LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD053119\
Data File : VD062564.D

Aca On : 31 May 2019 15:26

Operator : VA/AP

Sample : K3125-21

Misc : 5.04a/5ml/MSVOA D/SOIL

ALS Vial : 8 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 D\METHOD\82D053019S.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 1.499 3 7 28 rvB 706814 2545521 100.00% 18.151%
2 1.775 28 35 36 rBv 18371 54982 2.16% 0.392%
3 3.832 238 244 250 rBV 12390 35040 1.38% 0.250%
4 3.950 250 256 262 rVvv3 11702 38842 1.53% 0.277%
5 4.718 328 334 342 rBV3 9692 33303 1.31% 0.237%
6 6.195 475 484 491 rVB2 16826 62839 2.47% 0.448%
7 6.943 551 560 566 rBV 314419 924683 36.33% 6.593%
8 7.061 566 572 582 rVB2 465270 1289924 50.67% 9.198%
9 7.475 603 614 626 rBV 251478 714876 28.08% 5.097%
10 8.233 685 691 702 rBV 630777 1578949 62.03% 11.259%

11 10.418 908 913 919 rvv 440493 1002198 39.37% 7.146%
12 10.526 919 924 939 rVB 805960 1938608 76.16% 13.823%

13 11.245 992 997 1002 rBV2 32785 87435 3.43% 0.623%
14 11.885 1059 1062 1071 rVB 16786 33177 1.30% 0.237%
15 12.377 1108 1112 1123 rVB 700447 1111821 43.68% 7.928%
16 12.672 1139 1142 1146 rBV 29815 55490 2.18% 0.396%
17 13.558 1227 1232 1236 rBV 379395 580057 22.79% 4_.136%
18 13.716 1245 1248 1257 rVB4 24892 56093 2.20% 0.400%
19 13.903 1264 1267 1269 rvv2 33250 56617 2.22% 0.404%
20 13.942 1269 1271 1279 rVB4 42376 77323 3.04% 0.551%
21 14.238 1299 1301 1305 rVB 30866 39416 1.55% 0.281%
22 14.523 1327 1330 1333 rVV 418922 512825 20.15% 3.657%
23 14.592 1335 1337 1340 rVB2 49841 63987 2.51% 0.456%
24 14.691 1344 1347 1354 rVB 237080 339794 13.35% 2.423%
25 14.887 1364 1367 1370 rBV 30256 39450 1.55% 0.281%
26 15.291 1404 1408 1410 rBV3 26968 44922 1.76% 0.320%
27 15.429 1420 1422 1425 rBV 30384 45952 1.81% 0.328%
28 15.655 1442 1445 1446 rBV2 28540 44318 1.74% 0.316%
29 15.813 1458 1461 1466 rVB6 38936 69141 2.72% 0.493%
30 15.892 1466 1469 1471 rBV3 21580 33857 1.33% 0.241%
31 16.148 1492 1495 1497 rBv4 31832 57228 2.25% 0.408%
32 16.216 1500 1502 1508 rVB7 35192 78369 3.08% 0.559%
33 16.315 1508 1512 1516 rBV7 21315 52162 2.05% 0.372%
34 16.384 1516 1519 1525 rVBS8 22205 67897 2.67% 0.484%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD053119\
Data File : VD062564.D

Aca On : 31 May 2019 15:26

Operator : VA/AP

Sample : K3125-21

Misc : 5.04a/5ml/MSVOA D/SOIL

ALS Vial : 8 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_D\METHOD\82D053019S.M

Title : SW846 8260

35 16.492 1528 1530 1531 rBV2 18115 30170 1.19% 0.215%
36 16.650 1542 1546 1549 rVB6 15956 45552 1.79% 0.325%
37 16.728 1549 1554 1557 rVB6 28671 68794 2.70% 0.491%
38 16.886 1567 1570 1572 rBV3 24177 38957 1.53% 0.278%
39 17.053 1584 1587 1591 rVB5 16130 37907 1.49% 0.270%
40 17.250 1605 1607 1612 rVV5 17725 35772 1.41% 0.255%

Sum of corrected areas: 14024248
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD053119\
Data File : VD062564.D

Aca On : 31 May 2019 15:26

Operator : VA/AP

Sample : K3125-21

Misc : 5.04a/5ml/MSVOA D/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D053019S .M
SW846 8260

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

Abundance TIC: VD062564.D
800000
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Abundance TIC: VD062564.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD053119\
Data File : VD062564.D

