LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120123\
Data File : BP@18532.D

Acqg On : 03 Dec 2023 00:32
Operator : MA/JU

Sample : 05411-13

Misc :

ALS Vvial : 62 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-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18532.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.270 28 31 42 rVB 72243 92271 1.05% 0.115%
2 3.693 99 103 113 rBV 547448 735139 8.35% 0.914%
3 3.934 139 144 147 rVB3 15981 24724 0.28% 0.031%
4 4.022 156 159 167 rVB 43930 60567 ©0.69% 0.075%
5 4.358 212 216 222 rBV 38966 47083 0.53% 0.059%
6 4.540 242 247 251 rVB 66113 87872 1.00% 0.109%
7 4.964 313 319 326 rBV 2786493 3788092 43.03% 4.709%
8 5.728 443 449 455 rBV 177832 253971 2.89% 0.316%
9 6.264 537 540 547 rBv4 10743 20863 0.24% 0.026%
106 7.028 662 670 677 rVB 83885 136293 1.55% 0.169%
11 7.193 688 698 707 rBV 1195301 1852606 21.05% 2.303%
12 7.387 725 731 738 rBvV 252660 403431 4.58% 0.502%
13 7.458 738 743 747 rBv4 10710 21242 0.24% 0.026%
14 7.858 803 811 820 rBV 1469254 2332992 26.50% 2.900%
15 8.228 871 874 878 rBv4 4984 9334 0.11% 0.012%
16 8.569 925 932 939 rBV 320341 503706 5.72% 0.626%
17 9.016 1001 1008 1016 rBV 1292698 2134538 24.25% 2.654%
18 9.187 1032 1037 1041 rBV3 11431 20201 0.23% 0.025%
19 9.452 1078 1082 1084 rVB3 8278 9962 0.11% 0.012%
20 9.740 1125 1131 1138 rBv2 61303 102655 1.17% 0.128%
21 9.816 1140 1144 1147 rVV2 10151 12004 0.14% 015%

22 10.275 1216 1222 1230 rBV 260200 425359  4.83%
23 10.657 1278 1287 1294 rBV 2052302 3410325 38.74%

ocwhOO®
N
i
S
R

24 10.793 1302 1310 1321 rBV 1543189 2632182 29.90% 272%
25 10.869 1321 1323 1329 rVB2 7055 9274 0.11% 012%
26 11.934 1501 1504 1509 rVB3 8037 13123 ©0.15% ©0.016%
27 12.181 1540 1546 1551 rBV3 22932 45423 0.52% 0.056%
28 12.246 1551 1557 1566 rVV3 31814 57072 ©0.65% 0.071%
29 12.534 1600 1606 1609 rBV2 8862 14960 0.17% 0.019%
30 12.646 1619 1625 1629 rBv4 12539 21088 0.24% 0.026%
31 13.116 1700 1705 1713 rVB3 20720 38941 0.44% 0.048%
32 13.393 1744 1752 1757 rBV2 36047 55015 0.62% 0.068%
33 13.775 1813 1817 1819 rBV5 8018 9542 0.11% 0.012%
34 13.816 1819 1824 1828 rVB5 16129 26210 ©.30% ©0.033%
35 13.904 1833 1839 1848 rVB 3732543 5082427 57.73% 6.319%

36 14.181 1879 1886 1893 rBV 3405816 4804180 54.57% 5.973%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120123\
Data File : BP@18532.D

Acqg On : 03 Dec 2023 00:32
Operator : MA/JU

Sample : 05411-13

Misc :

ALS Vvial : 62 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-BP120123.MA.M
Title : SVOA CALIBRATION
37 14.369 1914 1918 1922 rBV3 7859 13652 0.16% 0.017%
38 14.487 1931 1938 1945 rBV 3293976 4782752 54.33% 5.946%
39 14.904 2004 2009 2015 rVV5 7463 14254 0.16% 0.018%
40 15.481 2100 2107 2114 rBV 5364708 7761428 88.17% 9.649%
41 15.592 2121 2126 2132 rBV2 41928 66562 0.76% ©0.083%
42 15.716 2143 2147 2154 rVB 24657 37609 0.43% 0.047%
43 16.051 2200 2204 2207 rBV3 9769 10809 0.12% 0.013%
44 16.169 2218 2224 2233 rVB5 74587 132918 1.51% 0.165%
45 16.428 2262 2268 2276 rBV6 12308 27183 0.31% 0.034%
46 16.916 2345 2351 2353 rBV3 7474 11490 0.13% 0.014%
47 17.016 2366 2368 2372 rVB3 9643 10955 0.12% 0.014%
48 17.234 2399 2405 2414 rBV 3963749 5495812 62.43% 6.833%

