LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP©17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc :

ALS vial : 4 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_ P\Methods\SFAM-EPA-BP101823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17849.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.7065 101 105 125 rBV 360347 928580 1.41% 0.458%
2 3.993 147 154 160 rBV 25703148 65713467 100.00% 32.428%
3 4.034 160 161 180 rVB 19508559 17396832 26.47% 8.585%
4 A4.346 209 214 235 rVB 1569786 2557630 3.89% 1.262%
5 4.975 314 321 338 rVB 3372042 5038708 7.67% 2.486%
6 6.040 496 502 515 rBV 1878431 2842685 4.33% 1.403%
7 6.287 538 544 553 rVB2 50536 85557 0.13% 0.042%
8 7.046 666 673 688 rBvV 1729345 2957045 4.50% 1.459%
9 7.228 697 704 713 rVB 572984 897470 1.37% 0.443%
10 7.322 713 720 727 rVV 1132704 1647162 2.51% 0.813%
11 7.399 727 733 746 rVB 762563 1245124 1.89% 0.614%
12 7.881 807 815 825 rBV 560686 928534 1.41% 0.458%
13 8.605 929 938 948 rBV 827046 1391584 2.12% 0.687%
14 8.699 948 954 965 rVB 450270 716862 1.09%  0.354%
15 9.087 1009 1020 1024 rBV 705225 1144078 1.74% ©.565%
16 9.128 1024 1027 1045 rVB 254408 434850 0.66% 0.215%
17 9.340 1056 1063 1071 rBV 1545862 2357435 3.59% 1.163%
18 9.799 1134 1141 1144 rBV 610429 1010905 1.54% 0.499%
19 9.834 1144 1147 1157 rVB 456544 739644 1.13% 0.365%
20 10.328 1224 1231 1234 rBV 870617 1634047 2.49% 0.806%
21 10.710 1287 1296 1300 rBV 736924 1209951 1.84% 0.597%
22 10.757 1300 1304 1313 rVB 496550 835573 1.27% 0.412%
23 10.887 1319 1326 1335 rBV 459203 856783 1.30% 0.423%
24 10.981 1335 1342 1355 rVB 977840 1553154 2.36% 0.766%
25 12.246 1545 1557 1564 rBV 229511 393990 0.60% 0.194%
26 12.381 1573 1580 1590 rVV 1144698 1746892 2.66% 0.862%
27 12.498 1595 1600 1605 rVV3 47389 95529 0.15% 0.047%
28 12.598 1606 1617 1624 rVV 1830476 2874395 4.37% 1.418%
29 12.669 1624 1629 1635 rVV 1070446 1625519 2.47% 0.802%
30 12.734 1635 1640 1648 rVB 470569 696519 1.06%  0.344%
31 12.993 1677 1684 1697 rBV 1297844 2031059 3.09% 1.002%
32 13.404 1743 1754 1758 rBV 2614094 3834183 5.83% 1.892%
33 13.445 1758 1761 1773 rVB 528002 812628 1.24% 0.401%
34 13.992 1848 1854 1865 rBV 1343695 1886723 2.87% 0.931%
35 14.198 1879 1889 1896 rBV 1178652 1569592 2.39% 0.775%

36 14.275 1896 1902 1905 rVV 1537474 2419414 3.68% 1.194%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP©17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc :

ALS vial : 4 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_ P\Methods\SFAM-EPA-BP101823.MA.M
Title : SVOA CALIBRATION
37 14.304 1905 1907 1917 rVB 811267 958309 1.46% 0.473%
38 14.575 1944 1953 1959 rBV 987142 1447429 2.20% 0.714%
39 14.640 1959 1964 1974 rVB 677324 985110 1.50% 0.486%
40 14.751 1974 1983 1991 rBV 667573 1036339 1.58% 0.511%
41 14.828 1991 1996 1998 rVV 393834 656665 1.00% 0.324%
42 14.869 1998 2003 2016 rVV2 3159284 5333887 8.12% 2.632%
43 14.981 2017 2022 2028 rVB 625239 867583 1.32% 0.428%
44 15.581 2117 2124 2129 rBV 1904407 2727209 4.15% 1.346%
45 15.634 2129 2133 2142 rVB2 1636966 2407818 3.66% 1.188%
46 15.745 2144 2152 2162 rBV2 1370710 2484574 3.78% 1.226%
47 16.622 2292 2301 2315 rVB 1724461 2380177 3.62% 1.175%
48 16.998 2359 2365 2379 rBV 1907497 2716749  4.13%  1.341%
49 17.186 2389 2397 2411 rVB 2353133 3300391 5.02% 1.629%
50 17.369 2422 2428 2432 rBV 1158542 1632363 2.48% 0.806%
51 17.416 2432 2436 2441 rVV 839167 1116643 1.70% ©0.551%
52 17.475 2441 2446 2449 rVV 2004998 2814487 4.28% 1.389%
53 17.510 2449 2452 2463 rVB 1207921 1624346 2.47% 0.802%
54 17.804 2493 2502 2516 rBV 2548001 3579855 5.45% 1.767%
55 18.028 2533 2540 2546 rBV 78806 116609 ©0.18% 0.058%
56 19.404 2765 2774 2783 rVV 1778566 2311871 3.52% 1.141%
57 19.733 2824 2830 2833 rBV 2439836 3432740 5.22% 1.694%
58 19.763 2833 2835 2845 rVB 1870129 2041448 3.11% 1.007%
59 21.504 3126 3131 3137 rBv2 2783840 4983802 7.58% 2.459%
60 21.557 3137 3140 3147 rVB 937890 1202907 1.83% 0.594%
61 22.339 3269 3273 3278 rBV 59398 90237 0.14% 0.045%
62 23.280 3427 3433 3443 rVB 1320168 2369523 3.61% 1.169%
63 23.910 3533 3540 3545 rBV2 1482118 2926913 4.45% 1.444%
64 23.963 3545 3549 3560 rVV 624570 1283494 1.95% 0.633%
65 24.080 3562 3569 3585 rVB 714756 1536656 2.34% 0.758%
66 26.815 4022 4034 4051 rVB3 1237078 5024787 7.65%  2.480%

67 27.645 4167 4175 4191 rVB2 334422 1142574 1.74% 0.564%

Sum of corrected areas: 202643598
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP017849.D\data.ms
2.5e+07 3.993

2e+07 4,034

1.5e+07

1le+07

5000000
4.975

6.040
3.704 i?CG A | 6.287 Mgﬁﬁéﬁg 7881 8689 990182918/\ oy 10328

0\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\‘FT\’\\\\\\\\\\\\\\\\\\ \\‘\\\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP017849.D\data.ms
2.5e+07

2e+07

1.5e+07

1le+07

5000000

13.404 14.869 8o
6. 62216 8 19.409% /73
12: 251/@ 993 13]k‘45 13/? A@i ﬁ#@?m ‘ MA ° ' i%%}b 18 028 1 M

0T ““ e BN R : T ““‘ ““ LA A o e AL o e By
Time--> 12.00 1250 13.00 13.50 14.00 14.50 1500 15,50 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP017849.D\data.ms
2.5e+07
2e+07
1.5e+07
1le+07
5000000
21.504
23.280 2 26.815
, 211557 22339 i 3’%@}&2}30 N\ 27.645
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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_P\Data\BP110123\
Data File : BP@17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 Toluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.993 1415.42 ng/ul 65713500 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 95
2 Toluene 92 C7H8 000108-88-3 94
3 Toluene 92 C7H8 000108-88-3 91
4 Toluene 92 C7H8 000108-88-3 91
5 Toluene 92 C7H8 000108-88-3 91
Abundance Scan 154 (3.993 min): BP017849.D\data.ms (-147) (-) m/z 91.15 100.00%
91.2
5000 /\\\

