LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020853.D

Acqg On : 09 Jul 2024 06:09
Operator : MA/JU

Sample : P3084-06

Misc :

ALS Vvial : 26 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-BP062524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20853.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 43 47 56 rVB 53927 77000 ©0.89% 0.095%
2 3.681 114 118 131 rBV 305462 484319 5.58% 0.599%
3 3.987 166 170 175 rVB 16205 21983 0.25% 0.027%
4 4,346 226 231 238 rBV 134463 181509 2.09% 0.224%
5 4.405 238 241 244 rBV3 6123 9511 0.11% 0.012%
6 4.887 319 323 331 rVB 15734 24341 0.28% 0.030%
7 5.311 392 395 406 rVB2 15830 28043 0.32% 0.035%
8 5.611 441 446 450 rBV3 7221 12446 0.14% 0.015%
9 5.816 477 481 486 rBv3 18720 29067 0.34% 0.036%
106 6.705 628 632 637 rBv8 5995 10048 0.12% 0.012%
11 6.781 637 645 651 rBV3 19236 41955 0.48% 0.052%
12 6.852 653 657 660 rvV5s 10144 16856 0.19% 0.021%
13 6.922 660 669 680 rVB 390289 721423 8.32% 0.892%
14 7.069 687 694 707 rVB 1078584 1719637 19.83% 2.127%
15 7.269 721 728 739 rBV 1322793 2077451 23.95% 2.569%
16 7.422 749 754 759 rVB9 9928 15595 0.18% 0.019%
17 7.728 798 806 812 rBV 835758 1393073 16.06% 1.723%
18 7.787 812 816 839 rVB 302801 689481 7.95% ©.853%
19 7.981 845 849 852 rBV6 7113 10618 0.12% 0.013%
20 8.322 899 907 913 rBV3 23481 43542 0.50% 0.054%
21 8.434 919 926 940 rBV 1085307 1907775 22.00% 2.360%
22 8.546 940 945 953 rVB 34365 65916 0.76% 0.082%
23  8.810 984 990 994 rBV3 15526 28938 0.33% 0.036%
24 8.881 994 1002 1016 rVV 1307187 2248563 25.92% 2.781%
25 9.034 1023 1028 1034 rVB5 16536 29109 0.34% 0.036%
26 9.257 1062 1066 1073 rVB10O 6143 11185 ©0.13% 0.014%
27  9.428 1090 1095 1101 rVB10O 5289 12224 0.14% 0.015%
28 9.593 1112 1123 1137 rBV 1157027 2028705 23.39% 2.509%
29 9.846 1161 1166 1173 rVB9 6541 13417 0.15% 0.017%
30 10.128 1205 1214 1228 rBV 1548786 2891281 33.33% 3.576%
31 10.234 1229 1232 1235 rVV5 12585 22875 0.26% 0.028%
32 10.287 1239 1241 1249 rVB5 12007 22234 0.26% 0.027%
33 10.410 1257 1262 1269 rBV 36285 61727 0.71% 0.076%
34 10.493 1269 1276 1283 rVV 1215600 2043160 23.56% 2.527%
35 10.552 1283 1286 1292 rVB7 19503 32233  0.37% 0.040%

36 10.646 1294 1302 1321 rBV 1428714 2668097 30.76%  3.300%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020853.D

Acqg On : 09 Jul 2024 06:09
Operator : MA/JU

Sample : P3084-06

Misc :