Aca On : 31 May 2019 15:26

Operator : VA/AP

Sample : K3125-21

Misc : 5.04a/5ml/MSVOA D/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D053019S .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 Hexanoic acid, 2-ethyl-, me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.59 6.24 ug/l 63987 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-. methvl ... 158 C9H1802 000816-19-3 83
2 1-Butene. l1-(methvlthio)-. (E)- 102 C5H10S 017414-27-6 53
3 1-Butene. 1-(methvlthio)-. (2)- 102 C5H10S 017414-15-2 42
4 Neodecanoic acid 172 C10H2002 026896-20-8 40
5 2-0-Methyl-d-xylose 164 C6H1205 1000130-01-3 37
Abundance Scan 1337 (14.592 min): VD062564.D (-1335) (-) m/z 86.95 100.00%
87.0
41.0 102.1
5000 55.0
‘ ‘*ilg 1148 1299 14.20 14.40 14.60 14.80 15.00
ol SIS P4 SR RN RS m/z 102.05 62.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30306: Hexanoic acid, 2-ethyl-, methyl ester
87.0 102.0
57.0 o N
5000 410 AR SRS UL SULLILE B
15.0 : 14.20 14.40 14.60 14.80 15.00
115.0 130.0 m/z 41.00 58.01%
0< 2 O il .| 7?9 Il L I| Il | | || 1430 1580
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4368: 1-Butene, 1-(methylthio)-, (E)-
87.0 102.0
45.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 55.05 47 .42%
27.0
| ‘ ‘ "~ 720
0”W”“P”M””ﬂdﬂ”mﬂ”WM”PAH””Hhﬁ””P“W””P”W””P”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4367: 1-Butene, 1-(methylthio)-, (2)-
87.0 102.0 14.20 14.40 14.60 14.80 15.00
m/z 42.95 45 _59%
45.0
5000
27.0
9.0
O”W”“P”W””P”W”%I”Zﬁﬁ'“”P”W””P”W””P”W”“P”W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD053119\
Data File : VD062564.D

Aca On : 31 May 2019 15:26

Operator : VA/AP

Sample : K3125-21

Misc : 5.04a/5ml/MSVOA D/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D053019S .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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.69 33.13 ug/1 339794 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 50
3 2-Propvl-1-Pentanol. trifluoroac... 226 C10H17F302 1000365-19-7 47
4 2-Decenal. (2)- 154 C10H180 002497-25-8 43
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 42
Abundance Scan 1347 (14.691 min): VD062564.D (-1344) (-) m/z 57.05 100.00%
57.0
41.0
5000
70.0 83.0
98.0 14.40 14.60 14.80 15.00
o 120 1333 m/z 41.00 58.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0
5000 41.0
70.0 83.0 14.40 14.60 14.80 15.00
29.0 ‘ 0 83 m/z 55.00 33.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #74058: Heptyl isobutyl carbonate
57.0
14.40 14.60 14.80 15.00
5000 m/z 43.00 30.51%
40 70.0
29.0
0'w'“'v'”h'“”Lh“l“LHJ“JL'“??f{v?ﬁﬁ'“v}%?e'w'“'v'“l“%ﬁ%g'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #82216: 2-Propyl-1-Pentanol, trifluoroacetate
57.0 14.40 14.60 14.80 15.00
m/z 70.00 25.00%
5000 41.0 69.0
84.0
29.0
P X ‘ ‘\ | 970 11201250 141.0 157.0
m/z--> 10 20 30 40 5'0 6|O 7'0 80 90 100 110 120 130 140 150 160 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD053119\
Data File : VD062564.D

Aca On : 31 May 2019 15:26

Operator : VA/AP

Sample : K3125-21

Misc : 5.04a/5ml/MSVOA D/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D053019S .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 5 unknownl15.81 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.81 6.74 ug/l 69141 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecene 166 C12H22 001501-82-2 46
2 2H-Inden-2-one. octahvdro-3a-met... 152 C10H160 013351-29-6 38
3 1-Pentadecvne 208 C15H28 000765-13-9 38
4 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 38
5 3-Octyne, 6-methyl- 124 CO9H16 062108-34-3 38
Abundance Scan 1461 (15.813 min): VD062564.D (-1458) (-) m/z 67.05 100.00%
41.0 67.0
8L0 4 ¢
5000

