LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acqg On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc :

ALS vial : 6 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-BG102723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59601.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.971 94 99 106 rBV6 30975 77549 0.11% 0.042%
2 4.083 113 118 127 rBV 224150 379923 0.55% 0.205%
3 4.441 168 179 197 rVB 35916211 68674596 100.00% 37.077%
4 4.758 226 233 244 rBV 709626 1042560 1.52% 0.563%
5 5.393 334 341 348 rVB 1503365 2256406 3.29% 1.218%
6 6.486 520 527 535 rVB 716229 1144496 1.67% ©.618%
7 7.467 685 694 695 rBV 424661 617209 ©.90% 0.333%
8 7.496 695 699 707 rVB 566010 995178 1.45% 0.537%
9 7.673 721 729 733 rBV 254131 449909 0.66% 0.243%
10 7.714 733 736 740 rVW3 81241 155151 ©.23% ©0.084%
11 7.767 740 745 750 rVB 461204 772027 1.12% 0.417%
12 7.866 756 762 772 rVB 389445 682823 0.99% 0.369%
13 8.354 837 845 852 rBV 295002 517056 ©.75% ©.279%
14 9.036 954 961 970 rBV 535408 911827 1.33% 0.492%
15 9.153 975 981 988 rBvV2 243923 409916 0.60% 0.221%
16 9.547 1042 1048 1053 rBV2 338369 634064 ©.92% 0.342%
17 9.594 1053 1056 1066 rvB2 130389 226556 ©.33% 0.122%
18 9.817 1087 1094 1103 rVB 985672 1598928 2.33% 0.863%
19 10.269 1163 1171 1174 rBV2 311615 597144 0.87% 0.322%
20 10.305 1174 1177 1189 rVB2 251506 407768 0.59% 0.220%
21 10.798 1252 1261 1273 rBV3 756458 2292681 3.34% 1.238%
22 11.204 1322 1330 1334 rBV 575140 1077417 1.57% 0.582%
23 11.251 1334 1338 1346 rVB 434256 760701 1.11% 0.411%
24 11.345 1346 1354 1362 rBV2 349807 641429 ©.93% 0.346%
25 11.480 1370 1377 1384 rBV 643756 1125972 1.64% 0.608%
26 12.678 1574 1581 1587 rBV 624890 1000321 1.46% 0.540%
27 12.831 1600 1607 1616 rBV 1103857 1773262 2.58% ©.957%
28 12.931 1619 1624 1635 rVV5 109105 252316 ©.37% 0.136%
29 13.049 1637 1644 1651 rVV 1674548 2736155 3.98% 1.477%
30 13.125 1651 1657 1662 rVV2 953852 1565339 2.28% 0.845%
31 13.172 1662 1665 1671 rVB2 379660 580303 ©.85% ©.313%
32 13.413 1697 1706 1712 rBV2 1237484 1964370 2.86% 1.061%
33 13.818 1768 1775 1780 rBV 2351681 3744761 5.45% 2.022%
34 13.871 1780 1784 1791 rVB 496332 809659 1.18% 0.437%
35 14.376 1863 1870 1880 rBV 1426643 2055250 2.99% 1.110%
36 14.564 1895 1902 1909 rBV 1142641 1667130 2.43% 0.900%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acqg On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc :

ALS vial : 6 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-BG102723.MA.M
Title : SVOA CALIBRATION
37 14.688 1916 1923 1926 rBV2 1516300 2700708 3.93%  1.458%
38 14.982 1967 1973 1979 rBV 941912 1448634 2.11% ©0.782%
39 15.046 1979 1984 1988 rVV 669923 1025926 1.49% 0.554%
40 15.099 1988 1993 1997 rWV 947722 1396994 2.03% 0.754%
41 15.152 1997 2002 2012 rVB2 793417 1281979 1.87% 0.692%
42 15.252 2012 2019 2029 rBV2 2271659 5535707 8.06% 2.989%
43 15.381 2035 2041 2047 rVB 685953 1021291 1.49% 0.551%
44 15.969 2135 2141 2145 rBV 1878962 3080766 4.49% 1.663%
45 16.010 2145 2148 2155 rVV2 1245892 2650683 3.86% 1.431%
46 16.086 2155 2161 2168 rVB4 1584371 2947935 4.29% 1.592%
47 16.997 2309 2316 2323 rVB 1839967 2754256 4.01% 1.487%
48 17.355 2370 2377 2388 rBV 2294442 3578511 5.21% 1.932%
49 17.555 2404 2411 2417 rBV 2665408 3991110 5.81% 2.155%
50 17.737 2435 2442 2445 rBV 1207624 1868757 2.72% 1.009%
51 17.778 2445 2449 2454 rVWV 945951 1419163 2.07% 0.766%
52 17.837 2454 2459 2462 rVV 2233520 3517568 5.12% 1.899%
53 17.872 2462 2465 2472 rVB 1441708 1984138 2.89% 1.071%
54 18.148 2504 2512 2518 rBV 3146129 4706545 6.85% 2.541%
55 18.372 2544 2550 2554 rBV2 135609 196841 0.29% 0.106%
56 19.141 2677 2681 2685 rVB2 97078 124924 0.18% 0.067%
57 19.770 2775 2788 2794 rVV 1930257 2773329 4.04% 1.497%
58 20.105 2838 2845 2848 rVV 2531141 3950690 5.75% 2.133%
59 20.134 2848 2850 2857 rVB 1917933 2214786 3.23% 1.196%
60 20.446 2898 2903 2910 rBV4 122759 178822 0.26% 0.097%
61 22.050 3167 3176 3184 rBV2 2301214 5488279 7.99% 2.963%
62 22.120 3184 3188 3196 rVB 806127 1373400 2.00% 0.741%
63 23.190 3365 3370 3377 rVB2 68493 129672 ©.19% 0.070%
64 24.506 3585 3594 3610 rVB 1097450 2979231 4.34% 1.608%
65 25.428 3739 3751 3758 rBV3 1071150 3460100 5.04% 1.868%
66 25.499 3758 3763 3778 rVV2 555932 1602680 2.33% 0.865%
67 25.681 3778 3794 3804 rVB2 524490 1802719 2.63% ©.973%
68 29.870 4489 4507 4515 rBV3 742974 3788761 5.52% 2.046%
69 31.186 4713 4731 4749 rBv4 286620 1647289 2.40% 0.889%

Sum of corrected areas: 185220346
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059601.D\data.ms
3.5e+07 4.441

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000
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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: BG059601.D\data.ms
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

15052 4 16993733 148 19779495 22.050
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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: BG059601.D\data.ms
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5000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.971 3.00 ng/ul 77549  1,4-Dichlorobenzene-d4 8.348

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H,2H,3H,4H-Pyrido[3,4-b]pyrazin... 207 C1OH17N3Si 1000468-11-7 43
2 3-Hydroxytriazolo[4,3-a]pyridine... 207 C9H13N30Si 1000476-39-3 43
3 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H50075i8 019095-24-8 35
4 Dodecahydropyrido[1,2-b]isoquino... 207 C13H21NO 108873-36-5 35
5 Indole-2-one, 2,3-dihydro-N-hydr... 207 C11H13NO3 1010129-52-1 30

Abundance  Scan 99 (3.971 min): BG059601.D\data.ms (-94) (-) m/z 73.10 100.00%

73.1
5000 207.1
e AR RE T
I 14L7 2 ‘ 26‘7 1 34‘1 4010 48135490 | 3.60 3.80 4.00 4.20
O b bl L T L hyz 207.10 51.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83417: 1H,2H,3H,4H-Pyrido[3,4-b]pyrazine, TMS (isome
207.0
73.0
5000
134.0 3.60 3.80 4.00 4.20
m/z 193.10 37.87%
O‘\\l\\J‘II‘L\l\u\l‘“TW\hl#Hl\4‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #84224: 3-Hydroxytriazolo[4,3-a]pyridine, TMS derivative
207.0

%,

3.60 3.80 4.00 4.20
5000, 730 m/z 43.10 35.10%

136.,0

i ’\“J” el

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1 e R SRR e
73.0 3.60 3.80 4.00 4.20

m/z 191.90 20.59%

o

5000 207.0

281.0
147.0 341.0
11 L]

| 114290 5030563
) NSRRI SN N ST G § WS W AR b2 2

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20

%.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Toluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.441 2656.37 ng/ul 68674600 1,4-Dichlorobenzene-d4 8.348