ALS Vvial : 26 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-BP062524.MA.M
Title : SVOA CALIBRATION
37 11.040 1365 1369 1373 rBV6 5244 8827 0.10% 0.011%
38 11.157 1384 1389 1399 rVvB3 11769 27810 0.32% 0.034%
39 11.310 1409 1415 1419 rBvVv7 8998 19717 0.23% 0.024%
40 12.093 1542 1548 1559 rBV2 27082 54140 0.62% 0.067%
41 12.628 1636 1639 1644 rVB7 5369 8717 0.10% 0.011%
42 12.710 1648 1653 1661 rBVv7 9540 23212 0.27% 0.029%
43 12.951 1686 1694 1698 rBV4 24486 40846 0.47% 0.051%
44 12.993 1698 1701 1711 rVB9 6928 14508 0.17% 0.018%
45 13.240 1739 1743 1747 rW 26117 34687 0.40% 0.043%
46 13.287 1747 1751 1768 rVB6 18372 59000 0.68% 0.073%
47 13.587 1795 1802 1806 rBV9 6630 13326 ©0.15% 0.016%
48 13.763 1823 1832 1842 rBV 2765734 4278992 49.33% 5.292%
49 13.875 1849 1851 1856 rVB6 6992 9705 0.11% 0.012%
50 14.045 1870 1880 1894 rBV 3385978 5147417 59.35% 6.366%
51 14.245 1907 1914 1922 rVB 22651 31764 0.37% 0.039%
52 14.357 1922 1933 1941 rVV 2020434 2963669 34.17% 3.666%
53 14.434 1942 1946 1952 rVB 71520 98810 1.14% 0.122%
54 14.616 1970 1977 1988 rBV 260988 548595 6.32% 0.679%
55 14.792 2001 2007 2008 rBV6 11620 18697 0.22% 0.023%
56 15.045 2046 2050 2056 rBV 39167 56917 0.66% 0.070%
57 15.163 2066 2070 2073 rBV 12513 17993 0.21% 0.022%
58 15.192 2073 2075 2077 rVV2 15460 17954 0.21% 0.022%
59 15.222 2077 2080 2087 rVB 21977 35296 0.41% 0.044%
60 15.375 2099 2106 2122 rBV 4540783 6343361 73.13% 7.846%
61 15.510 2122 2129 2143 rBV 1355373 2046704 23.60% 2.531%
62 15.622 2143 2148 2153 rVV3 21074 36257 0.42% 0.045%
63 15.745 2165 2169 2175 rVB 30288 43864 0.51% ©0.054%
64 16.110 2227 2231 2233 rBV4 13432 20642 0.24% 0.026%
65 16.751 2336 2340 2345 rVB 17988 24322 0.28% 0.030%
66 16.839 2352 2355 2359 rVB6 7406 10376 0.12% 0.013%
67 16.922 2366 2369 2371 rBV4 8816 11378 ©0.13% 0.014%
68 16.969 2375 2377 2383 rVB5 18689 24181 0.28% 0.030%
69 17.175 2405 2412 2422 rBV 2370785 3509304 40.46% 4.340%
70 17.275 2422 2429 2441 rVV2 4569640 7042768 81.20% 8.711%
71 17.475 2458 2463 2469 rBV 25510 43843 0.51% 0.054%
72 17.869 2524 2530 2535 rBV 711882 923028 10.64% 1.142%
73 18.104 2565 2570 2580 rBV 150919 270281 3.12% 0.334%
74 18.181 2580 2583 2588 rVB 32704 45884 0©.53% 0.057%
75 18.363 2611 2614 2618 rVB3 27632 32627 0.38% 0.040%

76 19.198 2752 2756 2761 rBV2 72610 100335 1.16% 0.124%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020853.D

Acqg On : 09 Jul 2024 06:09
Operator : MA/JU

Sample : P3084-06

Misc

ALS Vvial : 26 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-BP062524.MA.M
Title : SVOA CALIBRATION
77 19.275 2766 2769 2776 rVB 52155 79703 0.92% 0.099%

78 19.439 2793 2797 2803 rBV2 145765 252123 2.91% ©.312%
79 19.663 2828 2835 2843 rBV 5942764 8327815 96.01% 10.300%
80 21.622 3162 3168 3177 rBV2 2120042 3736631 43.08% 4.622%
81 24.751 3688 3700 3711 rVB 3159638 8673660 100.00% 10.728%
82 24.968 3729 3737 3748 rVB2 1465778 4027892 46.44%  4.982%

Sum of corrected areas: 80852915
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP©20853.D

Acqg On : 09 Jul 2024 06:09
Operator : MA/JU

Sample : P3084-06

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP020853.D\data.ms

6000000
5000000
4000000
3000000

2000000

10.128
10,646
48881 gogo 1040

1000000 7.728
6.92 7 78
3
ole: 260° f\ 3987444@5 4.887 5.315.63B16 6660842 | |7.422 798B3 46890094532 9848 21004310  12.093 12528

Time--> 3.00 3.50 4.00 450 5.00 5.50 600 650 7.00 750 8.00 850 9.00 950 10. 00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP020853.D\data.ms

19.663
6000000

5000000 15375 17,975

4000000
14.045

3000000 13.763

2000000 14.357

15.510
1000000 17.869

o 2B 563,784, %ﬁm@@ 256,110 _ 16GERE Hﬂh_&ﬁms 199i883

Time--> 13.00 13.50 14. OO 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: BP020853.D\data.ms

