LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY120919\
Data File : VY000913.D

Aca On : 09 Dec 2019 13:59

Operator : SY/MD

Sample : K6197-01

Misc : 5.24G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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\82Y112719S_.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 1.859 16 20 30 rvB 83462 130031 8.59% 1.249%
2 2.225 74 80 81 rBv 33167 47357 3.13% 0.455%
3 3.176 226 236 241 rBv4 8129 17332 1.15% 0.167%
4 3.261 241 250 258 rVV5 11752 34032 2.25% 0.327%
5 3.956 355 364 377 rBV 7509 22916 1.51% 0.220%
6 4.718 480 489 503 rBvV3 20225 66040 4 .36% 0.635%
7 5.590 621 632 641 rBV5 6044 22578 1.49% 0.217%
8 6.986 853 861 874 rBV2 33977 106250 7.02% 1.021%
9 7.395 917 928 937 rBV6 11598 29921 1.98% 0.288%
10 7.523 941 949 959 rVB2 15787 42624 2.82% 0.410%

11 7.724 971 982 988 rBV 191600 459701 30.38% 4.417%
12 7.797 988 994 1008 rVB 344007 771396 50.97% 7.412%
13 8.151 1035 1052 1062 rBV2 215113 545404 36.04% 5.241%
14 8.693 1131 1141 1156 rBV 574569 1098788 72.61% 10.558%

15 9.748 1305 1314 1321 rBV2 12412 25955 1.72% 0.249%
16 10.181 1377 1385 1393 rBV 905796 1513370 100.00% 14.542%
17 10.577 1445 1450 1455 rBV2 19122 33372 2.21% 0.321%
18 10.937 1504 1509 1518 rVB7 21306 49534 3.27% 0.476%
19 11.315 1567 1571 1577 rVB2 16966 28957 1.91% 0.278%

20 11.485 1590 1599 1609 rBV 789574 1298920 85.83% 12.482%

21 11.705 1624 1635 1638 rBV7 17331 48729 3.22% 0.468%
22 12.479 1751 1762 1779 rVV 660005 1183481 78.20% 11.372%
23 12.680 1782 1795 1807 rVV8 24135 126175 8.34% 1.212%

24 12.802 1810 1815 1821 rVB5 17201 26803 1.77% 0.258%
25 13.186 1871 1878 1881 rBV5 9402 18144 1.20% 0.174%
26 13.333 1896 1902 1904 rBV6 13665 28116 1.86% 0.270%
27 13.357 1904 1906 1910 rVV5 16326 25793 1.70% 0.248%
28 13.418 1910 1916 1925 rVB 799174 1231829 81.40% 11.837%
29 13.747 1964 1970 1974 rBvV4 31879 57660 3.81% 0.554%
30 13.961 2001 2005 2010 rVB3 20821 32351 2.14% 0.311%
31 14.070 2018 2023 2031 rVB7 14013 32389 2.14% 0.311%
32 14.540 2085 2100 2109 rBV2 113822 438927 29.00% 4.218%
33 14.607 2109 2111 2115 rVVv2 27067 32813 2.17% 0.315%
34 14.674 2117 2122 2127 rVV6 16839 37238 2.46% 0.358%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY120919\
Data File : VY000913.D

Aca On : 09 Dec 2019 13:59

Operator : SY/MD

Sample : K6197-01

Misc : 5.24G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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\82Y112719S_M

Title : SW846 8260

35 14.723 2127 2130 2138 rVBS8 11188 21985 1.45% 0.211%
36 15.046 2177 2183 2185 rBV7 9129 15611 1.03% 0.150%
37 15.235 2204 2214 2224 rBV2 113959 351928 23.25% 3.382%
38 15.430 2242 2246 2253 rVB4 21849 35266 2.33% 0.339%
39 15.533 2256 2263 2272 rVV4 9870 27935 1.85% 0.268%
40 15.722 2290 2294 2300 rVBS8 14487 28695 1.90% 0.276%
41 16.033 2337 2345 2351 rBVS 10500 28119 1.86% 0.270%
42 16.283 2380 2386 2391 rVV3 20472 37771 2.50% 0.363%
43 16.356 2394 2398 2403 rVB4 9120 15337 1.01% 0.147%
44 16.484 2412 2419 2424 rBV5 13649 30175 1.99% 0.290%

45 16.747 2450 2462 2472 rVB3 41959 148975 9.84% 1.432%

Sum of corrected areas: 10406723
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Data Path :
Data File :
Aca 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\VY120919\
VY000913.D

09 Dec 2019 13:59

SY/MD

K6197-01

5.24G/5ML/MSVOA Y/SOIL

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY120919\
Data File : VY000913.D

Aca On : 09 Dec 2019 13:59

Operator : SY/MD

Sample : K6197-01

Misc : 5.24G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S .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 Propene Concentration Rank 2

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

1.86 8.43 ug/l 130031 Pentafluorobenzene 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cvclopropane 42 C3H6 000075-19-4 9
3 Cvclopropene 40 C3H4 002781-85-3 9
4 2-Oxetanone. 4-methvl- 86 C4H602 003068-88-0 4
5 1-Hexanamine 101 C6H15N 000111-26-2 2