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Toluene 92 C7H8 000108-88-3 74
2 1,6-Heptadien-3-yne 92 C7H8 005150-80-1 74
3 1,6-Heptadien-3-yne 92 C7H8 005150-80-1 72
4 Toluene 92 C7H8 000108-88-3 72
5 1,5-Heptadien-3-yne 92 C7H8 003511-27-1 68
Abundance Scan 179 (4.441 min): BG059601.D\data.ms (-168) (-) m/z 91.15 100.00%
91.2
5000 m
R RAREmEEaEE
4.20 4.40 4.60 4.80
0l JJHM Ail 1521 22332791 3701 44465012 ./, 93 39  93.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2753: Toluene
91.0
5000 L L I L L I L B
4.20 4.40 4.60 4.80
m/z 65.20 66.40%
O\\\}\f“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2769: 1,6-Heptadien-3-yne
91.0
R ARNREARE
4.20 4.40 4.60 4.80
5000 m/z 63.10 57.76%
0#\“,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2772: 1,6-Heptadien-3-yne R  AREEEREE
91.0 4.20 4.40 4.60 4.80
m/z 39.10 54.79%
5000
0 F\” R N e AARRRRE R AR R R RRRR
m/z--> 50 100 150 200 250 300 350 400 450 500 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 3-Hexen-2-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4,758 40.33 ng/ul 1042560 1,4-Dichlorobenzene-d4 8.348

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 83
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 80
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 80
Abundance Scan 233 (4.758 min): BG059601.D\data.ms (-226) (-) m/z 83.10 100.00%
83.1
5000

H J 4.40 4.60 4.80 5.00
i ..

Olprrrbfrt t 1692 2507 3410 43855028 /7 55,05 63.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3566: 3-Hexen-2-one
83.0
5000 L L NN B LA B I
4.40 4.60 4.80 5.00
27. m/z 98.10 36.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)-
83.0
T e
4.40 4.60 4.80 5.00
5000 m/z 43.10 27.78%
27.
o"l“"“ﬂ‘mm_m_mw""""wwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3553: 3-Hexen-2-one R
55.0 4.40 4.60 4.80 5.00
m/z 39.10 22.78%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
5.393 87.28 ng/ul 2256410 1,4-Dichlorobenzene-d4 8.348

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
Abundance Scan 341 (5.393 min): BG059601.D\data.ms (-334) (-) m/z 43.05 100.00%
43.0
5000
101.1
R EAmaR R
5.00 5.20 5.40 5.60 5.80
ol b if 2070 811587264376 5384 n/z s59.18  67.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L R
5.00 5.20 5.40 5.60 5.80
m/z 101.05 33.52%
“ 101.0
O‘\\h\‘l\‘l\\\‘\“\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R o R BR
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.10 17.98%
101.0
Ol e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl- R ERmanEEE T
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 9.90%
5000
‘10L0
o_‘JM‘um_m‘w_m,‘mwH_m_m_m‘w_ I VR -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.486  44.27 ng/ul 1144500 1,4-Dichlorobenzene-d4 8.348

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 64
3 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 42
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 25
5 Acetamide, N-butyl- 115 C6H13NO 001119-49-9 9
Abundance Scan 527 (6.486 min): BG059601.D\data.ms (-520) (-) m/z 73.05 100.00%
73.0
5000
o EAREmmOEEEEEEE
h 6.20 6.40 6.60 6.80
Ol b 1420 232.7290.43485 4480 5159 /7 43.16  65.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15498: 2-Pentanone, 4-methoxy-4-methy!-
43.0
5000 L L L L BN IR
6.20 6.40 6.60 6.80
m/z 115.10 15.68%
115.0
O‘\‘\\‘Tu‘ll\\\‘\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0
A ARmaRRE e
6.20 6.40 6.60 6.80
5000 m/z 41.10 8.10%
115.0
)
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15504: 2-Pentanone, 4-methoxy-4-methyl- o e e
73.0 6.20 6.40 6.60 6.80

m/z 39.10 6.98%

5000

] SRS A NS
miz—> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Benzaldehyde dimethyl acetal Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.817 29.68 ng/ul 1598930  Naphthalene-d8 11.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 91
2 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 90
3 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 86
4 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 83
5 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 83
Abundance Scan 1094 (9.817 min): BG059601.D\data.ms (-1087) (-) m/z 121.10 100.00%
121.1
5000
— —
51.1 ‘ l 9.50 10.00
Obrrrebed L2200 2961 4826 B38. sz 77.16  36.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30192: Benzaldehyde dimethyl acetal
121.0
5000 ‘A e
9.50 10.00
m/z 91.05 23.36%
51.0
O’\‘\k”\“‘”\”\h\‘\"\\ \\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30187: Benzaldehyde dimethyl acetal
121.0
— ——
9.50 10.00
5000 m/z 105.00 16.84%
51.0J N
] S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30193: Benzaldehyde dimethyl acetal — —
121.0 9.50 10.00
m/z 122.10 9.60%
5000
290 ||
S - —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.678 18.57 ng/ul 1000320  Naphthalene-d8 11.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Isopropylquinoline 171 C12H13N 000135-79-5 43
2 Bicyclo[3.2.0]hept-2-ene, 4-isop... 171 C12H13N 1000217-15-6 32
3 Quinoline, 8-propyl- 171 C12H13N 007661-53-2 32
4 Cyclopentanone, O-(trimethylsily... 171 C8H17NOSi 026208-87-7 32
5 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 25

