LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM044486.D

Acqg On : 02 Mar 2024 00:32
Operator : MA/JU

Sample : P1496-02

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-BM022324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44486.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.163 9 13 29 rVB 3714110 4463943 72.03% 7.402%
2 3.452 58 62 70 rVB 64984 92480 1.49% 0.153%
3 3.899 135 138 151 rBV 195165 343678 5.55% 0.570%
4 4,228 190 194 201 rVB 46948 67547 1.09% 0.112%
5 5.651 432 436 441 rVB5 6889 12031 0.19% 0.020%
6 6.010 491 497 505 rBV 119346 190869 3.08% 0.317%
7 6.181 520 526 532 rBV 165938 263876 4.26%  0.438%
8 7.334 716 722 731 rVB 305244 487260 7.86% ©.808%
9 7.510 745 752 761 rBV 1049887 1646027 26.56% 2.729%
10 7.692 776 783 796 rBV 995281 1581379 25.52% 2.622%
11 7.787 796 799 804 rVB6 7617 11551 0.19% 0.019%
12 8.175 858 865 873 rBV 705783 1129280 18.22% 1.873%
13 8.251 873 878 886 rVB3 23280 40235 0.65% 0.067%
14 8.563 928 931 936 rBV7 6093 10644 0.17% 0.018%
15 8.910 983 990 1000 rBV 777151 1284245 20.72% 2.130%
16 9.369 1059 1068 1078 rBV 1074143 1808975 29.19%  3.000%
17 9.486 1083 1088 1092 rVB7 6047 10102 0.16% 0.017%
18 9.769 1132 1136 1142 rVB6 7896 12949 0.21% 0.021%
19 10.098 1183 1192 1202 rBV 847548 1439285 23.22% 2.387%
20 10.639 1276 1284 1300 rBV 1218637 2090479 33.73% 3.467%
21 11.022 1341 1349 1356 rBV 935164 1570935 25.35%  2.605%
22 11.069 1356 1357 1363 rVB5 12746 17616 0.28% 0.029%
23 11.175 1367 1375 1388 rBV 938818 1696398 27.37% 2.813%
24 11.592 1440 1446 1451 rVVe6 5303 10973 0.18% 0.018%
25 11.657 1451 1457 1459 rVVe6 6402 11179 0.18% 0.019%
26 11.692 1459 1463 1469 rVB7 5913 11494 0.19% 0.019%
27 12.004 1506 1516 1523 rBV6 17022 48536 0.78% ©0.080%
28 12.610 1613 1619 1624 rBV 25824 43395 0.70% 0.072%
29 13.186 1712 1717 1719 rBV6 7051 10867 0.18% 0.018%
30 13.751 1808 1813 1819 rBV 28551 42730 0.69% 0.071%

31 14.263 1891 1900 1909 rBV 2200859 2983456 48.14%
32 14.527 1934 1945 1955 rBV 2569437 3857544 62.24%
33 14.833 1990 1997 2004 rBV 1352265 1963992 31.69%
34 14.921 2007 2012 2016 rVv2 18486 25474  0.41%
35 15.057 2029 2035 2047 rBV3 89734 262438  4.23%

OO WO pH
N
Ul
~N
3R

36 15.510 2105 2112 2120 rVB6 13190 25243 0.41% 0.042%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM044486.D

Acqg On : 02 Mar 2024 00:32
Operator : MA/JU

Sample : P1496-02

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-BM022324.MA.M
Title : SVOA CALIBRATION
37 15.821 2158 2165 2177 rBV 3038621 4617381 74.50% 7.657%
38 15.951 2180 2187 2198 rVV 774531 1122357 18.11% 1.861%
39 16.062 2201 2206 2212 rVB6 15649 29332 0.47% 0.049%
40 16.392 2256 2262 2264 rBV7 4563 6276 0.10% 0.010%
41 16.609 2295 2299 2303 rVB5 10610 15794 0.25% 0.026%
42 17.180 2392 2396 2401 rVB5 9064 12797 0.21% 0.021%
43 17.262 2406 2410 2412 rVB4 4893 6777 0.11% 0.011%
44 17.580 2456 2464 2474 rBV 1522618 2169269 35.00% 3.597%
45 17.680 2474 2481 2497 rVV2 3596258 5094157 82.20% 8.447%
46 17.880 2511 2515 2516 rBv4 6002 7689 0.12% 0.013%
47 18.262 2575 2580 2587 rBV 128560 169201 2.73% 0.281%
48 18.492 2614 2619 2624 rBV3 20359 31964 ©0.52% 0.053%
49 18.568 2628 2632 2634 rBv4 5948 6876 0.11% 0.011%
50 18.739 2659 2661 2665 rVB4 6081 7131  0.12% 0.012%
51 18.974 2698 2701 2704 rBV5 6799 10296 0.17% 0.017%
52 19.533 2791 2796 2801 rBv2 43596 66594 1.07% 0.110%
53 19.598 2803 2807 2812 rBV 41565 57759 0.93% 0.096%
54 19.680 2818 2821 2825 rVB6 8117 10858 0.18% 0.018%
55 19.762 2831 2835 2841 rBV6 16379 24159 0.39% 0.040%
56 19.915 2858 2861 2863 rBV3 17418 18472 0.30% 0.031%
57 19.962 2863 2869 2878 rVV 4598109 5956632 96.11% 9.877%
58 21.762 3169 3175 3185 rBV 1797911 2392328 38.60% 3.967%

59 24.185 3579 3587 3606 rVB2 2848954 6197645 100.00% 10.277%
60 24.356 3609 3616 3630 rVB 1230073 2704227 43.63% .484%