15.40 15.60 15.80 16.00 16.20

0 m/z 40.95 97.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35144: Cyclododecene
67.0
5000 96.0 RN AR BB SRR R
15. 40 15. 60 15. 80 16. OO 16 20
109.0 166.0 m/z 55.00 85.50%
123.0 138.0
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25241: 2H-Inden-2-one, octahydro-3a-methyl-, cis-
41.0 95.0
152.0 R
67.0 109.0 15.40 15.60 15.80 16.00 16.20
5000 81.0 m/z 38.90 72.75%
54/0
I \‘ | | L2agt
Ofrrprrrrprrrrprret bbb Pt et e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #67947: 1-Pentadecyne M EREEEEa T
81.0 15.40 15.60 15.80 16.00 16.20
m/z 80.95 65.18%
5000 95.0

‘ 109.0
\\ N \ \\H ‘ ‘ ‘\ | 123.0137.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 15.40 15.60 15.80 16.00 16.20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD053119\
Data File : VD062564.D

Aca On : 31 May 2019 15:26

Operator : VA/AP

Sample : K3125-21

Misc : 5.04a/5ml/MSVOA D/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D053019S .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 6 unknownl6.22 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.22 7.64 ug/l 78369 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol3.3.1.1(3.7)-1decane. 1... 242 C12H19Br 000941-37-7 35
2 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 35
3 Propofol 178 C12H180 002078-54-8 30
4 1.3-Disilaindan. 1.3-dimethvl- 178 C9H14Si2 017864-73-2 27
5 Formamide, N-(4-methyl-3-nitroph... 180 C8H8N203 1000319-41-8 27
Abundance Scan 1502 (16.216 min): VD062564.D (-1500) ( ) m/z 162.95 100.00%
5000
16.00 16.20 16.40 16.60
0 m/z 40.95 59.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #95329: Tricyclo[3.3.1.1(3,7)-]decane, 1-bromo-3,5-dimethyl-
107.0 163.0
5000 LR IS LU BRI B
16. oo 16 20 16 40 16 60
10 seo 710 10| 1210 m/z 106.90  59.35%
| . il 13:5.0149.0 |
m/z--> 20 40 60 80 100 150 150 1éo 1éo '
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane
163.0
16.00 16.20 16.40 16.60
5000 107.0 m/z 175.10 53.71%
93.0 121.0
0 5?-0 i 73\0 \‘\ il 135'0149'0 17?.019?'0
miz-> 20 40 60 80 100 120 140 160 180
Abundance #43975Pr0p0f0| LI L L L LB
163.0 16.00 16.20 16.40 16.60
m/z 38.90 27 .76%
5000
41.0 91.0 117.0 1789
27.0 77.0 :
0:||‘|‘||‘|“||‘i‘|6|3|‘0||‘|“|||‘|||‘|H||‘||‘|l:‘l-|3‘?.?]:4‘.|9|0||||||‘|||||| R S EEEEEE T —
m/z--> 20 60 80 100 120 140 160 180 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD053119\
Data File : VD062564.D

Aca On : 31 May 2019 15:26

Operator : VA/AP

Sample : K3125-21

Misc : 5.04a/5ml/MSVOA D/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D053019S .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 7 unknownl16.31 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.31 5.09 ug/Il 52162 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. l1-chloro- 232 C14H29cClI 002425-54-9 10
2 11-Dodecvn-1-ol acetate 224 C14H2402 053596-78-4 10
3 Cvclohexene. 2-ethenvl-1.3.3-tri... 150 C11H18 005293-90-3 10
4 2-Hvdroxvmethvl-2-methvlbrendane 166 C11H180 1000139-74-2 10
5 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 10
Abundance Scan 1512 (16.315 min): VD062564.D (-1508) (-) m/z 57.10 100.00%
5000
16.00 16.20 16.40 16.60
0 m/z 42.85 69 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87666: Tetradecane, 1-chloro-
57.0
91.0
5000 R UL SR BIGRIN B
16.00 16.20 16.40 16.60
29.0 m/z 56.05 65.27%
ol il 190 1470 1750 2030 2320
m/z--> 25 45 60 80 100 120 140 160 180 200 220
Abundance #81023: 11-Dodecyn-1-ol acetate
43.0
16.00 16.20 16.40 16.60
5000 81.0 m/z 71.00 64.01%
o l % 4 ‘ MM L L0 s, 01830 207.0224.0
m/z--> 25 45 100 120 150 1é0 180 200 250 '
Abundance #23968 Cyclohexene, 2-ethenyl-1,3,3-trimethy!-
135.0 16.00 16.20 16.40 16.60
m/z 134.85 57.11%
5000 93.0
41.0
0 “‘ I wl‘wll‘lh‘\ ‘\ J’pl‘?lll Il%lzllllll A REama
m/z--> 80 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD053119\
Data File : VD062564.D