Abundance Scan 1581 (12.678 min): BG059601.D\data.ms (-1574) (- | m/z 156.10 100.00%
156.1

5000
78.1 e —
‘ | pono 12.50 13.00
Ol ookl ||, 236.22949357.6 4863 /7 115.00  49.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46454: 6-Isopropylquinoline
156.0
5000 — /\ —
12.50 13.00
m/z 171.10  31.93%
150 77.0 ‘
O‘\\.‘\l\f\h\‘l\l\‘Il\‘\MW“\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46501: Bicyclo[3.2.0]hept-2-ene, 4-isopropylidene-6-(cy

156.0
T —
12.50 13.00
5000 91.0 ITI/Z 158.00 29.08%
27.
O}ﬂmw'Jw“““,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46455: Quinoline, 8-propyl- P T
156.0 12.50 13.00
m/z 78.10 21.17%
5000
61.0 H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 unknown-03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.931 4.68 ng/ul 252316  Naphthalene-d8 11.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Benzenecarbonyl chloride, 2,4-... 238 C8H5C1302 1000196-85-1 35
2 3,5-Dichlorophenyl isothiocyanate 203 C7H3C12NS 006590-93-8 30
3 5-Bromo-2,6-dimethyl-4-pyrimidin... 201 C6H8BrN3 007752-80-9 30
4 Imidazo[4,5-b]pyridin-2(3H)-one,... 203 C6H3C12N30 1000269-62-7 27
5 Methyl 3,5-dichloro-4-methoxyben... 234 C9H8C1203 024295-27-0 25

Abundance Scan 1624 (12.931 min): BG059601.D\data.ms (-1619) (- | m/z 202.90 100.00%
202.9
5000
96.0
1300
0 353{" }““ w'”h“ O W P 3,1‘68‘ e 4‘181‘ L o18A Lz 200.85  84.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #121529: 1-Benzenecarbonyl chloride, 2,4-dichloro-3-me
208.0 WJK
5000 JJ\
1300
97.0 m/z 204.80 56.58%
O\:\3\7\‘0\A\||\\L[in\fhfh‘hf\g‘\\\‘ul’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #79043: 3,5-Dichlorophenyl isothiocyanate
208.0
13.00
5000 ITI z 96.00 26.25%
74.0 1450
0! \“IJ“'\”'uA'l\ul\' \”‘hl”
m/z--> 50 100 150 200 250 300 350 400 450 500 J\
Abundance #77026: 5-Bromo-2,6-dimethyl-4-pyrimidinamine
201.0 13.00
m/z 84.10 23.54%
5000
810
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33

Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 o-Hydroxybiphenyl Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
15.252  76.43 ng/ul 5535710  Acenaphthene-d10 14.982
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Hydroxybiphenyl 170 C12H1e0 000090-43-7 94
2 o-Hydroxybiphenyl 170 C12H100 000090-43-7 94
3 o-Hydroxybiphenyl 170 C12H1e0 000090-43-7 94
4 o-Hydroxybiphenyl 170 C12H1e0 000090-43-7 91
5 o-Hydroxybiphenyl 170 C12H1e00 000090-43-7 91

Abundance Scan 2019 (15.252 min): BG059601.D\data.ms (-2012) (- | m/z 170.10 100.00%
170.1
5000 1151
1500 1550
51. 249.9 : :
0l ot Jud falrs “ i 3908 435449L1 1 n/z 169.10  78.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45460: o-Hydroxybipheny!
170.0
5000 1500 1550
115. : .
m/z 141.05 52.247%
39.0
0 \‘r!f\l“\l"\m‘w‘\'\\‘1"‘\ N R R RN R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45458: o-Hydroxybipheny!
170.0
—— —
15.00 15.50
5000 m/z 115.10 50.24%
115.
SLP
o SR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45449: o-Hydroxybiphenyl T —
170.0 15.00 15.50
m/z 142.05 18.01%
5000
115.
51.
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50

