LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092622\
Data File : BM@36754.D

Acqg On : 26 Sep 2022 20:35
Operator : CG/JU

Sample : PB147882BL

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_M\Methods\SFAM-EPA-BM@91522.M
Title : SVOA CALIBRATION
Signal : TIC: BM@36754.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.110 3 4 15 rVB 321874 362501 3.80% 0.342%
2 3.381 46 50 57 rBV 105394 148810 1.56% 0.140%
3 3.810 120 123 139 rBV 1295831 1965672 20.61% 1.854%
4 4.146 175 180 186 rBV 31293 47525 0.50% 0.045%
5 7.157 685 692 704 rVB 1818996 2859715 29.98% 2.697%
6 7.328 715 721 731 rVB 1529525 2417455 25.35% 2.280%
7 7.528 747 755 764 rBV 1794595 2890285 30.31% 2.726%
8 8.004 827 836 843 rBV 1671220 2671957 28.02% 2.520%
9 8.710 949 956 971 rBV 2360399 3726345 39.07% 3.515%
10 9.169 1026 1034 1044 rBV 1822784 2910700 30.52% 2.745%

11 9.892 1149 1157 1170 rBV 1364589 2225155 23.33%
12 10.428 1241 1248 1264 rBV 2232915 3664719 38.43%
13 10.816 1306 1314 1323 rBV 2399655 4032854 42.29%
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14 10.951 1328 1337 1353 rBV 2191737 3794193 39.78% 579%
15 12.974 1521 1528 1534 rBV7 10584 24933  0.26% 024%
16 12.392 1575 1582 1588 rBV 43033 78215 0.82% 074%

17 13.533 1770 1776 1784 rBV 64830 103566  1.09%
18 14.039 1856 1862 1881 rBV 4176407 5800128 60.82%
19 14.321 1903 1910 1920 rBV 4588228 6721559 70.48%
20 14.627 1955 1962 1973 rBV 3952768 5456468 57.21%
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21 14.815 1987 1994 2010 rBV 1701602 2614729 27.42%
22 15.039 2029 2032 2038 rVB7 9104 14074 0.15%
23 15.615 2123 2130 2142 rBV 6367051 8642379 90.62%
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24 15.727 2143 2149 2161 rVV 1394059 1885162 19.77% 778%
25 15.857 2166 2171 2180 rVB2 45890 84672 0.89% 080%
26 16.180 2223 2226 2232 rVB7 5808 12104 0.13% 0.011%
27 16.398 2259 2263 2268 rVB5 13620 16635 0.17% 0.016%
28 16.851 2335 2340 2344 rBV3 14439 20117 ©0.21% ©0.019%
29 17.039 2369 2372 2377 rVB7 10068 16135 ©0.17% 0.015%
30 17.151 2388 2391 2397 rBVS8 8904 15602 0.16% ©0.015%
31 17.368 2421 2428 2438 rBV 4044598 5991401 62.82% 5.651%
32 17.462 2438 2444 2458 rVV 6558672 9175076 96.20%  8.654%
33 17.921 2519 2522 2526 rVB3 14061 17609 0.18% 0.017%
34 19.315 2755 2759 2763 rBV3 61477 79653 0.84% 0.075%
35 19.380 2767 2770 2775 rVV2 62188 82240 0.86% ©0.078%

36 19.750 2827 2833 2846 rBV 7347603 9537308 100.00%  8.996%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092622\
Data File : BM@36754.D

Acqg On : 26 Sep 2022 20:35
Operator : CG/JU

Sample : PB147882BL

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_M\Methods\SFAM-EPA-BM@91522.M
Title : SVOA CALIBRATION

37 20.745 2998 3002 3006 rBV2 162851 210950  2.21% ©.199%
38 21.533 3131 3136 3143 rBV 3729843 4908559 51.47% 4.630%

39 23.815 3517 3524 3531 rBV2 3325520 6620056 69.41% 6.244%
40 23.968 3544 3550 3561 rVB2 2114001 4174494 43.77%  3.937%

Sum of corrected areas: 106021710
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

: 26 Sep 2022 20:35
: CG/JU
: PB147882BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92622\
BM@36754.D

: 16  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Quant Title : SVOA CALIBRATION

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

Time-->

Abundance

7000000
6000000
5000000
4000000
3000000
2000000

1000000
1;\18.381 4.146
0 — N\ —

TIC: BM036754.D\data.ms

8.710 10.428 031851

7.1?'73’ 8528 8.004 9.169
3.810 9.892
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Time-->
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6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM036754.D\data.ms
19.750

15.615 17.462

14.321

14.039 1 14,627 17.3¢8

4.815
15.727

12.0712.392 13.533 k J 5.039 L .8576. 180398 16.35[!33931] 17.921 19%3QJL//

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM036754.D\data.ms

21.533 23.815

3.968

D.745

21.00 21.50 22.00 2250 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092622\
Data File : BM@36754.D

Acq On : 26 Sep 2022 20:35
Operator : CG/JU

Sample : PB147882BL

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.110 2.71 ng/ul 362501 1,4-Dichlorobenzene-d4 8.004

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Scyllo-Inositol, 1-C-methyl- 194 C7H1406 000564-92-1 36
5 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 25
Abundance Scan 4 (3.110 min): BM036754.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000
43.0
ST
3.20 3.30 3.40 3.50
oo b i 11039 1489 19282209  28L( ... 4300  33.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T[T T[T [TTrr]
43.0 3.20 3.30 3.40 3.50
m/z 55.00 24.64%
O\‘\h“\‘\“‘“\‘\\‘\‘”‘H“\‘\‘\‘\:LHO‘:IT.\(\)\‘H\\‘H\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
S RERRENREEES S
3.203.30 3.40 3.50
5000 m/z 87.00 22.72%
43.0
0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15764: 2,2,4-Trimethyl-3-pentanol O R REERE nae
73.0 3.20 3.30 3.40 3.50
m/z 71.0e0 11.81%
5000| 41.0
ol oy M1 1120
m/z--> 20 40 60 80 100120140160180200220240260280 3.20 3.30 3.40 3.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092622\
Data File : BM@36754.D

Acqg On : 26 Sep 2022 20:35
Operator : CG/JU

Sample : PB147882BL

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091522.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|

Butane, 2-metho... 3.110 2.7 ng/ul 362501 1 8.004 2671960 20.0
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