LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc :

ALS Vvial : 17 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: BGO59407.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.963 95 98 105 rVB3 40926 61993 2.47% 0.380%
2 4.545 194 197 200 rVB3 6577 7827 0.31% 0.048%
3  4.839 239 247 253 rBV 1650234 2510573 100.00% 15.389%
4 4,986 270 272 275 rVB 7978 6765 0.27% 0.041%
5 5.092 284 290 293 rBV4 10587 14506 ©0.58% 0.089%
6 5.139 293 298 306 rVB2 113348 179110 7.13% 1.098%
7 5.303 321 326 329 rBv4 8672 16607 0.66% 0.102%
8 5.356 331 335 345 rVW4 72132 121195 4.83% 0.743%
9 5.456 349 352 355 rVB 6840 7408 0.30% 0.045%
106 6.431 516 518 519 rBV 7697 7578 0.30% 0.046%
11 6.848 587 589 592 rBV 5695 7085 0.28% 0.043%
12 7.354 671 675 680 rBV3 17226 29767 1.19% 0.182%
13 7.548 702 708 716 rVB 194121 334059 13.31% 2.048%
14 7.630 716 722 728 rBv4 25147 47584 1.90% 0.292%
15 7.741 732 741 748 rBV 243899 461284 18.37% 2.827%
16 8.129 804 807 809 rBV3 5916 7224 0.29% 0.044%
17 8.223 816 823 831 rVB2 119973 213304 8.50% 1.307%
18 8.300 831 836 843 rBV3 23726 45368 1.81% ©0.278%
19 8.916 935 941 947 rBV2 35237 57980 2.31% 0.355%
20 9.104 969 973 977 rVB2 12672 20781 0.83% 0.127%
21  9.293 1001 1005 1007 rBV 6158 10381 0.41% 0.064%
22 9.422 1017 1027 1033 rBV 232177 446484 17.78% 2.737%
23 9.504 1035 1041 1048 rVB 142702 239640 9.55% 1.469%
24 9.786 1085 1089 1092 rVB 4660 6536 0.26% 0.040%
25 10.144 1144 1150 1156 rVB3 189633 325635 12.97%  1.996%
26 10.274 1167 1172 1176 rBV5 4594 9534 0.38% 0.058%
27 10.379 1187 1190 1192 rBV 5622 6572 0.26% 0.040%
28 10.667 1230 1239 1247 rBvV2 271123 503808 20.07%  3.088%
29 10.785 1257 1259 1263 rBV 7591 8879 0.35% 0.054%
30 10.844 1263 1269 1275 rVV5 54316 109476 4.36% 0.671%
31 10.914 1275 1281 1290 rVB2 68645 134083 5.34% 0.822%
32 11.067 1297 1307 1314 rVB 195540 356652 14.21% 2.186%
33 11.190 1325 1328 1329 rBV 6989 6515 0.26% 0.040%
34 11.560 1389 1391 1395 rVB 7299 8058 0.32% 0.049%
35 11.790 1425 1430 1435 rBV4 22761 42766 1.70% 0.262%
36 11.913 1448 1451 1454 rBV 4903 8617 0.34% 0.053%

SFAM-EPA-BG100723.MA.M Tue Oct 10 16:40:17 2023 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc :

ALS Vvial : 17 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 12.101 1480 1483 1485 rVB 7080 6683 0.27% 0.041%
38 12.271 1506 1512 1518 rBV4 17247 32372 1.29% 0.198%
39 12.618 1569 1571 1572 rBV 8418 6935 0.28% 0.043%
40 13.047 1638 1644 1645 rBV 5048 7356 0.29% 0.045%
41 13.276 1680 1683 1688 rBv2 12498 16777 ©0.67% 0.103%
42 13.464 1712 1715 1720 rVB 8397 11026 0.44% 0.068%
43 13.682 1747 1752 1757 rBV2 10206 18869 0.75% 0.116%
44 13.899 1787 1789 1792 rVB 7812 6688 0.27% 0.041%
45 13.934 1792 1795 1796 rBV 6168 7097 0.28% 0.044%
46 14.257 1843 1850 1856 rVB 581543 874026 34.81% 5.357%
47 14.563 1896 1902 1910 rVB2 267235 451089 17.97% 2.765%
48 14.857 1945 1952 1960 rBvV2 323003 518832 20.67% 3.180%
49 15.050 1981 1985 1993 rVB2 44295 74335 2.96% 0.456%
50 15.579 2071 2075 2080 rBV2 9278 18054 0.72% 0.111%
51 15.850 2113 2121 2127 rBV 901607 1382080 55.05% 8.472%
52 15.955 2134 2139 2150 rVB2 307890 488001 19.44% 2.991%
53 16.073 2157 2159 2167 rVB2 8191 13134 0.52% 0.081%
54 16.496 2229 2231 2235 rBV 8219 14360 ©.57% ©0.088%
55 17.248 2353 2359 2366 rBV3 43548 77103 3.07% 0.473%
56 17.477 2394 2398 2402 rBv2 16587 29193 1.16% 0.179%
57 17.606 2414 2420 2426 rBV 414816 623277 24.83%  3.820%
58 17.706 2430 2437 2443 rBV 680458 1070267 42.63% 6.560%
59 17.800 2448 2453 2456 rBv4 40497 73166 2.91% 0.448%
60 17.841 2456 2460 2469 rVB3 185503 285247 11.36% 1.748%
61 18.429 2556 2560 2567 rVB4 51317 74795 2.98% 0.458%
62 18.558 2579 2582 2587 rVB3 18890 23055 0.92% 0.141%
63 18.987 2651 2655 2659 rVB3 42778 58940 2.35% 0.361%
64 19.827 2795 2798 2805 rVB4 36514 51316 2.04% 0.315%
65 19.980 2818 2824 2831 rBV 999727 1496138 59.59% 9.171%
66 20.885 2976 2978 2982 rVB2 57688 63588 2.53% 0.390%
67 21.208 3029 3033 3041 rVB2 112659 182573  7.27% 1.119%
68 21.907 3147 3152 3160 rVB 368894 612387 24.39%  3.754%
69 25.145 3696 3703 3714 rVB3 434859 1263841 50.34% 7.747%

Sum of corrected areas: 16314234
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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: BG059407.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000 5.139, '
56
3963 4545 L 6.4316.848 7.3 D7 3D BD2712.61813.0+

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: BG059407.D\data.ms

1600000

44

1400000

1200000
19.980
1000000 15.850

800000 17.706

14.257
600000

17.606 21.907
400000 14583857

200000 g§.208
20.8

e ———

Time--> 13.50 14.00 14 50 15. 00 15. 50 1600 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: BG059407.D\data.ms