Aca On : 31 May 2019 15:26

Operator : VA/AP

Sample : K3125-21

Misc : 5.04a/5ml/MSVOA D/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D053019S .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 8 unknownl6.38 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.38 6.62 ug/Il 67897 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (Chroman-7-v1)methvlamine 163 C10H13NO 1000306-69-6 35
2 Pvrrolidine. 1-(3-cvclohexen-1-v... 163 C11H17N 018205-60-2 22
3 4-TI3-(3.5-Dimethvl-pvrazol-1-vl... 326 C16H18N602 1000296-14-6 17
4 1.3.3-Trimethvl-2-(2-methvl-cvcl... 178 C13H22 285129-06-8 17
5 1,3-Dioxolane, 2-(o-aminophenyl)- 165 C9H11NO2 026908-34-9 14
Abundance Scan 1519 (16.384 min): VD062564.D (-1516) (-) m/z 163.00 100.00%
168.0
5000
20.9
16.00 16.20 16.40 16.60
o} m/z 55.00 65.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32823: (Chroman-7-yl)methylamine
163.0
107.0 1350
5000 RIS BN BRI
77.0 16.00 16.20 16.40 16.60
51.0 m/z 92.80 61.62%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32939: Pyrrolidine, 1-(3-cyclohexen-1-ylidenemethyl)- \A
163.0
16.00 16.20 16.40 16.60
5000 0.0 5o m/z 40.95 52.98%
41.0 120.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165500: 4-[[3-(3,5-Dimethyl-pyrazol-1-yl)-[1,2,4]triazol-... A EEREE R
163.0 16.00 16.20 16.40 16.60
m/z 106.95 52.73%
5000 530
390 4
135.0
ol 189.0213.0238.0 264.0 297.0 326.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD053119\
Data File : VD062564.D

Aca On : 31 May 2019 15:26

Operator : VA/AP

Sample : K3125-21

Misc : 5.04a/5ml/MSVOA D/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D053019S .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 9 unknownl6.73 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.73 6.71 ug/l 68794 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2.2-dimethvl-. s... 124 C5H9Na02 001184-88-9 40
2 2-Propen-1-amine. N.N-di-2-prope... 137 C9H15N 000102-70-5 36
3 Cvclohexanone. 2-(2-propenvl)- 138 C9H140 000094-66-6 34
4 2-Cvclopenten-1-one. 5-hvdroxv-2... 126 C7H1002 058649-31-3 33
5 9-Oxabicyclo[6.1.0]nonan-4-one 140 C8H1202 028399-88-4 33
Abundance Scan 1554 (16.728 min): VD062564.D (-1549) (-) m/z 57.00 100.00%
57.0
5000
130.9
178.8
‘ | l | 16.40 16.60 16.80 17.00
o e m/z  38.95  88.18%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10323: Propanoic acid, 2,2-dimethyl-, sodium salt
147.0
5000 NNV SRR
16,40 16.60 16.80 17.00
57.0 m/z 40.90 80.36%
0 |.| ll 1 | 271 0 395.0 519.0
mz> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16812: 2-Propen-1-amine, N,N-di-2-propenyl-
41.0
110.0 16.40 16.60 16.80 17.00
5000 m/z 54.95 49.64%
0 “leliwkjjw"“l'“' LI DAL S UL B B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17561: Cyclohexanone, 2-(2-propenyl)- R REEEmEE B
41.0 16.40 16.60 16.80 17.00
m/z 95.00 43.73%
5000 4.0
1 L{JB&O
0|""J|""'|‘""J'|""|"" N A B B L S RN S
mz-> 0 50 100 150 200 250 300 350 400 450 500 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD053119\
Data File : VD062564.D

Acq On : 31 May 2019 15:26

Operator : VA/AP

Sample - K3125-21

Misc : 5.049/5ml/MSVOA_D/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D053019S_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]
Hexanoic acid, 2-... 14.59 6.2 ug/Il 63987 4 14.52 512825 50.0
1-Hexanol, 2-ethyl- 14.69 33.1 ug/Il 339794 4 14.52 512825 50.0
unknownl15.81 15.81 6.7 ug/l 69141 4 14.52 512825 50.0
unknownl16 .22 16.22 7.6 ug/l 78369 4 14.52 512825 50.0
unknownl16.31 16.31 5.1 ug/Il 52162 4 14.52 512825 50.0
unknownl16 .38 16.38 6.6 ug/Il 67897 4 14.52 512825 50.0
unknownl16.73 16.73 6.7 ug/l 68794 4 14.52 512825 50.0
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