LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062724\
Data File : BGO61750.D

Acqg On : 27 Jun 2024 22:28
Operator : MA/JU

Sample : P2898-12

Misc :

ALS Vvial : 16 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-BG062024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61750.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.458 25 29 35 rvB3 19780 34745 1.28% 0.136%
2 3.552 42 45 47 rVB4 4762 4290 0.16% 0.017%
3 3.804 84 88 92 rBV3 4293 6224 0.23% 0.024%
4 3.875 96 100 109 rBV 122583 213885 7.89% 0.837%
5 4.110 137 140 143 rBV4 4695 5789 0.21% 0.023%
6 4.175 149 151 154 rBvV2 4944 4296 0.16% 0.017%
7 4.216 154 158 161 rVv2 7337 8963 ©0.33% 0.035%
8 4.580 212 220 228 rVB3 64368 107974 3.98% 0.423%
9 5.132 309 314 319 rVB3 12033 22312 0.82% 0.087%
10 5.303 342 343 347 rBV3 4507 5110 0.19% 0.020%
11 5.520 378 380 384 rVB5S 4193 4682 0.17% 0.018%
12 5.579 387 390 392 rBV4 4672 5586 0.21% 0.022%
13 5.884 437 442 446 rBV6 4855 9305 0.34% 0.036%
14 6.090 474 477 481 rBVS 7113 10523 0.39% 0.041%
15 6.401 523 530 532 rBV3 2366 4461 0.16% 0.017%
16 6.995 629 631 634 rBv4d 3621 4687 0.17% 0.018%
17 7.195 660 665 677 rVB 123696 205279 7.57% 0.804%
18 7.377 689 696 705 rVB 318012 524731 19.35% 2.054%
19 7.500 715 717 721 rBV3 4544 4823 0.18% 0.019%
20 7.582 724 731 740 rVB 317114 536441 19.78% 2.100%
21 7.741 754 758 761 rBV3 10606 13958 0.51% 0.055%
22 8.058 800 812 816 rBV 264894 459147 16.93% 1.797%
23 8.105 816 820 827 rVB2 149372 229067 8.45% 0.897%
24 8.646 907 912 917 rVB4 8423 14541 0.54% 0.057%
25 8.746 922 929 938 rBV2 258154 461799 17.03% 1.808%
26 8.881 946 952 957 rVB3 15538 27044 1.00% 0.106%
27 9.034 976 978 981 rBV2 4619 5032 0.19% 0.020%
28 9.151 994 998 1002 rBV5 5569 8278 0.31% 0.032%
29 9.222 1002 1010 1018 rVB 400058 718055 26.48% 2.811%
30 9.374 1031 1036 1041 rBV6 12471 18614 0.69% 0.073%
31 9.509 1055 1059 1063 rBvV3 2934 4714 0.17% 0.018%
32 9.768 1099 1103 1108 rVB5 4913 8270 0.31% 0.032%
33 9.938 1123 1132 1143 rBV 326242 600151 22.13% 2.349%
34 10.144 1165 1167 1168 rBV 6396 4113 0.15% 0.016%
35 10.226 1178 1181 1183 rBvV2 3455 4108 0.15% 0.016%
36 10.262 1185 1187 1191 rVB3 4109 4948 0.18% 0.019%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062724\
Data File : BGO61750.D

Acqg On : 27 Jun 2024 22:28
Operator : MA/JU

Sample : P2898-12

Misc :