1600000

1400000
1200000
1000000
800000
600000 25.145
400000

200000
A VUV ) SN

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acq On 9 Oct 2023 22:02

Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 1 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.839 235.40 ng/ul 2510570  1,4-Dichlorobenzene-d4 8.229
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol 88 C5H120 000584-02-1 42
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 38
3 3-Pentanol 88 C5H120 000584-02-1 36
4 3-Pentanol 88 C5H120 000584-02-1 36
5 3-Pentanol 88 C5H120 000584-02-1 33
Abundance Scan 247 (4.839 min): BG059407.D\data.ms (-239) (-) m/z 59.10 100.00%
59.1
5000 A
P e
‘ 107.1 4.60 4.80 5.00 5.20
O bt b 1904 2434 3822 up 4310 47.67%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #2348: 3-Pentanol
59.0
5000 L B I L I L B
4.60 4.80 5.00 5.20
m/z 41.10 17.94%
5.
0\\‘\H““\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
“H‘H‘w“u‘u‘w“
4.60 4.80 5.00 5.20
5000 m/z 107.10 11.77%
o % .
m/z--> 0 O 100 150 200 250 300 350 400
Abundance #2355: 3-Pentanol R EE e REARN
59.0 4.60 4.80 5.00 5.20
m/z 39.10 6.10%
5000
m/z--> 0 50 100 150 200 250 300 350 400 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 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.
5.139 16.79 ng/ul 179110 1,4-Dichlorobenzene-d4 8.229
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dichloro-2-methyl- 140 C5H1eC12 000507-45-9 72
2 Butane, 2,3-dichloro-2-methyl- 140 C5H1eC12 000507-45-9 47
3 Propane, 1,1-dichloro- 112 C3He6C12 000078-99-9 36
4 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 25
5 n(supl),n(supd)-dibenzoylpiperazine 294 C18H18N202 006091-41-4 23
Abundance Scan 298 (5.139 min): BG059407.D\data.ms (-293) (-) m/z 77.10 100.00%
77.1
5000
P e e
‘ ’ 250 4.80 5.00 5.20 5.40
ol Al 4250 2646 46T hyz a1 72.27%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #20872: Butane, 2,3-dichloro-2-methyl-
71.0
5000 \\‘\\\\‘\T/\\\’\\\\‘\\\\’
4.80 5.00 5.20 5.40
b7 m/z 69.20 36.79%
0 \‘L\l“{‘j‘U\J‘\L ‘\&2\5\.\0‘\\\\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20876: Butane, 2,3-dichloro-2-methyl-
71.0
AR
4.80 5.00 5.20 5.40
5000 m/z 79.05 33.34%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #7000: Propane, 1,1-dichloro- AR waaL e
77.0 4.80 5.00 5.20 5.40
bg m/z 76.05 29.73%
5000
oAk ST NN SN P
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@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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.
5.356 11.36 ng/ul 121195 1,4-Dichlorobenzene-d4 8.229

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, (bromomethyl)chlorodimet... 186 C3H8BrClSi 016532-02-8 28
2 Dimethyl(n-pentyl)chlorosilane 164 C7H17C1Si 025938-34-5 28
3 2-Pyridineethanamine 122 C7H1ON2 002706-56-1 25

4 2-Heptadecylpyridine 317 C22H39N 067373-93-7 17
5 2-[(Phenylamino)carnonyl)cyclohe... 247 C14H17NO3 078431-28-4 17

Abundance Scan 335 (5.356 min): BG059407.D\data.ms (-331) (-) m/z 73.10 100.00%

73.1
5000

5.00 5.20 5.40 5.60

0} 223 | 22z 343‘9 LM /2 93.00  94.54%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #61191: Silane, (boromomethyl)chlorodimethyl-
93.0
5000 SRR AR RN RASRAR
5.00 5.20 5.40 5.60
145.0 m/z 43.85 80.99%
e L 0 H
Ot a iy - [T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #40164: Dimethyl(n-pentyl)chlorosilane
93.0
SRR NAR R AR AR
5.00 5.20 5.40 5.60
5000 m/z 55.05 70.75%
40.0 149.0
0 \\\!‘l‘““\HWMILW\H‘”\\“\\L\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 L R
Abundance #11169: 2-Pyridineethanamine B LS NN VT,
93.0 5.00 5.20 5.40 5.60
m/z 57.10 50.08%
5000
30.0
0 H““‘\“““‘m‘\‘h”“w”w”‘w””r”‘w”w”” LA‘”";’“;
m/z--> 0 50 100 150 200 250 300 350 400 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@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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.
7.630 4.46 ng/ul 47584  1,4-Dichlorobenzene-d4 8.229

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allylchlorodimethylsilane 134 C5H11C1Si 004028-23-3 9
2 Acetic acid, chloro-, 2-butoxyet... 194 C8H15C103 005330-17-6 9
3 5-Methylpyridine-2-carboxylic ac... 179 C9H9NO3 1000508-08-4 9
4 2-Carene, 4-acetyl- 178 C12H180 1000163-28-1 9
5 Oxirane, (chloromethyl)- 92 C3H5C10 000106-89-8 9

