LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@43025\
Data File : VY022085.D

Acqg On : 30 Apr 2025 16:18
Operator : SY/MD

Sample : Q1907-01

Misc : 6.51g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042225S5.M
Title : SW846 8260
Signal : TIC: VY@22085.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.489 119 126 135 rBV9 6784 21541 1.03% ©0.185%
2 4.610 463 474 487 rBv2 11288 35918 1.72% 0.309%
3 7.628 959 969 975 rBvV 284037 687991 32.89% 5.910%
4 7.707 975 982 995 rVB 424185 992159 47.42%  8.522%
5 8.061 1030 1040 1056 rBV 199811 449704 21.50% 3.863%
6 8.609 1120 1130 1145 rBV 720786 1399782 66.91% 12.024%
7 9.073 1199 1206 1210 rBV7 11360 28488 1.36% 0.245%
8 9.384 1248 1257 1264 rVB2 16138 32812 1.57% 0.282%
9 9.530 1274 1281 1289 rBV2 18414 36560 1.75% 0.314%
106 9.859 1329 1335 1342 rBV5 14509 36090 1.73% 0.310%

11 10.103 1367 1375 1391 rVV 1216647 2092089 100.00% 17.971%

12 10.268 1395 1402 1412 rVB3 24526 67750 3.24% 0.582%
13 10.445 1421 1431 1438 rVB 95885 189264 9.05% 1.626%
14 10.542 1438 1447 1452 rBV3 32413 65535 3.13% ©0.563%
15 10.640 1459 1463 1467 rVB4 15253 21811 1.04% ©.187%
16 10.731 1473 1478 1484 rVB2 28868 46414  2.22% ©.399%
17 10.829 1484 1494 1501 rBV7 17645 47511 2.27%  ©0.408%
18 10.902 1501 1506 1507 rVV2 17216 28752 1.37% ©.247%
19 10.926 1507 1510 1513 rVV3 29606 50966 2.44% 0.438%
20 10.957 1513 1515 1519 rVv2 31543 48226 2.31% 0.414%
21 11.011 1519 1524 1530 rVV 145703 261823 12.51%  2.249%
22 11.066 1530 1533 1538 rWV 37046 62240 2.98% ©0.535%
23 11.127 1538 1543 1548 rVVv2 32685 68165 3.26% ©.586%
24 11.219 1548 1558 1567 rVB2 98164 188659 9.02% 1.621%
25 11.414 1582 1590 1600 rBV 1001027 1611655 77.04% 13.844%
26 11.505 1600 1605 1608 rBV2 19427 31837 1.52% 0.273%
27 11.548 1608 1612 1616 rVB2 35419 51506 2.46%  0.442%
28 11.603 1616 1621 1624 rBv4 15348 28884 1.38% 0.248%
29 11.658 1624 1630 1637 rBV6 48714 116775 5.58% 1.003%
30 11.822 1651 1657 1666 rVB 35454 67521 3.23% ©.580%
31 11.926 1666 1674 1680 rBV3 56200 137357 6.57% 1.180%
32 12.127 1702 1707 1711 rW 61225 98015 4.69% 0.842%
33 12.255 1724 1728 1733 rVB2 24243 40158 1.92% 0.345%
34 12.401 1746 1752 1760 rBV 672962 1065371 50.92% 9.151%
35 12.475 1760 1764 1771 rVWV5 15943 34149 1.63% ©.293%
36 12.572 1772 1780 1787 rVB8 18629 44145 2.11% 0.379%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@43025\
Data File : VY022085.D

Acqg On : 30 Apr 2025 16:18
Operator : SY/MD

Sample : Q1907-01

Misc : 6.51g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042225S5.M
Title : SW846 8260
37 12.712 1797 1803 1815 rVB3 69599 136724 6.54% 1.174%
38 13.346 1900 1907 1916 rVB 623810 974220 46.57% 8.368%
39 13.883 1990 1995 2004 rVB2 61575 105057 5.02% ©0.902%
40 14.255 2052 2056 2060 rVB 21046 28526 1.36% ©0.245%
41 14.590 2105 2111 2118 rBv4 16150 35024 1.67% 0.301%
42 14.858 2151 2155 2164 rBvV5 9502 22281 1.07% 0.191%
43 15.145 2196 2202 2208 rBV 31195 52312 2.50% 0.449%
Sum of corrected areas: 11641767
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY043025\

: VY022085.D

: 30 Apr 2025 16:18

: SY/MD

: Q1907-01

: 6.51g/5.0mL/MSVOA_Y/SOIL/A
17

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042225S.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: VY022085.D\data.ms

2.489 4.610

0
Time-->

1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: VY022085.D\data.ms

10.103

11.414

8.609

7.707

7.6

8.061
1.011

10.445 11.219
10268 Jw%#w&

9. 073

0
Time-->
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—— —T — — T S <
9 00 9.50 11 50
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Abundance
1200000

1000000

800000

600000

400000

200000

TIC: VY022085.D\data.ms

12.401

13.346

13.883
/\

Time-->

‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14. 50 15 00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@43025\
Data File : VY022085.D

Acqg On : 30 Apr 2025 16:18
Operator : SY/MD

Sample : Q1907-01

Misc : 6.51g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042225S.M
Quant Title : SW846 8260