ALS Vvial : 16 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-BG062024.MA.M
Title : SVOA CALIBRATION
37 10.379 1200 1207 1210 rBV3 5275 9609 ©.35% 0.038%
38 10.479 1217 1224 1238 rVB 459521 841052 31.02%  3.292%
39 10.708 1258 1263 1264 rBvV3 3712 5581 0.21% 0.022%
40 10.767 1269 1273 1281 rVV8 10269 23757 0.88% 0.093%
41 10.867 1282 1290 1301 rVV 391877 728955 26.88% 2.854%
42 10.996 1304 1312 1323 rVB 477035 848536 31.29% 3.322%
43 11.143 1333 1337 1338 rBvV 3780 4483 0.17% 0.018%
44 11.301 1359 1364 1366 rBV3 3818 6973 0.26% 0.027%
45 11.513 1394 1400 1401 rBvV2 5843 79106 0.29% 0.031%
46 11.625 1415 1419 1424 rBv4 3930 7971 0.29% 0.031%
47 11.725 1432 1436 1439 rBV6 4808 9038 0.33% 0.035%
48 11.777 1442 1445 1447 rBV4 3119 4640 0.17% 0.018%
49 11.877 1459 1462 1465 rBvV3 4243 6722 0.25% 0.026%
50 12.447 1554 1559 1564 rBv2 11772 17419 0.64% 0.068%
51 12.623 1586 1589 1592 rBV 3292 4103 0.15% 0.016%
52 12.653 1592 1594 1600 rVV5 3439 4842 0.18% 0.019%
53 13.105 1668 1671 1673 rBV4 4434 4562 0.17% 0.018%
54 13.293 1697 1703 1707 rBV5 6587 13884 0.51% 0.054%
55 13.522 1734 1742 1745 rBV2 18987 28125 1.04% 0.110%
56 13.569 1748 1750 1754 rBV5 12340 19764 0.73% 0.077%
57 14.086 1831 1838 1845 rBV 921767 1316080 48.54% 5.152%
58 14.298 1872 1874 1876 rBvV2 3842 4263 0.16% 0.017%
59 14.327 1876 1879 1881 rVWv4 8289 10625 0.39% 0.042%
60 14.380 1881 1888 1896 rVV 975209 1567232 57.80% 6.135%
61 14.433 1896 1897 1902 rVVv2 4320 5032 0.19% 0.020%
62 14.686 1933 1940 1947 rBV 613308 980681 36.17% 3.839%
63 14.756 1948 1952 1956 rVB4 26506 35809 1.32% 0.140%
64 14.856 1962 1969 1976 rBV2 120682 185790 6.85% 0.727%
65 15.091 2006 2009 2013 rBV4 4556 5655 0.21% 0.022%
66 15.326 2045 2049 2050 rBV3 4303 5364 0.20% 0.021%
67 15.350 2050 2053 2058 rVB3 17540 24679 0.91% 0.097%
68 15.403 2058 2062 2064 rBV2 4312 5026 ©0.19% 0.020%
69 15.467 2072 2073 2075 rBV 6263 5102 0.19% 0.020%
70 15.673 2101 2108 2115 rVB 1308986 1957046 72.18% 7.661%
71 15.779 2120 2126 2133 rBV 443362 627192 23.13%  2.455%
72 15.873 2140 2142 2145 rBV4 3697 5710 0.21% 0.022%
73 15.914 2145 2149 2154 rVB6 9878 17534 0.65% 0.069%
74 15.961 2154 2157 2160 rBV4 5367 7836 0.29% 0.031%
75 16.031 2167 2169 2175 rVB4 9994 16895 0.62% 0.066%
76 16.161 2190 2191 2196 rVB 6574 7289 0.27% 0.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062724\
Data File : BGO61750.D

Acqg On : 27 Jun 2024 22:28
Operator : MA/JU

Sample : P2898-12

Misc :

ALS Vvial : 16 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-BG062024.MA.M
Title : SVOA CALIBRATION
77 16.202 2196 2198 2200 rBV 5256 4637 0.17% 0.018%
78 16.448 2237 2240 2243 rBV3 4504 5267 ©0.19% 0.021%
79 16.701 2281 2283 2286 rBV3 4337 4089 0.15% 0.016%
80 17.018 2332 2337 2342 rBvV4 12408 16906 0.62% 0.066%
81 17.371 2395 2397 2399 rBV3 4272 4526 ©0.17% 0.018%
82 17.430 2400 2407 2412 rVV 807473 1231158 45.41% 4.819%
83 17.524 2415 2423 2432 rBV2 1531359 2369758 87.40% 9.277%
84 17.600 2433 2436 2437 rBV3 4941 4419 0.16% 0.017%
85 17.712 2450 2455 2459 rVB3 9634 16301 0.60% 0.064%
86 18.041 2508 2511 2512 rBV3 4209 5196 0.19% 0.020%
87 18.088 2515 2519 2524 rVB 246521 318229 11.74%  1.246%
88 18.264 2545 2549 2551 rVB3 6666 9418 ©0.35% 0.037%
89 18.311 2554 2557 2564 rVVé 12514 19610 0.72% 0.077%
90 18.387 2566 2570 2575 rBV2 17569 28620 1.06% 0.112%
91 18.564 2597 2600 2604 rBV5 9855 12827 0.47% 0.050%
92 18.710 2621 2625 2627 rBV4 5538 7726 0.28% 0.030%
93 18.992 2669 2673 2676 rBV5 4918 9299 0.34% 0.036%
94 19.374 2734 2738 2743 rBV5 28039 40199 1.48% 0.157%
95 19.439 2745 2749 2754 rVB 24406 33325 1.23% 0.130%
96 19.733 2797 2799 2803 rVB4 12823 11970 0.44% 0.047%
97 19.809 2805 2812 2820 rVV 1854152 2711411 100.00% 10.614%
98 21.689 3125 3132 3141 rBV 773783 1238833 45.69% 4.849%
99 24.680 3631 3641 3652 rBV3 885743 2480362 91.48% 9.710%
100 24.903 3669 3679 3688 rBV 459512 1266909 46.73% 4.959%

Sum of corrected areas: 25545706
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 27 Jun 2024 22:28
: MA/JU
: P2898-12