Abundance Scan 722 (7.630 min): BG059407.D\data.ms (-716) (-) m/z 93.10 100.00%

400 93.1
5000
3.0 ‘ 140.8 7.40 7.60 7.80 8.00
O b ML L Ll m/z 40.00  97.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17251: Allylchlorodimethylsilane
93.0
5000 L L L I L L
7.40 7.60 7.80 8.00
m/z 43.10 94.89%
65.0 134.0
O \J-\!:_)\.(‘)\\\ﬂs’\.(\)\\“H‘\\\“‘\\\M“\\\\“\\\‘}‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #69737: Acetic acid, chloro-, 2-butoxyethyl ester
57.0
7.40 7.60 7.80 8.00
5000 m/z 57.20 66.13%
85.0 121.0
S 1 I N - S Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54226: 5-Methylpyridine-2-carboxylic acid, O-acetyl-
43. 93.0 7.40 7.60 7.80 8.00
’ m/z 107.00 40.217%
5000
65.0
120.0
15.0 ‘ :
AETI  TY T
m/z--> 20 40 60 80 100 120 140 160 180 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@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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.
8.300 4.25 ng/ul 45368 1,4-Dichlorobenzene-d4 8.229

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-chloroisopropyl) ether 176 C6H12C120 039638-32-9 32
2 Propane, 1-methoxy-2-methyl- 88 C5H120 000625-44-5 25
3 Propane, 1,3-dichloro- 112 C3HeC12 000142-28-9 22
4 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 22
5 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 22
Abundance Scan 836 (8.300 min): BG059407.D\data.ms (-831) (-) m/z 45.10 100.00%
45.1
5000
} 146.920‘7'1 4245 487.1 8.00 8.20 8.40 8.60
0 ‘H‘Mwmu‘m‘WMH“AMW“H‘H‘w“u‘uww“ﬂ‘uh‘ m/z 40.00 73.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45684: Bis(2-chloroisopropyl) ether
45.0
5000 L L B L BN LR
8.00 8.20 8.40 8.60
121.0 m/z 76.10 68.47%
O' f“\\“\l‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2397: Propane, 1-methoxy-2-methyl-
45.0
R RRRanmus SRR L
8.00 8.20 8.40 8.60
5000 m/z 43.10 56.20%
0 ‘"‘uﬂ“m""‘wa""‘H,‘wwwwwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7005: Propane, 1,3-dichloro-
76.0 8.00 8.20 8.40 8.60
m/z 41.10 47.41%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 6 Benzene,l-chloro-3,5-difluoro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.504  22.47 ng/ul 239640 1,4-Dichlorobenzene-d4 8.229
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene,1l-chloro-3,5-difluoro- 148 C6H3C1F2 001435-43-4 53
2 2-Butenedioic acid (Z)-, dimethy... 144 C6H804 000624-48-6 35
3 2-Butenedioic acid (Z)-, dimethy... 144 C6H804 000624-48-6 35
4 3-Fluoro-2-hydroxypyridine 113 CSH4FNO 001547-29-1 30
5 2-Fluoro-4-hydroxypyridine 113 C5H4FNO 022282-69-5 27

Abundance Scan 1041 (9.504 min): BG059407.D\data.ms (-1035) (-) m/z 113.10 100.00%

118.1
5000
54.1
‘ ‘ ‘

\
“ 220.9 341.1 9:50
ol kbl 4 4 2209 3411 5160 /. 148.00  58.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26659: Benzene,1-chloro-3,5-difluoro-
148.0
5000 L
9.50
63.0 m/z 54.10 31.53%
O‘\\\“l\l‘l\}h\hf\‘hy\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23801: 2-Butenedioic acid (Z)-, dimethyl ester
118.0
T
9.50
5000 m/z 146.05 22.05%