Abundance Scan 20 (1.859 min): VY000913.D (-16) (- m/z 41.05 100.00%
41
5000
3 4
3| ‘ 1.80 1.90 2.00 2.10 2.20 2.30
Ol e e o ey m/Z. 39.10  83. 45Y%
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #57: Propene
4
5000 27
1.80 1.90 2.00 2.10 2.20 2.30
3 m/z 42.05 65.82%
0 ! 1215 19 24 1 ‘ 44
“'“'”I”'W'”'P'”I”'W'”'P'”I”'W'”' AR IR
m/z--> 0 5 10 15 20 25 30 45 50
Abundance
42
39
1.80 1.90 2.00 2.10 2.20 2.30
5000 7 m/z 43.10 34.78%
37
14 24| 29
e A L RS RN RARES RARAN RARAN RARRS RARAE
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #50: Cyclopropene
39 1.80 1.90 2.00 2.10 2.20 2.30
m/z 44.05 29.06%
5000
37
2426 29 ‘
0'“'“'w'”'w'“l“'w'“'w'“iJ'U'“'N"|J'w'“'w'“| IR AR NN RN UL R
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 1.80 1.90 2.00 2.10 2.20 2.30
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY120919\
Data File : VY000913.D

Aca On : 09 Dec 2019 13:59

Operator : SY/MD

Sample : K6197-01

Misc : 5.24G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S .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 Ethanol, 2-(trimethylsilyl)- Concentration Rank 3

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

6.99 6.89 ug/Il 106250 Pentafluorobenzene 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(trimethvisilvl)- 118 C5H140Si 002916-68-9 78
2 Silanol. dimethvl(1l.1.2-trimethy... 160 C8H200Si 055644-10-5 78
3 Silanol. trimethvl- 90 C3H100Si 001066-40-6 59
4 Formamide. N-methvlthio 75 C2H5NS 018952-41-5 39
5 tert-Butyldimethylsilanol 132 C6H160Si 018173-64-3 28

Abundance Scan 862 (6.992 min): VY000913.D (-853) (-) m/z 75.00 100.00%

75
5000

T‘ﬁ e 61 6.60 6.80 7.00 7.20 7.40
Ot e P e P e e m/z 45.05 14 .45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8777: Ethanol, 2-(trimethylsilyl)-
I3
5000 LA LI L L L L L L L LB

6.60 6.80 7.00 7.20 7.40
m/z 47.00 10.40%

15 29 3947 59 || 8 101
T T R T T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
75

6.60 6.80 7.00 7.20 7.40

o

5000 m/z 43.00 7.96%
84
27 37 % 53 61
ol 37 53 101 115 145 160
HTWWWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2245: Silanol, trimethyl-
75 6.60 6.80 7.00 7.20 7.40

m/z 76.10 6.47%

5000
‘ ‘ 59 89
0 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 660 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY120919\
Data File : VY000913.D

Aca On : 09 Dec 2019 13:59

Operator : SY/MD

Sample : K6197-01

Misc : 5.24G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S .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 Biphenyl Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.54 17.82 ug/Il 438927 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acenaphthene 154 C12H10 000083-32-9 96
2 Biphenvl 154 C12H10 000092-52-4 53
3 .beta.-(1-NaphthvDacrvlic acid 198 C13H1002 013026-12-5 50
4 3-Fluoro-para-anisaldehvde 154 C8H7F02 000351-54-2 50
5 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 43

Abundance Scan 2100 (14.540 min): VY000913.D (-2085) (-) m/z 154.10 100.00%

184
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-

87 99 115126 14.20 14.40 14.60 14.80
o 139 Ml 376 190 207 | sz 153.10  99.85%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27111: Acenaphthene

1%4

5000 e ety
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ol 15 27 39 o1 87 98 115126 139 }/\\
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51 76
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Abundance #59707: .beta.-(1-Naphthyl)acrylic acid S RE R mma e R R
153 14. 20 14. 40 14 60 14. 80

m/z 151.10 17.31%

5000
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o 15 2739 51 & | 91105 115126 141 | 169181

m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY120919\
Data File : VY000913.D

Aca On : 09 Dec 2019 13:59

Operator : SY/MD

Sample : K6197-01

Misc : 5.24G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S .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 4 Fluorene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.75 6.05 ug/Il 148975 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluorene 166 C13H10 000086-73-7 87
2 3-Trifluoromethvlbenzhvdrvl chlo... 270 C14H10CIF3 067240-79-3 56
3 Ethionamide 166 C8H10N2S 000536-33-4 53
4 N-.alpha.-Fmoc-L-leucine 353 C21H23N04 035661-60-0 50
5 Fluorene, 9-chloro- 200 C13H9cl 006630-65-5 47

Abundance Scan 2463 (16.753 min): VY000913.D (-2450) (-) m/z 166.10 100.00%

166

5000

I

16,40 16,60  16.80
o’ m/z 165.10  93.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35228: Fluorene

5000 P T
1640 16,60  16.80

m/z 82.50 23.07%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
165
16.40 16.60 16.80
5000 m/z 81.90 21.61%

83 107
39 63 125139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35540: Ethionamide
131 16.40 16.60 16.80
166 m/z 83.20 19.68%
5000
77 104
o ik ® s e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY120919\
Data File : VY000913.D

Acq On : 09 Dec 2019 13:59

Operator : SY/MD

Sample : K6197-01

Misc : 5.24G/5ML/MSVOA_Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propene 1.86 8.4 ug/Il 130031 1 7.80 771396 50.0
Ethanol, 2-(trime... 6.99 6.9 ug/Il 106250 1 7.80 771396 50.0
Biphenyl 14.54 17.8 ug/I1 438927 4 13.42 1231830 50.0
Fluorene 16.75 6.0 ug”/Il 148975 4 13.42 1231830 50.0
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