LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010826.D

Acqg On : 25 Jun 2022 13:55
Operator : CG/JU

Sample : N3355-04

Misc :

ALS vial : 7 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-BP062322.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10826.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.211 17 21 30 rVB 60260 85972 0.79% 0.082%
2 3.481 64 67 82 rVB 63533 102010 0.93% 0.098%
3 3.617 88 90 107 rBV 624789 890735 8.16% ©0.852%
4 3.846 123 129 133 rBV 53279 82753 0.76% 0.079%
5 3.934 140 144 150 rVB 46511 63371 0.58% 0.061%
6 4.487 235 238 243 rVB4 11129 17574 0.16% 0.017%
7 4.728 274 279 282 rBvV2 11914 15909 0.15% 0.015%
8 4.858 294 301 314 rBvV2 182140 301186 2.76%  0.288%
9 5.440 396 400 408 rBV2 15886 23059 0.21% 0.022%
106 5.816 460 464 469 rVB2 8659 11365 ©0.10% 0.011%
11 6.899 640 648 656 rBV 461925 706400 6.47% 0.676%
12 7.063 666 676 683 rBV 1786388 2781769 25.47% 2.661%
13 7.134 683 688 695 rVB 55915 87792 0.80% 0.084%
14 7.252 702 708 718 rBV 1692524 2662811 24.38% 2.548%
15 7.346 719 724 731 rVB7 13527 23942 0.22% 0.023%
16 7.716 780 787 796 rBV 1874109 2944033 26.96% 2.817%
17 7.793 796 800 806 rVB2 17201 26981 0.25% 0.026%
18 8.440 901 910 921 rBV 1325048 2053124 18.80% 1.964%
19 8.881 977 985 993 rBV 1993158 3175214 29.07% 3.038%
20 9.052 1011 1014 1020 rVB6 10231 14762 0.14% 0.014%
21  9.310 1053 1058 1064 rVB 15266 25107 0.23% 024%

22 9.599 1098 1107 1122 rBV 1435399 2299575 21.05%
23 10.140 1190 1199 1213 rBV 2185525 3517173 32.20%
24 10.516 1255 1263 1271 rBV 2543687 4106644 37.60%
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25 10.663 1275 1288 1302 rBV 1924275 3279491 30.03% 138%
26 11.816 1476 1484 1489 rBV2 11027 19477 0.18% 0.019%
27 12.110 1528 1534 1541 rVB 48525 78432 ©.72% 0.075%
28 13.210 1717 1721 1729 rVB3 14456 24306 ©.22% 0.023%
29 13.345 1739 1744 1750 rBVv4 17120 23107 0.21% 0.022%
30 13.798 1814 1821 1828 rBV 3945425 5371598 49.18% 5.139%

31 14.069 1858 1867 1879 rBV 4484862 6647468 60.86%
32 14.287 1900 1904 1908 rVB3 10597 15280 0.14%
33 14.375 1912 1919 1926 rBV 3364132 4863819 44.53%
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34 14.592 1950 1956 1965 rBV 326501 476828  4.37% 456%
35 14.739 1977 1981 1985 rBV6 7608 10925 0.10% 010%
36 14.810 1988 1993 1999 rVB8 15666 27070  0.25% 0.026%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010826.D

Acqg On : 25 Jun 2022 13:55
Operator : CG/JU

Sample : N3355-04

Misc :

ALS vial : 7 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-BP062322.M
Title : SVOA CALIBRATION
37 15.163 2050 2053 2056 rBV5 7711 10988 0.10% 0.011%
38 15.198 2056 2059 2064 rvv4 8994 16079 0.15% 0.015%
39 15.245 2064 2067 2072 rVB6 12315 15440 0.14% 0.015%
40 15.375 2082 2089 2096 rBV 5996345 8236184 75.41% 7.880%
41 15.492 2103 2109 2124 rBV 1115782 1517695 13.90% 1.452%
42 15.616 2125 2130 2136 rVB2 66561 99851 0.91% 0.096%
43 16.163 2219 2223 2232 rVB5 25198 41547 0.38% 0.040%
44 16.810 2331 2333 2338 rVB5 9530 13566 0.12% 0.013%
45 16.916 2347 2351 2356 rBV3 32416 46544 0.43% 0.045%
46 17.139 2382 2389 2399 rBV 3870108 5344060 48.93% 5.113%
47 17.239 2399 2406 2418 rVV 6178272 8506036 77.88% 8.138%
48 17.339 2420 2423 2428 rVVW5 21256 29109 0.27% 0.028%
49 17.392 2429 2432 2437 rVB5 12962 18229 0.17% 0.017%
50 17.833 2504 2507 2511 rVB4 19245 24824 0.23% 0.024%
51 19.063 2712 2716 2721 rBV2 82378 110204 1.01% 0.105%
52 19.133 2724 2728 2732 rVB 78297 99090 0.91% 0.095%
53 19.486 2782 2788 2796 rBV 7727237 9912163 90.76% 9.484%
54 20.980 3039 3042 3047 rBV 221869 243618 2.23% 0.233%
55 21.251 3083 3088 3094 rBV 4727385 6053464 55.43% 5.792%

56 23.468 3458 3465 3476 rVB2 5609676 10921803 100.00% 10.449%
57 23.621 3484 3491 3499 rVB2 3207586 6402440 58.62% 6.126%

Sum of corrected areas: 104519996
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 Jun 2022 13:55
: CG/IU
: N3355-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
BP010826.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP010826.D\data.ms

10.516
10.140
8.881
706%52 7.716 0.663

8.440 9.599
3.617 6.89

o2 48138084 4497 f‘z%g 5.440 5816 | 7134346 798 05.310

Time-->

350 4.00 4.50 500 5.50 600 6.50 7.00 7.50 800 8.50 900 950 10.00 10.50 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP010826.D\data.ms
19.486

15.375 17.239

14.069
13.798 17.139
14.375

15.492
4.592 199633
(BIE.110 13121845 4.287 184789 616 16.163 16.68ML 17.833

Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP010826.D\data.ms

7000000

23.468
6000000
21.251
5000000
23.621

4000000

3000000

2000000

1000000 20.980

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

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\BP062522\
Data File : BP010826.D

Acqg On : 25 Jun 2022 13:55
Operator : CG/JU

Sample : N3355-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.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.
4.858 2.05 ng/ul 301186 1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
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 32
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 301 (4.858 min): BP010826.D\data.ms (-294) (-)
43.0

5000

101.1

o ALl am02s26 w07 ss sonr

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

‘ 101.0

M\

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

43.0

5000
101.0

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

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000

101.0

i ]

m/z 43.00 100.00%

4.60 4.80 5.00 5.20

m/z 58.95 56.10%

4.60 4.80 5.00 5.20

m/z 101.05 20.14%

|

4.60 4.80 5.00 5.20

m/z 58.00 16.32%

|

4.60 4.80 5.00 5.20

m/z 41.05 9.53%

ol

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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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010826.D

Acqg On : 25 Jun 2022 13:55
Operator : CG/JU

Sample : N3355-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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-... 4.858 2.0 ng/ul 301186 1  7.716 2944030 20.0
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