54}0
Ll .‘|\ ‘

‘ T LI \l\ ’ TTTT ‘ TT 1T ‘ LU ‘ LU ‘ TT 1T ‘ LU ‘ LU ‘ TT 1T ‘ TTT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23802: 2-Butenedioic acid (2)-, dimethyl ester P |
113.0 9.50

m/z 150.05  19.25%

o

5000

15.0

0‘Mw“‘uw“,‘m‘m“HH_m_m‘mwm‘uwm I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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-@5 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.844 6.14 ng/ul 109476  Naphthalene-d8 11.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-azido- 83 C3H5N3 000821-13-6 38
2 Nitrobenzene-D5 128 C6D5N02 004165-60-0 38
3 Cyclopentanecarbonitrile 95 C6HON 004254-02-8 38
4 Propanenitrile, 3-bromo- 133 C3H4BrN 002417-90-5 33
5 Butanenitrile, 2-methylene- 81 C5H7N 001647-11-6 30
Abundance Scan 1269 (10.844 min): BG059407.D\data.ms (-1263) (- | m/z 54.10 100.00%
54.1
1451
5000 /\ J\)L
1050 1100
2698 34524078 541.
o_H‘LH}Wh fz*Lg m/z 82.10  74.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1447: 1-Propene, 3-azido-
28.0
5000 i A L j\u
10.50 11.00
H’ m/z 145.05 53.37%
O‘\\\‘1[l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13831: Nitrobenzene-D5
82.0
A
10.50 11.00
5000 m/z 113.10 46.18%
ool
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3012: Cyclopentanecarbonitrile b i Al a
54.0 10.50 11.00
m/z 192.00  35.85%
5000
Ol e e e e Ly iy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 1,3-Cyclopentanedione, 2-ch... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.914 7.52 ng/ul 134083 Naphthalene-d8 11.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5C102 014203-19-1 64
2 5-Fluoro-2-chloropyrimidine 132 C4H2C1FN2 062802-42-0 59
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 52
4 5-Aminoindole 132 C8H8N2 005192-03-0 50
5 1H-Indol-4-amine 132 C8H8N2 005192-23-4 50
Abundance Scan 1281 (10.914 min): BG059407.D\data.ms (-1275) (- | m/z 132.00 100.00%
132.0
5000
40.0
ey
\ 11.00
ol d L 29LT 41514727 5490013405 39.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16301: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 h ilbd T
69.0 :
‘ m/z 40.00 36.56%
O‘Y_Jmf“mjfl \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16228: 5-Fluoro-2-chloropyrimidine
132.0
——
11.00
5000 ITI/Z 69.10 36.35%
33.0
ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16630: 1H-Benzimidazole, 2-methyl- T FN ALY, (¥ B
132.0 11.00
m/z 41.10 12.76%
5000
63.0
0 ‘wtw\“h‘mhw N B O A YA T TR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 12-Bromododecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.790 2.40 ng/ul 42766  Naphthalene-d8 11.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Bromododecanoic acid 278 C12H23Bro02 073367-80-3 59
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 Hexanoic acid 116 C6H1202 000142-62-1 47
5 Octanoic acid 144 C8H1602 000124-07-2 47
Abundance Scan 1430 (11.790 min): BG059407.D\data.ms (-1425) (1 m/z 40.00 100.00%
40.0
5000
115.1 T T
‘ L | 21362594 327.8 407 11.50 12.00
oAby Ll T T m/z 60.10 70.82%
miz--> 50 100 150 200 250 300 350 400
Abundance #170228: 12-Bromododecanoic acid
60.0
5000 — ‘A‘A‘HAA/‘lMA‘ Lh
11.50 1200
129.0  199.0 m/z 73.00 %
M‘ ‘ 278.0
O\\\\‘ \““\"H\‘\\H\‘i\‘\\\‘\\\\’\\H\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance #46965: n-Decanoic acid
60.0
11.50 1200
5000 129.0 m/z 41.00 %
m/z--> 50 100 150 200 250 300 350 400
Abundance #35296: Nonanoic acid
60.0 11.50 1200
m/z 57.10 .45%
5000
115.0
N NREEY
om 0 e
m/z--> 5 100 150 200 250 300 350 400 1150 200