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062724\
BGO61750.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG061750.D\data.ms
1500000
1000000
10.996
500000 9222 o038 10.479 .
731882 g 058 g.746 '
3.875 7.19 81105
RA58p 4.580 T
238 shanpms 0 5.1R36EH18.964096.401  6.995 J.500741 8.6 1973007640 111430 SIERESI 7 12 HAGES
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\’
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG061750.D\data.ms
19.809
17.524
1500000
15.673
1000000 14.084-380
17.480 21.689
14.686
500000 18.779
18.088
4.856
Omgm 1 P 7565 (lEESEs TERaER /R 707 . 0187 JUB. B6718.093993729.733
T T T e T T T T e e P e T T T T T T T T T e
Time--> 13.50 14.00 14.50 15.00 1550 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: BG061750.D\data.ms
1500000
1000000 24.680
500000 4.903
0\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\
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\BG062724\
Data File : BGO61750.D

Acqg On : 27 Jun 2024 22:28
Operator : MA/JU

Sample : P2898-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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.
4.580 4.70 ng/ul 107974  1,4-Dichlorobenzene-d4 8.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 64
3 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 56
4 Hexanal 100 C6H120 000066-25-1 56
5 Hexanal 100 C6H120 000066-25-1 50

Abundance Scan 220 (4.580 min): BG061750.D\data.ms (-212) (-) m/z 40.95 100.00%

41.0

%

5000
81‘-9 165 1846 2208 4.20 4.40 4.60 4.80 5.00
bl Ll A0S T8ED 2209 s 43,95 90.31%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4250: Hexanal
44.0
5000 L L N L BN B R I
4.20 4.40 4.60 4.80 5.00
‘ 720 m/z 56.10 80.53%
O‘\‘\‘\\"\\H\“\‘\!\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4249: Hexanal

44.0

L

flu 1N
LB B L i e

4.20 4.40 4.60 4.80 5.00

5000 m/z 57.00 61.86%
72.0
1000
0 ‘M‘Lk‘JH““‘H‘““W““‘H““‘w““‘u

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #4348: Cyclobutanol, 2-ethyl-
57.0 4.20 4.40 4.60 4.80 5.00

-

m/z-->

m/z 43.00 54.76%
5000
82.0
0 S

20 40 60 80 100 120 140 160 180 200 220

-

4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062724\
Data File : BGO61750.D

Acqg On : 27 Jun 2024 22:28
Operator : MA/JU

Sample : P2898-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 1-Pentanol, 2-ethyl-4-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.105 9.98 ng/ul 229067 1,4-Dichlorobenzene-d4 8.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
3 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
4 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 53
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 53
Abundance Scan 820 (8.105 min): BG061750.D\data.ms (-816) (-) m/z 57.10 100.00%
57.1
5000 J\\
R AREEEERNEEEEE R
‘98.1 143.8 289.3 7.80 8.00 8.20 8.40
ol L ITES 1488 2893 47 41.e0  39.89%
miz--> 50 100 150 200 250 300
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
5000 L A A R L
7.80 8.00 8.20 8.40
m/z 43.00 35.81%
O ]\-8\ q\‘ ‘ ‘\ H‘ \“9\8““.()\‘ T T T ‘ L ‘ L ‘ T T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
ey e e iy
7.80 8.00 8.20 8.40
5000 m/z 55.00 32.78%
98.0
olg'd e e
m/iz--> 50 100 150 200 250 300
Abundance #61072: 1-Isobutoxy-2-ethylhexane R ERARERESE R
57.0 7.80 8.00 8.20 8.40
m/z 56.00 22.78%
5000
L L e
oHH‘M b LUV S P v S
m/z--> 100 150 200 250 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062724\
Data File : BGO61750.D

Acqg On : 27 Jun 2024 22:28
Operator : MA/JU

Sample : P2898-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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.
18.088 5.17 ng/ul 318229  Phenanthrene-d10 17.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 93
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 60
3 (1R,3aR,5aR,9as)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 38
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 38
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 35

Abundance Scan 2519 (18.088 min): BG061750.D\data.ms (-2515) (- | m/z 57.00 100.00%
57.0

205.1
5000
| 1 ek
0 H:‘l;‘w‘!‘l‘l‘x“ﬂ‘ m/z 205.10  68.49%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 —t :

18.00
m/z 41.00 59.14%

09.0 261.0
oL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
NCARET

18 00
5000 m/z 54.95 57.93%
205.0
oL~ M ‘\J ‘H\‘ “mj‘ﬂw“m‘ NHNU\ m I ‘H‘ “ﬂ ‘\ . w “\‘2‘6‘1‘9‘ R R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99357: (1R,3aR,5aR,9aS)-1,4,4,7-Tetramethyl-1,2,3,3a,
205.0 18.00
105.0 m/z 217.10  45.93%
50007 43.0
L1111 719 N |
m/z--> 50 100 150 200 250 300 350 400 450 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062724\
Data File : BGO61750.D

Acqg On : 27 Jun 2024 22:28
Operator : MA/JU

Sample : P2898-12

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 4.580 4.7 ng/ul 107974 1 8.052 459147 20.0
1-Pentanol, 2-e... 8.105 10.0 ng/ul 229067 1 8.052 459147 20.0
7,9-Di-tert-but... 18.088 5.2 ng/ul 318229 4 17.430 1231160 20.0
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