LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22834.D

Acqg On : 22 Nov 2022 20:58
Operator : CG/JU

Sample : N5593-11

Misc :

ALS Vvial : 56 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_ N\Methods\SFAM-EPA-BN111522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22834.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.134 21 25 29 rBV 29717 42826 1.70% ©.173%
2 3.176 29 32 36 rV 18609 28886 1.15% 0.117%
3 3.211 36 38 49 rVB 16160 26427 1.05% 0.107%
4 3.617 104 107 123 rBV 101396 182440 7.25% 0.737%
5 3.846 141 146 152 rVB2 8033 14222 0.56% 0.057%
6 3.940 159 162 166 rBV3 4179 5774 0.23% 0.023%
7 4.487 248 255 267 rVB 196998 332357 13.20% 1.342%
8 4.917 323 328 342 rVB 40163 61730  2.45%  0.249%
9 7.017 679 685 693 rBv 98555 164229 6.52% 0.663%
10 7.181 706 713 724 rBV 351142 557857 22.16% 2.253%
11 7.369 737 745 756 rBV 337566 544292 21.62% 2.198%
12 7.846 819 826 835 rBv 273106 437004 17.36% 1.765%
13 8.569 942 949 964 rBV 290439 475841 18.90% 1.922%
14  9.022 1019 1026 1039 rBV 451715 751940 29.87%  3.036%
15 9.746 1143 1149 1162 rBV 368951 611353 24.28% 2.469%

16 10.287 1234 1241 1261 rBV 496129 846369 33.62%
17 10.663 1298 1305 1314 rBV 418477 702717 27.91%
18 10.810 1323 1330 1345 rBV 427573 783642 31.13%
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19 11.487 1440 1445 1452 rBvV2 1458 3315 0.13% 013%
20 12.210 1565 1568 1573 rBV3 1863 3054 0.12% 012%
21 12.263 1573 1577 1585 rVB2 6136 10465 0.42% 042%

22 13.934 1854 1861 1878 rVB 1067592 1435749 57.03%
23 14.210 1901 1908 1921 rBV 1147861 1650852 65.57%
24 14.516 1953 1960 1969 rBV 686025 973854 38.68%
25 14.740 1992 1998 2015 rBV 68959 143105 5.68%
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26 15.510 2123 2129 2140 rBV 1479586 2073517 82.36%
27 15.645 2145 2152 2166 rVV 532493 746421 29.65%
28 15.751 2166 2170 2176 rVB3 5237 7450  0.30%
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29 17.269 2422 2428 2439 rBV 821614 1137987 45.20% 595%
30 17.369 2439 2445 2458 rBV2 1605874 2273107 90.29% 179%
31 17.939 2539 2542 2545 rBV4 2984 3986 0.16% ©0.016%
32 18.163 2575 2580 2590 rBV2 28871 38889 1.54% ©.157%
33 18.245 2590 2594 2595 rBV2 2000 2718 ©.11% 0.011%
34 18.263 2595 2597 2602 rVB2 4224 4813 0.19% ©.019%
35 18.992 2717 2721 2725 rBV5 4144 5648 0.22% ©.023%
36 19.233 2758 2762 2768 rBV2 17722 25924 1.03% ©.105%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22834.D

Acqg On : 22 Nov 2022 20:58
Operator : CG/JU

Sample : N5593-11

Misc

ALS Vvial : 56 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_ N\Methods\SFAM-EPA-BN111522.M
Title : SVOA CALIBRATION
37 19.310 2770 2775 2781 rBV 16519 24626 ©.98% ©0.099%
38 19.386 2785 2788 2791 rVB4 5358 5152 ©.20% 0.021%
39 19.445 2794 2798 2805 rBV 29246 40734 1.62% 0.164%
40 19.592 2821 2823 2827 rVB4 4841 5067 0.20% 0.020%
41 19.675 2830 2837 2851 rBV 1911142 2517538 100.00% 10.166%
42 20.704 3009 3012 3015 rBv4 7615 11347 0.45% 0.046%
43 21.469 3137 3142 3151 rBV 934035 1221563 48.52% 4.933%
44 23.110 3419 3421 3427 rVB 40467 55763 2.21% ©.225%

45 23.71@ 3515 3523 3535 rBV2 1237241 2506601 99.57% 10.122%
46 23.863 3542 3549 3559 rVB2 573523 1156357 45.93% 4.670%
47 24.451 3646 3649 3658 rVB2 54097 108482 4.31% ©0.438%

Sum of corrected areas: 24763990
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
BN©22834.D

: 22 Nov 2022 20:58
: CG/JU
: N5593-11

: 56  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN022834.D\data.ms
1500000
1000000
500000 9.022 10'287102613810
7.18169 9.746
7.846 8.569
4.487
3.617 7.01
O%@ﬂ | 334980 J\ 4.917 11.487
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\ =T ]‘Y_Yi
Time-> 3.00 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BN022834.D\data.ms
19.675
17.369
1500000 15.510
14.210
13.934
1000000
17.269
14.516
15.645
500000
0 ; 14.740 15.751 { 17948683  18.9094 2
e R e e
Time--> 12.00 12550 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN022834.D\data.ms
1500000
23.710
1000000 21.469
:Jl3.863
500000
23.110 24.451
704 A
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
BN©22834.D

: 22 Nov 2022 20:58
: CG/JU
: N5593-11

: 56  Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.

4.917 2.83 ng/ul 61730  1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 23

Abundance Scan 328 (4.917 min): BN022834.D\data.ms (-323) (-) m/z 43.00 100.00%
3.0
5000
101.1 SRS S .
| ‘ 4.60 4.80 5.00 5.20
Ol b 30 2020z 59010 67.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 TT T T T f T T T prrrTy
4.60 4.80 5.00 5.20
101.0 m/z 101.10 21.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R
4.60 4.80 5.00 5.20
5000 ITI/Z 58.00 14.58%
101.0
o Y M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl- R A RBARRRERE
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.38%
5000
15.0 ‘ 101.0
om‘wMw‘m,‘wH:_meu“‘mwHWHWHWHWH I R S —
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22834.D

Acqg On : 22 Nov 2022 20:58
Operator : CG/JU

Sample : N5593-11

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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-... 4.917 2.8 ng/ul 61730 1 7.846 437004 20.0
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