SFAM-EPA-BG100723.MA.M Tue Oct 10 16:40:30 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acq On 9 Oct 2023 22:02

Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 10 7-Fluoro-2-chloro-4-methylq... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.248  2.47 ng/ul 77103  Phenanthrene-d1e 17.606
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Fluoro-2-chloro-4-methylquinoline 195 C1@H7C1FN
-Chloro-6-fluoro-4-methylquinoline 195 C1@H7C1FN

-Chloro-8-fluoro-2-methylquinoline 195 C1@H7C1FN

17
22
3 4-Chloro-6-fluoro-2-methylquinoline 195 C1@H7C1FN
4 4
54

-Chloro-7-fluoro-2-methylquinoline 195 C1@H7CI1FN

271241-25-9 53
018529-12-9 53
018529-01-6 52
018615-59-3 50
018529-04-9 50

Abundance Scan 2359 (17.248 min): BG059407.D\data.ms (-2353) (- | m/z 160.10 100.00%
160.1
5000
230.0
80_0 ‘ T ‘ T T T T ‘ T
17.00 17.50
o“%KﬁHNWMNMMwN‘W‘mcm‘w‘ﬂu,““,‘ 302 njz 195.16 94.14%
miz--> 50 100 150 200 250 300 350
Abundance #70153: 7-Fluoro-2-chloro-4-methylquinoline
195.0
5000 e
133.0 17.00 17.50
m/z 197.10 35.78%
0 \\3]\_‘\pi"\‘“7‘\'\:-‘)‘:\‘8“”‘““\”? \M”‘ U L B
miz--> 50 100 150 200 250 300 350
Abundance #70154: 2-Chloro-6-fluoro-4-methylquinoline
195.0
I |
17.00 17.50
5000 m/z 230.00  26.82%
133.0
ots0 STl L
m/z--> 50 100 150 200 250 300 350
Abundance #70156: 4-Chloro-6-fluoro-2-methylquinoline —— : ‘“ L
195.0 17.00 17.50
m/z 158.10 22.19%
5000
133.0
93.0 ‘
0\\\§%RNWNM\«ﬁ“ﬁu\\\‘\\H,\\\\,\\\\‘\\\ e \Aw s
m/z--> 50 100 150 200 250 300 350 17.00 17.50

SFAM-EPA-BG100723.MA.M Tue Oct 10 16:40:31 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 11 unknown-06 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.800 2.35 ng/ul 73166  Phenanthrene-d1e 17.606
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxy-3-chloromethyl-2,4,5,6... 212 C12H17C10 073942-80-0 35
2 2-Fluoro-5-trifluoromethylbenzyl... 212 C8H5C1F4 883543-26-8 30
3 Benzofuran-2-one, 4-amino-2,3-di... 177 C10H11NO2 1000129-51-7 27
4 2-Pyrimidinamine, 4-methyl-6-(tr... 177 C6H6F3N3 005734-63-4 25
5 Benzene, 4-[2-(dibromomethyl)-2-... 348 C12H14Br202 1000362-14-5 22
Abundance Scan 2453 (17.800 min): BG059407.D\data.ms (-2448) (- | m/z 177.15 100.00%
177.2
5000
40.0
— P
88.0
2l wazacy. T
Ol fullil - ML EITER mjz 212.10 39.36%
miz--> 50 100 150 200 250 300 350 400
Abundance #89532: 1-Methoxy-3-chloromethyl-2,4,5,6-tetramethylbe
177.0
5000 —r— L
17.50 18.00
m/z 149.05 36.50%
04 \‘\‘ ‘H‘\ \h\‘\ |‘\h“\“\““\”‘ \“\ f \h‘ \“\ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance  #90447: 2-Fluoro-5-trifluoromethylbenzyl chloride
177.0
— Yoo
17.50 18.00
5000 m/z 40.00 33.67%
127.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #51732: Benzofuran-2-one, 4-amino-2,3-dihydro-3,3-dim —— ——
177.0 17.50 18.00
m/z 176.00 28.23%
5000
770 134
ob—Hd, ‘“1‘ \‘“‘““u“‘l‘ 1‘“‘““ e VRN ¥
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00

