LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY012420\
Data File : VY001375.D

Aca On 24 Jan 2020 12:37

Operator : SY/MD

Sample : L1241-01

Misc : 7.34G/5ML/MSVOA Y/SOIL

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA Y\METHODS\82Y012120S.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.877 19 23 31 rvB2 11559 17799 1.94% 0.309%
2 4.749 483 494 503 rBV3 7778 23750 2.59% 0.412%
3 7.748 975 986 991 rBV 121143 282089 30.76% 4 .899%
4 7.815 991 997 1009 rVB 207539 475173 51.82% 8.253%
5 8.169 1045 1055 1066 rBV 118825 260130 28.37% 4.518%

8.712 1135 1144 1155 rBV 347586 676013 73.72% 11.741%
10.187 1379 1386 1394 rBV 532733 916989 100.00% 15.926%
1592 1600 1611 rBV 495914 812071 88.56% 14.104%
11.711 1630 1636 1646 rVB5 8820 17681 1.93% 0.307%
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1 12.485 1756 1763 1768 rBVY 376087 592836 64.65% 10.296%
11 12.802 1811 1815 1823 rVV3 31301 51481 5.61% 0.894%
12 12.997 1842 1847 1852 rVV 51494 79849 8.71% 1.387%
13 13.071 1856 1859 1863 rVB 10309 14364 1.57% 0.249%
14 13.174 1872 1876 1882 rBV3 8178 15592 1.70% 0.271%
15 13.284 1882 1894 1897 rBV3 21051 44636 4.87% 0.775%
16 13.424 1910 1917 1923 rBV 483107 747900 81.56% 12.989%
17 13.485 1923 1927 1935 rVB4 22243 54647 5.96% 0.949%
18 13.650 1947 1954 1960 rBV5 12530 35479 3.87% 0.616%
19 13.747 1966 1970 1975 rVB2 53274 76959 8.39% 1.337%
20 13.967 2002 2006 2012 rVB5 14675 23795 2.59% 0.413%
21 14.076 2019 2024 2029 rBV5 13638 25518 2.78% 0.443%
22 14.131 2029 2033 2040 rBV10 10293 23887 2.60% 0.415%
23 14.204 2041 2045 2047 rBv4 6996 11519 1.26% 0.200%
24 14.259 2049 2054 2055 rBv4 13541 22728 2.48% 0.395%
25 14.387 2070 2075 2078 rBV3 24611 43932 4._.79% 0.763%
26 14.479 2085 2090 2095 rVB9 10246 16828 1.84% 0.292%
27 14.582 2103 2107 2109 rBV3 20310 26332 2.87% 0.457%
28 14.613 2109 2112 2117 rVB 40273 54221 5.91% 0.942%
29 14.674 2117 2122 2127 rBV4 18257 41230 4 _50% 0.716%
30 14.729 2128 2131 2138 rVB4 19976 32015 3.49% 0.556%
31 14.839 2145 2149 2152 rBvV4 6183 11762 1.28% 0.204%
32 14.942 2162 2166 2171 rVB4 13396 19818 2.16% 0.344%
33 15.003 2171 2176 2179 rBV5 10192 17673 1.93% 0.307%
34 15.436 2243 2247 2252 rVB4 15246 24428 2.66% 0.424%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY012420\
Data File : VY001375.D

Aca On 24 Jan 2020 12:37

Operator : SY/MD

Sample : L1241-01

Misc : 7.34G/5ML/MSVOA Y/SOIL

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - Z:\VOASRV\HPCHEM1\MSVOA_ Y\METHODS\82Y012120S.M

Title - SW846 8260

35 15.722 2291 2294 2298 rBV6 9067 14244 1.55% 0.247%

36 15.777 2298 2303 2308 rVB2 61735 105094 11.46% 1.825%

37 16.027 2340 2344 2350 rVB9 9378 20944 2.28% 0.364%

38 16.228 2373 2377 2381 rVVé6 6996 11139 1.21% 0.193%

39 16.478 2414 2418 2426 rBV6 7388 15354 1.67% 0.267%
Sum of corrected areas: 5757899
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY012420\
Data File : VY001375.D

Aca On 24 Jan 2020 12:37

Operator : SY/MD

Sample : L1241-01

Misc : 7.34G/5ML/MSVOA Y/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y012120S .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VY001375.D
500000

400000
300000
200000

100000

1.88 4.75

Time--> 180 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 600 620 6.40 6.60
Abundance TIC: VY001375.D

500000

10}19 11.49

400000
8.71

300000

7.82
200000

100000

T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY001375.D

500000 13.42

400000 12.49

300000

200000

100000

O —r— — —— — ——
Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY012420\
Data File : VY001375.D

