LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080524\
Data File : BP021370.D

Acqg On : 05 Aug 2024 13:03
Operator : CG/JU

Sample : P3300-03

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_ P\Methods\SFAM-EPA-BP071024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21370.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.081 13 16 22 rVvB4 8293 13728 0.36% 0.037%
2 3.158 25 29 36 rVB 30042 43233 1.12% 0.116%
3 3.599 102 104 122 rBV 84812 213313 5.52% 0.571%
4 4,246 208 214 227 rBV3 50719 106936 2.77% 0.286%
5 4.393 235 239 243 rVB7 3054 4247 0.11% 0.011%
6 4.664 279 285 289 rBV9 4351 8947 0.23% 0.024%
7 4.775 299 304 311 rBV 11102 18198 0.47% 0.049%
8 5.211 374 378 383 rBV3 5832 10527 0.27% 0.028%
9 6.522 594 601 603 rBv8 1772 4150 0.11% 0.011%
106 6.658 617 624 626 rBvV8 3385 7174 0.19% 0.019%
11 6.705 629 632 636 rVB4 4164 5763 0.15% 0.015%
12 6.864 647 659 672 rBV2 81826 298271 7.72% 0.798%
13 6.969 672 677 697 rVB 403695 757405 19.60% 2.027%
14 7.175 705 712 734 rBV 465611 943902 24.43%  2.526%
15 7.616 777 787 793 rBV 497783 853747 22.10% 2.285%
16 7.681 793 798 821 rVB 101362 351810 9.11% 0.942%
17 8.246 889 894 901 rVB1eO 5022 11760 0.30% 0.031%
18 8.363 907 914 928 rBV 343489 800776 20.73%  2.143%
19 8.469 928 932 945 rVB2 32359 79671 2.06% 0.213%
20 8.716 966 974 978 rBVv6 9498 19989 0.52% 0.053%
21 8.787 979 986 1001 rVV 477458 938632 24.29%  2.512%
22 8.922 1007 1009 1015 rVB7 6754 9747 0.25% 0.026%
23 9.493 1099 1106 1122 rBV 352967 810890 20.99% 2.170%
24  9.893 1166 1174 1175 rBV7 3011 5763 ©.15% 0.015%
25 10.052 1193 1201 1219 rBV 338542 1069425 27.68% 2.862%
26 10.305 1239 1244 1249 rBVe6 13980 25132 0.65% 0.067%
27 10.375 1249 1256 1264 rBV 731560 1218780 31.54% 3.262%
28 10.557 1280 1287 1315 rBV 340640 986252 25.53%  2.640%
29 11.110 1376 1381 1382 rBV4 3359 3925 0.10% 0.011%
30 12.010 1528 1534 1542 rBV7 6844 19866 ©.51% 0.053%
31 12.510 1612 1619 1623 rBV1e 4368 7978 0.21% 0.021%
32 12.575 1623 1630 1641 rVVv4 11982 32669 0.85% 0.087%
33 12.828 1666 1673 1684 rvV 38196 73543  1.90% 0.197%
34 12.987 1697 1700 1706 rVB8 2833 5328 0.14% 0.014%
35 13.110 1715 1721 1734 rBV3 18784 53358 1.38% 0.143%
36 13.481 1779 1784 1788 rBVS8 4312 7958 0.21% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080524\
Data File : BP021370.D

Acqg On : 05 Aug 2024 13:03
Operator : CG/JU

Sample : P3300-03

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_ P\Methods\SFAM-EPA-BP071024.MA.M
Title : SVOA CALIBRATION
37 13.669 1808 1816 1829 rBV 1121645 1758631 45.52% 4.707%
38 13.946 1856 1863 1884 rBV 1209939 2139738 55.38% 5.727%
39 14.257 1907 1916 1925 rBV 951965 1705457 44.14% 4.565%
40 14.334 1925 1929 1937 rVB2 26677 55094 1.43% 0.147%
41 14.693 1984 1990 1995 rBV6 26341 68333 1.77% 0.183%
42 14.940 2028 2032 2034 rBvV3 6823 9495 0.25% 0.025%
43 15.057 2045 2052 2058 rVB3 9363 14938 0.39% 0.040%
44 15.122 2058 2063 2070 rVB3 6829 11949 0.31% 0.032%
45 15.269 2081 2088 2107 rBV 1401934 2690059 69.62% 7.200%
46 15.469 2116 2122 2139 rBV 249058 658501 17.04% 1.762%
47 15.669 2153 2156 2164 rVB3 17908 28954 0.75% 0.077%
48 16.622 2312 2318 2319 rBV6 3441 4770 0.12% 0.013%
49 16.651 2319 2323 2329 rVB6 8167 12689 0.33% 0.034%
50 16.875 2357 2361 2366 rvv7 5178 9365 ©0.24% 0.025%
51 17.022 2384 2386 2388 rvv3 3936 3909 0.10% 0.010%
52 17.075 2388 2395 2406 rVV 1218438 2061000 53.34% 5.516%
53 17.181 2406 2413 2435 rVB 1622726 3046168 78.84% 8.153%
54 17.375 2442 2446 2451 rVB2 9876 15279 0.40% 0.041%
55 17.545 2471 2475 2478 rBV6 3161 5709 0.15% 0.015%
56 17.757 2505 2511 2518 rBV 339643 424810 10.99% 1.137%
57 18.016 2551 2555 2560 rBV3 24810 44587 1.15% 0.119%
58 19.116 2738 2742 2747 rBV3 25329 38807 1.00% 0.104%
59 19.198 2753 2756 2761 rBV 20458 30794 0.80% 0.082%
60 19.351 2779 2782 2787 rBV7 16050 23116 0.60% 0.062%