R ARARESEEEE

\ 3.60 3.80 4.00 4.20 4.40

ob Ll d 149120722671 3424402746195203 1/, 9215  76.82%

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

Abundance #2753: Toluene

91.0
5000 I R RN N
3.60 3.80 4.00 4.20 4.40
m/z 65.05 16.25%
‘\2\7\.‘\p"\‘ﬂ\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2758: Toluene
91.0
R A RARESEEEE
3.60 3.80 4.00 4.20 4.40
5000 m/z 63.10 11.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2756: Toluene R
91.0 3.60 3.80 4.00 4.20 4.40
m/z 39.10 11.46%
5000
gl
S O SRS i N |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 2 1,3,5-Cycloheptatriene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.034 374.72 ng/ul 17396800 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 91
2 Toluene 92 C7H8 000108-88-3 91
3 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 91
4 Toluene 92 C7H8 000108-88-3 90
5 Toluene 92 C7H8 000108-88-3 87
Abundance Scan 161 (4.034 min): BP017849.D\data.ms (-160) (-) m/z 91.15 100.00%
91.2
5000 m
e ARARREEEI
3.80 4.00 4.20 4.40
oL ithod 207226813271 395145495152 1/, 9p 15 63.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2756 Toluene
91.0
5000 L B I B LA BN B U
3.80 4.00 4.20 4.40
m/z 65.10 9.91%
27.
JE“‘J ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2759: Toluene
91.0
e ARRRREEES
3.80 4.00 4.20 4.40
5000 m/z 63.10 7.26%
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2774: 1,3,5-Cycloheptatriene R ARRRREESSLE
91.0 3.80 4.00 4.20 4.40
m/z 39.10 6.08%
5000
78
rrer bbbk e e e e e e e R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.346  55.09 ng/ul 2557630 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 3-Hexen-2-one 98 C6H100 000763-93-9 91
4 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
5 3-Hexen-2-one 98 C6H100 000763-93-9 90
Abundance Scan 214 (4.346 min): BP017849.D\data.ms (-209) (-) m/z 83.10 100.00%
83.1 ﬁ
5000
4.00 4.20 4.40 4.60
Olbrrflind | 149,1207.2 284.1 3561 42944900548 n/; s55.18  78.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000
4.00 4.20 4.40 4.60
‘ m/z 43.05 37.04%
‘\\‘\‘\]J‘J\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3646: 3-Penten-2-one, 4-methyl-
55.0 J
e
4.00 4.20 4.40 4.60
5000 m/z 98.10 34.10%
A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one A A REEEE
55.0 4.00 4.20 4.40 4.60
m/z 39.05 29.93%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

SFAM-EPA-BP101823.MA.M Fri Nov ©3 ©3:14:12 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,975 108.53 ng/ul 5038710 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
Abundance Scan 321 (4.975 min): BP017849.D\data.ms (-314) (-) m/z 43.10 100.00%

43.1
5000
101.1

4.60 4.80 5.00 5.20

ol 2071 2833 3583417.347635363  n/; s59.10  58.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L BN L LN B
4.60 4.80 5.00 5.20
101.0 m/z 101.10  23.24%
“"
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
AR R AARRRREEES
4.60 4.80 5.00 5.20
5000 m/z 58.10 14.55%

‘101.0
“‘\n L
(BRI B L B B L L B I L B L

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

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- R RAREEES S
43.0 4.60 4.80 5.00 5.20

m/z 41.10 9.92%

5000

101.0

ok At e e R Ra R R RS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

SFAM-EPA-BP101823.MA.M Fri Nov ©3 ©3:14:13 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.040 61.23 ng/ul 2842690 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# 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 83
3 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
4 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 40
5 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 40
Abundance Scan 502 (6.040 min): BP017849.D\data.ms (-496) (-) m/z 73.05 100.00%
73.0
5000

A AREAREEREE

5.80 6.00 6.20 6.40
ob bl [147.1207.1267.0 3413400646115198 11y 4305  87.53%

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

Abundance #15504: 2-Pentanone, 4-methoxy-4-methyl-

73.0
5000 LU LA L B B
5.80 6.00 6.20 6.40
m/z 115.15 11.39%
‘\\‘I\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0
A RRAREEEE
5.80 6.00 6.20 6.40
5000 m/z 41.10 11.33%
115.0
A O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl- A RAEEELEEEE
43.0 5.80 6.00 6.20 6.40
m/z 39.10 8.55%
5000
115.0
Ll |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 6 Benzaldehyde dimethyl acetal Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.340  38.97 ng/ul 2357440  Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 91
2 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 91
3 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 90
4 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 83
5 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 78
Abundance Scan 1063 (9.340 min): BP017849.D\data.ms (-1056) (-) m/z 121.05 100.00%
121.1
5000
e
51.0 l l 9.00 9.20 9.40 9.60
O rtbudal ) 207.2265.4  3552417.0475.5534.9 ./, 77,05  40.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30191: Benzaldehyde dimethyl acetal
121.0
5000 TT T T T T T[T T T o T T T T [TTTT]
9.00 9.20 9.40 9.60
290 m/z 91.10  21.23%