6000000
5000000
4000000 24,751
3000000

2000000 4.968

1000000

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_P\Data\BP070824\
Data File : BP©20853.D

Acqg On : 09 Jul 2024 06:09
Operator : MA/JU

Sample : P3084-06

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.346 2.61 ng/ul 181509 1,4-Dichlorobenzene-d4 7.728

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 83
4 Hexanal 100 C6H120 000066-25-1 78
5 Hexanal 100 C6H120 000066-25-1 45
Abundance Scan 231 (4.346 min): BP020853.D\data.ms (-226) (-) m/z 44.05 100.00%
44.0
e
‘ h ; 4.00 4.20 4.40 4.60
O M| 109.1 1030 267.1 341.0398.9 48385431 1. 41 65 92.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4250: Hexana
44.0
5000 LI L L L LN BN R
4.00 4.20 4.40 4.60
m/z 56.05 90.24%
O‘\\‘\ ‘“‘\L‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4248: Hexanal
44.0
‘YTY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_T
4.00 4.20 4.40 4.60
5000 m/z 43.05 64 .56%
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 #4249: Hexanal R ARRaEEE s s
44.0 4.00 4.20 4.40 4.60
m/z 57.05 62.79%
- JQ/L
o"m, R .
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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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP070824\

Data File : BP©20853.D

Acqg On : 09 Jul 2024 06:09
Operator : MA/JU

Sample : P3084-06

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
: SVOA CALIBRATION

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

Concentration Rank 1

Peak Number 2 1-Hexanol, 2-ethyl-

R.T. EstConc Area Relative to ISTD R.T.
7.787 9.90 ng/ul 689481 1,4-Dichlorobenzene-d4 7.728
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-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 59

Abundance Scan 816 (7.787 min): BP020853.D\data.ms (-812) (-) m/z 57.10 100.00%

57.1
5000

BERRREEEE N RN R
7.40 7.60 7.80 8.00 8.20

2011791 2831 367.0 434.7 518.1 )
o_H‘qJH‘%HH_m‘mwH_m‘wwww_m_ m/z 41.05 37.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-

57.0

L

5000 A T
7.40 7.60 7.80 8.00 8.20
ITI

z 43.05 30.87%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0

7.40 7.60 7.80 8.00 8.20

O

5000 m/z 55.10 26.91%
o_‘”H"HJ‘mH_HWHww_m‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl- REENEEER S S
57.0 7.40 7.60 7.80 8.00 8.20

m/z 56.05 21.28%

5000 /Jk
0 mAJH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP©20853.D

Acqg On : 09 Jul 2024 06:09
Operator : MA/JU

Sample : P3084-06

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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.
17.869 5.26 ng/ul 923028  Phenanthrene-d1e 17.175
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 93
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 91
4 1-(3-Amino-4,6-dimethylthieno[2,. 220 C11H12N20S 052505-42-7 50
5 2,5-di-tert-Butyl-1,4- benzoqu1none 220 C14H2002 002460-77-7 45

Abundance Scan 2530 (17.869 min): BP020853.D\data.ms (-2524) (- m/z 205.05 100.00%
571 205.1

5000

U\ M \NI HM\ H \ﬂ 17.50 18.00

276.1
Ll WM ‘m\‘_’7‘“_3‘49‘9”4‘1‘59‘ D189 ' m/z 57.10  82.19%

m/z--> 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
205.0

o

5000
17. 50 18 OO
m/z 217.20 60.93%
l J135.0
ok ’J‘\‘L“Uph‘\iu‘ﬂ 276.0
miz--> 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
17. 50 18 OO
5000 m/z 175.10  50.17%
205.0
0 H‘LHM$MWW%WVM‘HLEZ§9‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene L
205.0 17. 50 18 OO

m/z 55.10  48.65%

57.0
5000
135.0
276.0

m/z--> 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\BP070824\
Data File : BP020853.D

Acqg On : 09 Jul 2024 06:09
Operator : MA/JU

Sample : P3084-06

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524.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 4.346 2.6 ng/ul 181509 1 7.728 1393070 20.0
1-Hexanol, 2-et... 7.787 9.9 ng/ul 689481 1 7.728 1393070 20.0
7,9-Di-tert-but... 17.869 5.3 ng/ul 923028 4 17.175 3509300 20.0
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