 49T o, 31.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82446: Spiro[cyclopenta[d]-1,3,2-dioxaborin-4(5H),1'-cy
177.0
5000
17. 50 18 00
m/z 149.05 31.63%
79.0
2 L l‘ Iy | L)
O\\\\’\\\\’\\\\’\\\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89532: 1-Methoxy-3-chloromethyl-2,4,5,6-tetramethylbe
177.0
17. 50 18 00
5000 m/z 146.05  27.25%

o

410 1190
RS A A B aAA R j\
miz--> 50 100 150 200 250 300 350 400 450 A
Abundance #221948: Terephthalic acid, ethyl 4-fluoro-2-methoxyphe e
177.0 17.50 18.00
m/z 176.10 26.50%

5000

104.0 ’ 318.0
29.0 | | ! \ A

Lt S AT b
miz--> 50 100 150 200 250 300 350 400 450 1750 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On 9 Oct 2023 22:42

Operator : MA/JU

Sample : 04744-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.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 11 4-Chloro-2-methyl-6-trifluo... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.211 5.13 ng/ul 177598  Chrysene-di12 21.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-2-methyl-6-trifluoromet... 245 C11H7C1F3N 867167-05-3 53
2 2-(4-chlorophenyl)-5-fluoro-1H-i... 245 C14H9C1FN 881040-32-0 50
3 2-Chloro-4-methylpyridazino(6,1-... 245 C12H8CIN30 001703-04-4 50
4 Quinoline, 2-(1H-benzimidazol-2-... 245 C16H11N3 014044-48-5 43
5 4-Chloro-2-methyl-7-(trifluorome... 245 C11H7C1F3N 018529-09-4 42

Abundance Scan 3033 (21.211 min): BG059408.D\data.ms (-3029) (- | m/z 245.10 100.00%
245.1
5000
122.6 LN L
40.0 | 1e2. ]'“ s . 21.00 21.50
Ob bt 198 A L (8489 S4By 246,95 34.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129065: 4-Chloro-2-methyl-6-trifluoromethylquinoline
245.0
5000 e oy
21.00 21.50
169.0 ITI/Z 246.10 28.48%
99.0
O‘\\\?’\g\el‘\l\l“l H\‘\“\m‘l“‘\\‘\”\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129551: 2(4chkw0phenW)5fMOK)lH|nd0b
245.
e Y
21.00 21.50
5000 m/z 208.15 24 .33%
183.0
107.0
0‘H‘w‘muﬂ‘uw‘u‘h‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129277: 2-Chloro-4- methylpyrldazmo(G 1-b)quinazolin-1 Py ——
245. 21.00 21.50
m/z 244.00 23.60%
5000
760 1820
) X U Y [ PO Y s RO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59408.D

Acqg On : 9 Oct 2023 22:42
Operator : MA/JU

Sample : 04744-03

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.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|
unknown-01 4.836 208.9 ng/ul 2493980 1 8.226 238721 20.0
Butane, 2,3-dic... 5.136 17.4 ng/ul 208123 1 8.226 238721 20.0
unknown-02 5.359 9.5 ng/ul 113780 1 8.226 238721 20.0
unknown-03 7.633 3.5 ng/ul 41740 1 8.226 238721 20.0
unknown-04 8.297 3.3 ng/ul 39388 1 8.226 238721 20.0
Benzene,1-chlor... 9.501 23.4 ng/ul 279579 1 8.226 238721 20.0
unknown-05 10.847 5.3 ng/ul 101758 2 11.064 383001 20.0
Xenon 10.906 6.7 ng/ul 128479 2 11.064 383001 20.0
Nonanoic acid 11.787 2.0 ng/ul 39038 2 11.064 383001 20.0
unknown-06 17.845 6.8 ng/ul 238914 4 17.610 697114 20.0
4-Chloro-2-meth... 21.211 5.1 ng/ul 177598 5 21.910 693033 20.0
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