‘ ‘L .H‘\ mx‘ \‘. l

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

Abundance #30190: Benzaldehyde dimethyl acetal
121.0
R RREE  ERRERERISESS
9.00 9.20 9.40 9.60
5000 ITI/Z 105.05 16.28%
51.0 ‘
R R N RS R aa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30192: Benzaldehyde dimethyl acetal
121.0 9.00 9.20 9.40 9.60
m/z 51.05 10.38%
5000
51.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 wunknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.246 6.51 ng/ul 393990 Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-5-hydroxy-2,4,6-cyclohe... 156 C7H5C102 007009-16-7 38
2 2-Chloro-4,6-dimethyl-3-pyridina... 156 C7H9CIN2 140413-40-7 32
3 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 28
4 Chloroxylenol 156 C8HOC1O0 000088-04-0 25
5 2-Piperidinone, 1-(trimethylsilyl)- 171 C8H17NOSi 003553-93-3 25
Abundance Scan 1557 (12.246 min): BP017849.D\data.ms (-1545) (- m/z 156.05 100.00%
156.1
5000
78.0
P —
l { ’ 12.00 12.50
Ol bbby 1| 222.1281.1 3551 4818 8018 'y 7 115,10  42,14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33464: 2-Chloro-5-hydroxy-2,4,6-cycloheptatrien-1-one
156.0
5000
64.0 12.00 12.50
m/z 158.05 31.01%
‘\\u\“l\l’”‘\‘\\h\\ll“\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33519: 2-Chloro-4,6-dimethyl-3-pyridinamine
156.0
. |
12.00 12.50
5000 m/z 171.15 28.78%
66.0
‘Mmmmhl“L,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33174: Benzene, 2,5-cyclohexadien-1-yl- T —
156.0 12.00 12.50
m/z 78.05 27.79%
5000
91.0
28.‘ l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 Dibenzothiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.186  40.44 ng/ul 3300390 Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 97
2 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 97
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 97
4 Dibenzothiophene 184 C12H8S 000132-65-0 97
5 Dibenzothiophene 184 C12H8S 000132-65-0 96
Abundance Scan 2397 (17.186 min): BP017849.D\data.ms (-2389) (- | m/z 184.20 100.00%
184.2
5000 J\
——
92.0 \ 17.00 17.50
O bttt by h o 295:1355.2413.3470.6529.3 /7 139, 00 17.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58969: Dibenzothiophene
184.0
5000 —r ——
17.00 17.50
m/z 185.20 14.26%
92.0 \
\\1[!‘\J\\\‘\\\\‘J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58975: Naphtho([2,3-b]thiophene
184.0 A¥
—— —
17.00 17.50
5000 m/z 152.05 10.45%
92.0
340Wﬁ¢_‘H“H‘_“W‘H“H‘w“u‘H‘w“u‘u“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58972: Naphtho[2,1-b]thiophene
184.0 17.00 17.50
m/z 92.05 6.71%
5000
92 0 \ |
‘H“H"H"_"w"H“H“H“_“w“u“u“u“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP017849.D

Acqg On : 01 Nov 2023 13:27
Operator : MA/JU

Sample : 04950-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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|
ng/ul 65713500 .881 928534 20.

Toluene 7

ng/ul 17396800 7.881 928534 20.
7
7

1,3,5-Cyclohept...
3-Penten-2-one,...

3

4

4 ng/ul 2557630 .881 928534 20.

2-Pentanone, 4-... 4.975 108.

6

9

2

7

ng/ul 5038710 .881 928534 20.
2842690 928534 20.
ng/ul 2357440 10.710 1209950 20.
ng/ul 393990 10.710 1209950 20.
ng/ul 3300390 17.369 1632360 20.

2-Pentanone, 4-...
Benzaldehyde di...
unknown-01
Dibenzothiophene
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