SFAM-EPA-BG100723.MA.M Tue Oct 10 16:40:32 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 12 unknown-07 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.841 9.15 ng/ul 285247  Phenanthrene-di10 17.606
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxy-3-chloromethyl-2,4,5,6... 212 C12H17C10 073942-80-0 43
2 Isophthalic acid, ethyl 2-methox... 252 C13H1605 1000345-85-7 38
3 1,4-Benzenedicarboxylic acid, di... 222 C12H1404 000636-09-9 38
4 1,3-Benzenedicarboxylic acid, di... 222 C12H1404 000636-53-3 38
5 Terephthalic acid, but-3-enyl et... 248 C14H1604 1000356-33-3 38
Abundance Scan 2460 (17.841 min): BG059407.D\data.ms (-2456) (- | m/z 177.10 100.00%
177.1
5000
— P
66.1 121-1‘ 17.50 18.00
oLt d L2010 4339 g 65 35.93%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #89532: 1-Methoxy-3-chloromethyl-2,4,5,6-tetramethylbe
177.0
5000 o Vot
17.50 18.00
m/z 212.10 32.59%
41.0 119.0‘ ‘
0 \\J\“H‘Hh\‘\“\M\”\l"\”‘\"\Hh‘\‘\H‘HH‘HH‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137729: Isophthalic acid, ethyl 2-methoxyethyl ester
58.0 177.0
— Pty
17.50 18.00
5000 m/z 146.05 21.19%
121.0
0‘\w‘ﬂm‘y“H1H‘H‘u“W““_““H““H““
m/iz--> 50 100 150 200 250 300 350 400 450 k
Abundance #101165: 1,4-Benzenedicarboxylic acid, diethyl ester el WL ety
177.0 17.50 18.00
m/z 176.10  20.55%
5000
65.0 121.0 ‘ ‘
TS N 8§ s gl sk,
m/z--> 50 100 150 200 250 300 350 400 450 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 13 unknown-08 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.429 2.40 ng/ul 74795  Phenanthrene-d10 17.606
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Fluoro-2-chloro-4-methylquinoline 195 C10H7C1FN 271241-25-9 53
2 4-Chloro-6-fluoro-2-methylquinoline 195 C1@H7C1FN 018529-01-6 47
3 2-Chloro-6-fluoro-4-methylquinoline 195 C1@H7C1FN 018529-12-9 42
4 Benzenamine, 4-chloro-2-(trifluo... 195 C7H5C1F3N 000445-03-4 27
5 4-Chloro-7-phenyl-1H-imidazo[4,5... 230 C11H7CIN4 1000286-12-1 27

Abundance Scan 2560 (18.429 min): BG059407.D\data.ms (-2556) (- | m/z 160.05 100.00%

160.1
5000
431 230.0
J[ 1.3 H 2950 381.0 540. 18.50
0 Wl byl b 0 00T T myz 195.10 94.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #70153: 7-Fluoro-2-chloro-4-methylquinoline
195.0
[\ Ty Aom
5000 T T T I T T T
133. 18.50
m/z 230.00 31.58%
OL\S\\OJ\‘”\A\A\ul\m‘l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #70156: 4-Chloro-6-fluoro-2-methylquinoline
195.0
W
18.50
5000 ITI/Z 197.10 31.21%
133.
'MM'\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #70154: 2-Chloro-6-fluoro-4-methylquinoline h b
195.0 18.50

m/z 43.10  28.53%

5000
133.