IN

Sum of corrected areas: 60305076
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 02 Mar 2024 00:32
: MA/JU
. P1496-02

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
BM044486.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM022324 .MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM044486.D\data.ms
40000001453
3000000
2000000
10.639
7.5 9.369
1000000 92 617 8910 10.098 11102275
7.33
3.899 81
OJbﬁsz T T T ‘ \4.\2\28\ ’ T T T T ‘ T T T T ‘5.\6\5]\- ?lﬁ\ T ‘ T T T T ‘ T T L‘ T \7\8\7’ J\zsjs’.563 T T ‘ T T T \.4‘8\9\'7\6\9‘ T T T T ‘ LI T ]\- ‘.0\ \9\ \J-‘ T T \‘
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM044486.D\data.ms
19.962
4000000
17.680
15.821
3000000
14.527
14.263
2000000
17.580
14.833
1000000 15.951
57 o182 199H88B15
2.004 12610 13.186 13.751 144 15.510 ||16.0626.382609 117.862 ||/17.880  [1EBIBBIBRI74
e e R B A e e R e e e N e
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM044486.D\data.ms
4000000
24.185
3000000
2000000 21.762
4.356
1000000
0 T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44486.D

Acqg On : 02 Mar 2024 00:32
Operator : MA/JU

Sample : P1496-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.163 79.06 ng/ul 4463940 1,4-Dichlorobenzene-d4 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 13 (3.163 min): BM044486.D\data.ms (-9) (-) m/z 73.05 100.00%
73.0
5000
43.0
‘ ‘ 3.203.303.403.503.60
Ol il b Ml 12010 12801468 1768 1/, 43.00  36.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T[T T T[T TT I [TT1
43.0 3.203.303.403.503.60
‘ m/z 55.00  25.93%
0\’\‘}‘\\“\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 80 100 120 140 160 180
Abundance #5060. Butane, 2-methoxy-2-methyl-
73.0
RRARER R o e R
3.203.303.403.503.60
5000 m/z 87.05 24.08%
55.0
o m‘m‘““1‘0‘1‘-9“_”‘_m,w_
miz--> 80 100 120 140 160 180
Abundance #15764.2,2/L1Tnnethyh3—pentanol R REAREE R s
73.0 3.203.303.403.503.60
m/z 41.00 11.81%
5000 55.0
29 O
0 A HU 197.0 115.0
‘,H“““‘ ““““““‘_“““““H“‘ ARERERERERAEEOREaESE R e
m/z--> 80 100 120 140 160 180 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44486.D

Acqg On : 02 Mar 2024 00:32
Operator : MA/JU

Sample : P1496-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 2 Cyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.010 3.38 ng/ul 190869 1,4-Dichlorobenzene-d4 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol 100 C6H120 000108-93-0 95
2 2-Hexen-1-o0l, (Z)- 100 C6H120 000928-94-9 91
3 Cyclohexanol 100 C6H120 000108-93-0 91
4 Cyclohexanol 100 C6H120 000108-93-0 90
5 Cyclohexanol 100 C6H120 000108-93-0 90
Abundance Scan 497 (6.010 min): BM044486.D\data.ms (-491) (-) m/z 57.00 100.00%
57.0
5000 82.1 /X
RARRE R
m‘ “ 349 09.0 5.60 5.80 6.00 6.20 6.40
Ob el e 1380 2090 T e) 10 42.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4266: Cyclohexanol
57.0
5000 82.0 HRBSAN B e
5.60 5.80 6.00 6.20 6.40
m/z 67.00  27.29%
29.0 “
O' \\1\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4292: 2-Hexen-1-ol, (2)-
57.0
el et
5.60 5.80 6.00 6.20 6.40
5000 m/z 44.00 25.50%
82.0
29.0
om_H‘H“ L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4275: Cyclohexanol Raame e e A
57.0 5.60 5.80 6.00 6.20 6.40
m/z 41.00 19.75%
5000 82.0
29.0 M
OM T
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44486.D

Acqg On : 02 Mar 2024 00:32
Operator : MA/JU

Sample : P1496-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 Cyclohexanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.181 4.67 ng/ul 263876 1,4-Dichlorobenzene-d4 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 94
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 87
5 Cyclohexanone 98 C6H100 000108-94-1 86
Abundance Scan 526 (6.181 min): BM044486.D\data.ms (-520) (-) m/z 54.95 100.00%

55.0
5000 98.0

5.80 6.00 6.20 6.40 6.60
el g L1470 2079 hs 42,05 62.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3562: Cyclohexanone
55.0
98.0

5000 LB
5.80 6.00 6.20 6.40 6.60

m/z 98.00 42.04%

o

27.0 H
O\\\\‘\‘U\\\\\1‘\\\\Hl\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3560: Cyclohexanone
55.0
AR
5.80 6.00 6.20 6.40 6.60
5000 m/z 69.00 28.34%
27.0 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3561: Cyclohexanone s R
55.0 5.80 6.00 6.20 6.40 6.60

m/z 41.00 27.61%

5000
27.0 98.0
h \\‘ h 1

Oy bk b N
miz--> 20 40 60 80 100 120 140 160 180 200 220 5.80 6.00 6.20 6.40 6.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM044486.D

Acqg On : 02 Mar 2024 00:32
Operator : MA/JU

Sample : P1496-02

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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|

Butane, 2-metho... 3.163 79.1 ng/ul 4463940 1 8.175 1129280 20.0
Cyclohexanol 6.010 3.4 ng/ul 190869 1  8.175 1129280 20.0
Cyclohexanone 6.181 4.7 ng/ul 263876 1 8.175 1129280 20.0
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