Aca On 24 Jan 2020 12:37

Operator : SY/MD

Sample : L1241-01

Misc : 7.34G/5ML/MSVOA Y/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y012120S .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 3-Heptene, 2,2,4,6,6-pentam... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.00 5.34 ug/Il 79849 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene. 2.2.4.6.6-pentamethvl- 168 C12H24 000123-48-8 91
2 7Z-3.4.4-Trimethvl-2-pentene 112 C8H16 039761-64-3 76
3 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 64
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 59
5 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 59
Abundance Scan 1847 (12.997 min): VY001375.D (-1842) (-) m/z 57.10 100.00%
g7
97
5000
41 o
112
| | 8|3 | 140 153 168 12.60 12.80 13.00 13.20 13.40
| S ) S PO} NGO N SN .U S m/z 97.10 78.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36859: 3-Heptene, 2,2,4,6,6-pentamethyl-
57 97
5000 41
69 12.60 12.80 13.00 13.20 13.40
29 112 168 m/z 41.10 32.86%
15 | w k ‘w‘ | 153
0""I""I""I""I'"'I""I""I""I""
m/z--> 20 40 60 100 120 140 160
Abundance
55 97
1260 12.80 13.00 13.20 13.40
5000 m/z 69.05 22.32%
4 69 112
15 27 79
L S L L B DAL B DU
m/z--> 20 40 60 80 100 120 140 160
Abundance #6766: 2-Pentene, 2,4,4-trimethyl- A B
55 97 12.60 12.80 13.00 13.20 13.40
m/z 55.10 19.17%
5000 41
69 112
0....,.U..LL.ﬂJ,.u..?{...H....,....,....,.... AL A AL A A —
m/z--> 40 60 80 100 120 140 160 12/60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY012420\
Data File : VY001375.D

Aca On 24 Jan 2020 12:37

Operator : SY/MD

Sample : L1241-01

Misc : 7.34G/5ML/MSVOA Y/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y012120S .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Undecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.75 5.15 ug/Il 76959 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Tetradecane 198 C14H30 000629-59-4 58
3 Tridecane 184 C13H28 000629-50-5 53
4 Hexadecane 226 C16H34 000544-76-3 52
5 Nonadecane 268 C19H40 000629-92-5 52
Abundance Scan 1970 (13.747 min): VY001375.D (-1966) (-) m/z 57.10 100.00%
57
43
5000 71
85
|| % 109 157138 156 13.40 13.60 13.80 14.00
o} AN ) | ML P — m/z 43.10 77.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28421: Undecane
43 57
5000 71 R SN SO
g5 1340 13.60 13.80 14.00
29 m/z 41.10 48.04%
Tas | 0 L mwar s
miz--> b w6 1% 3o o 16 186 2%
Abundance
43 S A A S
71 13140 13.60 13.80 14.00 |
5000 o m/z 71.10 44 .55Y%
29
. 99 113 127 141 155 169 198
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane I ERamamESEE TS
43 57 13.40 13.60 13.80 14.00
m/z 85.10 30.98%
71
5000
85
29
ol 18 ‘\ “ L, , 9? 113 127 141 155 184
m/z--> 20 40 6|0 8|0 100 150 140 160 180 200 1340 13.60 13.80 14.00 |
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY012420\
Data File : VY001375.D

Aca On 24 Jan 2020 12:37

Operator : SY/MD

Sample : L1241-01

Misc : 7.34G/5ML/MSVOA Y/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y012120S .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Benzenemethanol, 3,5-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.78 7.03 ug/l 105094 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. 3.5-dimethvl- 136 C9H120 027129-87-9 70
2 Spirol5.5Tundec-2-ene. 3.7.7-tri... 204 C15H24 018431-82-8 49
3 Naphthalene. 2.3.4.4a.5.6-hexahv... 204 C15H24 000473-14-3 46
4 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 46
5 6S-2,3,8,8-Tetramethyltricyclo[5... 204 C15H24 137235-48-4 30

Abundance Scan 2303 (15.777 min): VY001375.D (-2298) (-) m/z 105.10 100.00%
105
5000
15.40 15.60 15.80 16.00
0 m/z 121.05 76.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16488: Benzenemethanol, 3,5-dimethyl-
121 136
91
5000 77 107 L DRI BSUL UL BRI
15.40 15.60 15.80 16.00
7 39 51 65 m/z 189.15 73.24%
o .1‘.5| .‘.H. .“i‘. I\‘l\l i\‘;‘nl ""‘| ; .‘l‘. I“l I I\I‘hl\l ; .“‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 93 189
9105 0 15.40 15.60 15.80 16.00
5000 55 133 204 m/z 136.15 65.98%
27 67
147 161
175
e L S S UL B B B B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64453: Naphthalene, 2,3,4,4a,5,6-hexahydro-1,4a-dimethyl-...
41 161 15.40 15.60 15.80 16.00
m/z 91.10 62.18%
55 g7 79
5000 133 147 189 504
119 175
0...,..... ‘l‘:‘,.‘..‘H‘ H I, N T e e,
m/z--> 40 180 200 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY012420\
Data File : VY001375.D

Acq On 24 Jan 2020 12:37

Operator : SY/MD

Sample : L1241-01

Misc : 7.34G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y012120S .M
SW846 8260

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Heptene, 2,2,4,... 13.00 5.3 ug/Il 79849 4 13.42 747900 50.0
Undecane 13.75 5.2 ug/Il 76959 4 13.42 747900 50.0
Benzenemethanol, ... 15.78 7.0 ug/l 105094 4 13.42 747900 50.0
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