SFAM-EPA-BG102723.MA.M Fri Nov 03 08:24:45 2023

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1@ Naphtho[1,2-b]thiophene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.555 42.71 ng/ul 3991110  Phenanthrene-d10 17.737
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 97
2 Dibenzothiophene 184 C12H8S 000132-65-0 96
3 Dibenzothiophene 184 C12H8S 000132-65-0 96
4 Dibenzothiophene 184 C12H8S 000132-65-0 96
5 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 95
Abundance Scan 2411 (17.555 min): BG059601.D\data.ms (-2404) ({ | m/z 184.10 100.00%
184.1
5000
A
92 0 ‘ 17.50
ol 3O i A L 2676 3678 4915 ;939,05  19.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58974: Naphtho[1,2-b]thiophene
184.0
5000 e :
17.50
m/z 185.00  13.75%
92.0 \
O \\\‘\\\f\‘f‘\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58964: Dibenzothiophene
184.0
ok
17.50
5000 m/z 152.05 11.43%
L0020 ||
B o s e RRRR
m/z--> 50 100 150 200 250 300 350 400 450 500 A
Abundance #58970: Dibenzothiophene —
184.0 17.50
m/z 183.10 6.41%
5000
92.0 j\
0 ‘H‘uuhh“wJ"H‘“H“‘H“‘H“‘H“‘H“‘H“‘ A
m/z--> 50 100 150 200 250 300 350 400 450 500 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BG@59601.D

Acq On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 5-Chloro-9-hydroxy-2,3-dihy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.372 2.11 ng/ul 196841  Phenanthrene-di0 17.737
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Chloro-9-hydroxy-2,3-dihydro-1... 219 C12H10CINO 1000254-73-3 72
2 Dihydroindolopyridocoline 220 C15H12N2 117998-81-9 49
3 Quinoxaline, 2-methyl-3-phenyl- 220 C15H12N2 010130-23-1 43
4 N-Phenyl-4-quinolinamine 220 C15H12N2 030696-07-2 43
5 1H-Benzimidazole, 1-(2-phenyleth... 220 C15H12N2 051644-24-7 43
Abundance Scan 2550 (18.372 min): BG059601.D\data.ms (-2544) (- | m/z 218.10 100.00%
218.1
5000
78.0
— Pt
P42 : 292.1 359.0 430.3 512.1 18.00 1850
o+ ‘uJﬂu¢‘hN‘mw""H“_“w“u“u“u“_“w‘ m/z 219.10 80.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #97521: 5-Chloro-9-hydroxy-2,3-dihydro-1H-cyclopenta[b
218.0
5000 P S
18.00 18.50
77.0 o
154.0 m/z 220.10 51.85%
O\\\‘"\h\‘\‘}liw\‘I‘W\“l\h\\wl‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99109: Dihydroindolopyridocoline
219.0
e B
18.00 18.50
5000 m/z 78.00 32.49%
. 51.0 110.0 |
e AR E o B M Eaa
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99130: Quinoxaline, 2-methyl-3-phenyl-
219.0 18.00 18.50
m/z 115.05 28.91%
5000 76.0
L0 J
0“WJMWW“W‘H‘w R RN ARRRURERE LGNV SO A B
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110223\
Data File : BGO59601.D

Acqg On : 2 Nov 2023 13:33
Operator : MA/JU

Sample : 04996-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 3.971 3.0 ng/ul 77549 1 8.348 517056 20.0
Toluene 4.441 2656.4 ng/ul 68674600 1 8.348 517056 20.0
3-Hexen-2-one 4.758 40.3 ng/ul 1042560 1 8.348 517056 20.0
2-Pentanone, 4-... 5.393 87.3 ng/ul 2256410 1 8.348 517056 20.0
2-Pentanone, 4-... 6.486 44.3 ng/ul 1144500 1 8.348 517056 20.0
Benzaldehyde di... 9.817 29.7 ng/ul 1598930 2 11.204 1077420 20.0
unknown-02 12.678 18.6 ng/ul 1000320 2 11.204 1077420 20.0
unknown-03 12.931 4.7 ng/ul 252316 2 11.204 1077420 20.0
o-Hydroxybiphenyl  15.252 76.4 ng/ul 5535710 3 14.982 1448630 20.0
Naphtho[1,2-b]t... 17.555 42.7 ng/ul 3991110 4 17.737 1868760 20.0
5-Chloro-9-hydr... 18.372 2.1 ng/ul 196841 4 17.737 1868760 20.0
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