61 19.575 2813 2820 2838 rBV 2273866 3863801 100.00% 10.341%
62 21.533 3147 3153 3168 rBV 1269196 2333102 60.38% 6.244%
63 24.598 3665 3674 3692 rVB 1311562 3820086 98.87% 10.224%
64 24.821 3705 3712 3732 rVB 866113 2660866 68.87% 7.122%

Sum of corrected areas: 37362740
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080524\
BP021370.D

: 05 Aug 2024 13:03

: CG/JU

. P3300-03

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP021370.D\data.ms
2000000
1500000
1000000
10.375
75 7.616 8.787
500000 6.96 8.363 9.493 10.052 10.557
3.599 7681
O@Mﬁ?@g@gﬂ 5.211 6. 6568 828616078022 9@9@\& 5\ 11.110 12.010 12254858
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021370.D\data.ms
19.575
2000000
17.181
21.533
1500000 15.269
13.946 17.075
13.669
1000000 14.257
500000 17.757 Lw
5.469
.669 16.&B1F B754518.016 19919685

;1_.3@71@3.481U 14|3384.6¢

bl Y aoemtuinges S uttely-puanntny
L L L B L L L L L L I L L B B B

Time--> 13.00 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: BP021370.D\data.ms
2000000
24,598
1500000
4.821
1000000
500000
Lo NP\ d
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ 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_P\Data\BP080524\
Data File : BP021370.D

Acqg On : 05 Aug 2024 13:03
Operator : CG/JU

Sample : P3300-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 1 Hexanal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.246 2.51 ng/ul 106936 1,4-Dichlorobenzene-d4 7.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 90
4 Hexanal 100 C6H120 000066-25-1 78
5 Hexanal 100 C6H120 000066-25-1 56

Abundance Scan 214 (4.246 min): BP021370.D\data.ms (-208) (-) m/z 44.05 100.00%

44.0

4.00 4.20 4.40 4.60

Mﬂlwﬂ%%wmmgmm 509.0

0“H“ﬁ‘u“H‘W“W‘H‘_“W‘H‘_‘H“H‘_‘H‘H“_ m/z 41.05 97.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4244: Hexana
44.0
5000 L L L B L I B
4.00 4.20 4.40 4.60
V m/z 56.10 86.80%
O‘\‘\‘\ ‘J“\ll\‘\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4248: Hexanal
44.0
e AR aRmSE
4.00 4.20 4.40 4.60
5000 m/z 43.10 68.44%
O‘Mewwh‘_‘H,H‘W‘HW‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4250: Hexanal AR A= aa TS e
44.0 4.00 4.20 4.40 4.60
m/z 57.10 64.95%
o‘m‘MHWm,‘m,mwmWmwwmwwww A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080524\
Data File : BP021370.D

Acqg On : 05 Aug 2024 13:03
Operator : CG/JU

Sample : P3300-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.681 8.24 ng/ul 351810 1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 64
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 59

Abundance Scan 798 (7.681 min): BP021370.D\data.ms (-793) (-) m/z 57.05 100.00%

57.0

—

5000
e
\ } . 7.40 7.60 7.80 8.00
ol Adil1 149.22081 20103552 422748315455 1/, 41 10  34.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 LI B L L B I B IR
7.40 7.60 7.80 8.00
m/z 43.05 31.32%
O‘\\\LHI‘\J\{WL\J‘\H\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
R ABAR
7.40 7.60 7.80 8.00
5000 ITI/Z 55.10 27 .86%
OM-HJ,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl- R A Aanas
57.0 7.40 7.60 7.80 8.00
m/z 56.10 21.64%
- W/A/k—\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080524\
Data File : BP021370.D

Acqg On : 05 Aug 2024 13:03
Operator : CG/JU

Sample : P3300-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.757 4.12 ng/ul 424810  Phenanthrene-d10 17.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 94
3 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
5 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 49

Abundance Scan2511(17757num BP021370.D\data.ms (-2505) (- m/z 57.10 100.00%
57 205.1
5000
151 — 1
Liil M i 261 35504140 48815461 1/ ap5 o5 oy
0 bl s 270r m/z 205.85  97.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
5000 —— —
205.0 17.50 18.00
m/z 217.10 64.48%
O ‘ TTT '\\‘”\m\‘“\m\l“H\m\ul\”h\m‘lJ\“\”\ ll ‘“\u \\\ ‘ \ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
—T —
205.0 17.50 18.00
5000 ' m/z 175.18  54.64%
Ofrre M\ hf”“““mﬂ“h“‘ “ “ U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl I T
205.0 1750 1&00
m/z 55.00 53.37%
5000
430 1330
O‘H‘WNWWNMMJMM‘H‘W‘H‘M‘H‘H‘W‘H‘M‘H‘H‘W‘ S ==
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080524\
Data File : BP021370.D

Acqg On : 05 Aug 2024 13:03
Operator : CG/JU

Sample : P3300-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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|
Hexanal 4.246 2.5 ng/ul 106936 1 7.616 853747 20.0
1-Hexanol, 2-et... 7.681 8.2 ng/ul 351810 1 7.616 853747 20.0
7,9-Di-tert-but... 17.757 4.1 ng/ul 424810 4 17.075 2061000 20.0
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