49 17.334 2416 2422 2433 rVB 6099862 8237916 93.58% 10.242%

50 18.169 2560 2564 2572 rVB4 50967 85700 ©.97% 0.107%
51 18.586 2631 2635 2640 rBV7 16256 30176 ©.34% ©.038%
52 19.145 2726 2730 2734 rBV3 75899 94503 1.07% 0.117%
53 19.216 2738 2742 2747 rVB 60389 84705 ©.96% 0.105%
54 19.504 2789 2791 2795 rVB4 19856 19003 ©.22% 0.024%
55 19.569 2796 2802 2808 rBV 6860326 8803032 100.00% 10.944%
56 21.316 3094 3099 3106 rBV 3623817 4330163 49.19% 5.383%
57 23.533 3469 3476 3485 rBV2 3569160 6866186 78.00%  8.536%

58 23.686 3496 3502 3514 rVB 2084717 4223881 47.98% 5.251%

Sum of corrected areas: 80435356
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120123\
Data File : BP@18532.D

Acqg On : 03 Dec 2023 00:32
Operator : MA/JU

Sample : 05411-13

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP018532.D\data.ms
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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: BP018532.D\data.ms
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Abundance TIC: BP018532.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120123\
Data File : BP@18532.D

Acqg On : 03 Dec 2023 00:32
Operator : MA/JU

Sample : 05411-13

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.964  32.47 ng/ul 3788090 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 319 (4.964 min): BP018532.D\data.ms (-313) (-) m/z 43.00 100.00%
43.0
5000
101.0 R —
" 4.60 4.80 5.00 5.20
ol 2923 2810  384.3442.55007  m/z 58.95 58.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LN B B I
4.60 4.80 5.00 5.20
m/z 101.00 21.67%
JlOl.O
O‘\J\“\‘l\‘\\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
e A RmaES S
4.60 4.80 5.00 5.20
5000 m/z 58.00 19.11%
101.0
O R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl- T
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.16%
5000
” 101.0
Ol et e SIS S —

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120123\
Data File : BP@18532.D

Acqg On : 03 Dec 2023 00:32
Operator : MA/JU

Sample : 05411-13

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Propanoic acid, 2-hydroxy-2... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.728 2.18 ng/ul 253971 1,4-Dichlorobenzene-d4 7.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 53
2 2-Methyl-3-bromo-2-butanol 166 C5H11BroO 002588-77-4 47
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 45
4 Amylene hydrate 88 C5H120 000075-85-4 45
5 Butanamide 87 C4H9NO 000541-35-5 45
Abundance Scan 449 (5.728 min): BP018532.D\data.ms (-443) (-) m/z 59.00 100.00%
59.0
5000
R A manEE R
150.9 5.40 5.60 5.80 6.00
Ol Mot [ 2110 281.9 3512 4177 5125 y/z 43.00  38.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
5000 L L LR B B
5.40 5.60 5.80 6.00
m/z 40.95 17.75%
O‘\‘\“\J“‘ \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
T S T T
5.40 5.60 5.80 6.00
5000 m/z 68.95 10.04%
151.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4866: 3-Hydroxy-3-methyl-2-butanone PP R
59.0 5.40 5.60 5.80 6.00
m/z 150.95 8.44%
5000
o‘ﬂJ o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120123\
Data File : BP©18532.D

Acqg On : 03 Dec 2023 00:32
Operator : MA/JU

Sample : 05411-13

Misc

ALS Vvial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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|
2-Pentanone, 4-... 4.964 32.5 ng/ul 3788090 1 7.858 2332990 20.0
Propanoic acid,... 5.728 2.2 ng/ul 253971 1 7.858 2332990 20.0
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