|
0 W AW T O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 14 Hexanedioic acid, bis(2-eth... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.885 2.08 ng/ul 63588 Chrysene-di12 21.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 90
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 78
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 74
4 Diisooctyl adipate 370 C22H4204 001330-86-5 72
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 64
Abundance Scan 2978 (20.885 min): BG059407.D\data.ms (-2976) (- | m/z 129.05 100.00%
57.1 129.1
5000
‘ T T ‘ T T A
‘ | ’ [ ‘ ‘ 2413 34144040 497.3 2050 21.00
Ol v b e et m/Z 57.10 98.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #279378: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0
5000
20.50 21.00
m/z 55.10 58.54%
0 T \I‘\ - “‘\‘\‘\"“\ }\ ‘\ " T \2\\4\‘1"?\ \:\3‘1\3\\0\3‘\79\9‘ T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
Mo T e by
57.0 20.50 21.00
5000 m/z 43.10 47 .49%
\‘\ |\ \l ’ ‘ 24\1\0
Ot e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #279237: Hexanedioic acid, dioctyl ester f&ﬁ ‘ —
129.0 20.50 21.00
57.0 m/z 70.00 44.11%
5000
‘ “ 241.0
ol ML Lites0 || 31303700 s Ll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS vial : 17 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 15 2-(4-chlorophenyl)-5-fluoro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.208 5.96 ng/ul 182573  Chrysene-di12 21.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-chlorophenyl)-5-fluoro-1H-i... 245 C14H9C1FN 881040-32-0 58
2 4-Chloro-2-methyl-7-(trifluorome... 245 C11H7C1F3N 018529-09-4 53
3 4-Chloro-2-methyl-6-trifluoromet... 245 C11H7C1F3N 867167-05-3 53
4 2-Chloro-3-methylpyridazino(6,1-... 245 C12H8CIN30 001703-03-3 50
5 2-Chloro-4-methylpyridazino(6,1-... 245 C12H8CIN30 001703-04-4 50

Abundance Scan 3033 (21.208 min): BG059407.D\data.ms (-3029) (- | m/z 245.10 100.00%

245.1
5000
104.0 ﬁ‘od é \d
1. 1.5
179 “ .
01202 s “}‘ L AL ) 32583896 82 ) 047,05  35.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129551: 2-(4-chlorophenyl)-5-fluoro-1H-indole
245.0
5000 — -
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59407.D

Acqg On : 9 Oct 2023 22:02
Operator : MA/JU

Sample : 04744-02

Misc

ALS Vvial : 17 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 4.839 235.4 ng/ul 2510570 1 8.229 213304 20.0
Butane, 2,3-dic... 5.139 16.8 ng/ul 179116 1  8.229 213304 20.0
unknown-02 5.356 11.4 ng/ul 121195 1 8.229 213304 20.0
unknown-03 7.630 4.5 ng/ul 47584 1  8.229 213304 20.0
unknown-04 8.300 4.3 ng/ul 45368 1 8.229 213304 20.0
Benzene,1-chlor... 9.504 22.5 ng/ul 239640 1 8.229 213304 20.0
unknown-05 10.844 6.1 ng/ul 109476 2 11.067 356652 20.0
1,3-Cyclopentan... 10.914 7.5 ng/ul 134083 2 11.067 356652 20.0
12-Bromododecan... 11.790 2.4 ng/ul 42766 2 11.067 356652 20.0
7-Fluoro-2-chlo... 17.248 2.5 ng/ul 77103 4 17.606 623277 20.0
unknown-06 17.800 2.4 ng/ul 73166 4 17.606 623277 20.0
unknown-07 17.841 9.2 ng/ul 285247 4 17.606 623277 20.0
unknown-08 18.429 2.4 ng/ul 74795 4 17.606 623277 20.0
Hexanedioic aci... 20.885 2.1 ng/ul 63588 5 21.907 612387 20.0
2-(4-chlorophen... 21.208 6.0 ng/ul 182573 5 21.907 612387 20.0
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