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 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.445 5.87 ug/l 189264  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 87
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 87
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 86
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 83
Abundance Scan 1431 (10.445 min): VY022085.D\data.ms (-1421) (- | m/z 97.10 100.00%
97.1
55.1
5000
LY
I H“ L 193.0 281 e
0 Aol PSP 592 m/z 55.10 72.28%
miz--> 50 100 150 200 250
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
550 97.0
5000 . W
10.50
m/z 112.10  37.87%
O ].\5‘.9“\ H‘ ‘M\ hh‘ \‘h T H’ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans) j\/\
55.0 j\
97.0
10.50
5000 m/z 41.05 35.14%
om0 LU
miz-> 50 100 150 200 250 /\/\AJW
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis- e
550 97.0 10.50
m/z 56.05 29.95%
5000
oiso Ll M\W
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@43025\
Data File : VY022085.D

Acqg On : 30 Apr 2025 16:18
Operator : SY/MD

Sample : Q1907-01

Misc : 6.51g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042225S.M
Quant Title : SW846 8260

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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.012 8.12 ug/1 261823  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 1,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 68
3 Isocytosine 111 C4H5N30 000108-53-2 64
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 59
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59

Abundance Scan 1524 (11.011 min): VY022085.D\data.ms (-1519) (- m/z 111.10 100.00%

111.1
69.1
5000
55.1
41.1 83.1 A
11.00
om_m,uHw“u‘mm“h_HHJmwe‘m%ﬂH‘MM%Z‘?"Z‘H m/z 69.18  68.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 55.0 =
41.0 83.0 11.00
’ m/z 55.10 34.37%
270 | \
0H\‘HH’H\w‘HH‘M‘\H‘\‘H‘\‘\HM"‘HH‘\}H‘HH"HHHH\-}\2\}6\.‘()\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13234: 1,1,4-Trimethylcyclohexane
69.0 111.0
T
11.00
5000 55.0 ITI/Z 41.10 24 .40%
41.0
P B0 ero | 1280
Oy e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6820: Isocytosine 7
111.0 11.00
m/z 83.10 19.56%
5000
43.0 70.0
28.0 ‘
PN T N U O [ YWD 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@43025\
Data File : VY022085.D

Acqg On : 30 Apr 2025 16:18
Operator : SY/MD

Sample : Q1907-01

Misc : 6.51g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042225S.M
Quant Title : SW846 8260

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 Cyclohexane, 1,3,5-trimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.219 5.85 ug/1 188659  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 90
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
3 Cyclohexane, 1,3,5-trimethyl- 126 CO9H18 001839-63-0 87
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 83
5 Cyclohexane, 1,2,4-trimethyl- 126 CSH18 002234-75-5 76
Abundance Scan 1558 (11.219 min): VY022085.D\data.ms (-1548) (- m/z 111.20 100.00%
69.0 111.2
5000
41.1
‘ 11 00 11.50
Ol bl 2081 6o 65 87.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
5000 = R A
11. 00 11.50
m/z 56.25%
15.0 ‘ ‘
O\\\‘\‘\}\\ \\‘\‘\‘\\‘\\“‘HH‘\“\\‘1\‘\‘H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
ll 00 ll 50
5000 41.0 m/z 30.98%
N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13245: Cyclohexane, 1,3,5-trimethyl-
690 1110 11.00 1150
m/z 126.1 29.78%
5000
41.0
0l140 L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@43025\
Data File : VY022085.D

Acqg On : 30 Apr 2025 16:18
Operator : SY/MD

Sample : Q1907-01

Misc : 6.51g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042225S.M
Quant Title : SW846 8260

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 4 1-Methyl-4-(1-methylethyl)-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.712 7.02 ug/l 136724 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 90
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 90
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 90
4 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 90
5 m-Menthane, (1S,3R)-(+)- 140 C1leH20 013837-66-6 87
Abundance Scan 1803 (12.712 min): VY022085.D\data.ms (-1797) (- | m/z 97.05 100.00%
55.1 97.0
5000
140.2 —— T U
1| 1737 12.50 13.00
Ob el W Gl 1290 L 1737 5510 89.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20765: 1-Methyl-4-(1-methylethyl)-cyclohexane
55.0
97.0
5000 SSaAN ot
12.50 13.00
m/z 96.05 56.36%
T g
O \\\‘\}\\i‘\\\w“\‘\“\\.“\\\\“\\\\‘\\\\l\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20790: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0
o =
97.0 12.50 13.00
5000 m/z 81.10 30.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- T e
55.0 12.50 13.00
97.0
m/z 41.10 28.45%
5000
200 ‘ i} 140.0
0HWU'H“‘““W““s‘ui‘uH“_H“HH_M,HH_ v Sl
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@43025\
Data File : VY022085.D

Acqg On : 30 Apr 2025 16:18
Operator : SY/MD

Sample : Ql907-01

Misc : 6.51g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042225S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclohexane, 1,... 10.445 5.9 ug/l 189264 3 11.414 1611660 50.0
Cyclohexane, 1,... 11.012 8.1 ug/l 261823 3 11.414 1611660 50.0
Cyclohexane, 1,... 11.219 5.8 ug/l 188659 3 11.414 1611660 50.0
1-Methyl-4-(1-m... 12.712 7.0 ug/l 136724 4 13.346 974220 50.0
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