LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/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 X\METHOD\82X082919S.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

1.064 25 29 42 rVB 984100 1134554 77.46% 8.682%

1.594 108 116 121 rBVS 15398 29943 2.04% 0.229%
329 rBvY 21711 43648 2.98% 0.334%
3.509 424 430 438 rVB2 15364 34714 2.37% 0.266%
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5.484 738 754 767 rBvV2 183499 530964 36.25% 4._.063%

5.648 767 781 799 rVB 375995 1064166 72.65% 8.144%
6.051 837 847 863 rBvV 163176 434571 29.67% 3.326%
992 rBvV 490480 1169653 79.85% 8.951%
8.709 1275 1283 1291 rBV 955991 1464734 100.00% 11.209%
9.331 1377 1385 1392 rBV 11402 22426 1.53% 0.172%
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11 10.111 1505 1513 1522 rBV 802326 1151796 78.64% 8.814%
12 11.135 1675 1681 1691 rBV 648063 838861 57.27% 6.419%

13 11.361 1712 1718 1724 rVB 50327 70427 4.81% 0.539%
14 12.074 1830 1835 1844 rVB 644146 794543 54 .24% 6.080%
15 12.269 1861 1867 1871 rBV 12013 17918 1.22% 0.137%
16 12.470 1897 1900 1905 rBV 12433 15575 1.06% 0.119%
17 12.812 1950 1956 1962 rBV2 49238 76231 5.20% 0.583%
18 12.976 1975 1983 1987 rBV 9714 20911 1.43% 0.160%
19 13.056 1991 1996 1999 rvv2 16413 23544 1.61% 0.180%
20 13.098 1999 2003 2007 rvv4 9937 15816 1.08% 0.121%
21 13.318 2031 2039 2042 rBV 36554 59918 4_.09% 0.459%
22 13.476 2060 2065 2068 rBV7 9966 20083 1.37% 0.154%
23 13.610 2084 2087 2090 rVVv3 21913 30837 2.11% 0.236%
24 13.647 2090 2093 2096 rvv4 16503 25921 1.77% 0.198%
25 13.824 2119 2122 2124 rBV2 32504 40862 2.79% 0.313%
26 13.854 2125 2127 2131 rVB2 39989 44758 3.06% 0.343%

27 13.903 2131 2135 2139 rBV 75762 107792 7.36% 0.825%
28 13.952 2139 2143 2150 rBV2 48765 114997 7.85% 0.880%

29 14.116 2167 2170 2173 rBV3 57246 86136 5.88% 0.659%
30 14.147 2173 2175 2178 rVB2 94234 93026 6.35% 0.712%
31 14.184 2178 2181 2182 rBV 89353 92225 6.30% 0.706%

32 14.269 2191 2195 2198 rVB3 103821 135874 9.28% 1.040%
33 14.543 2236 2240 2243 rBV4 118586 227064 15.50% 1.738%
34 14.750 2269 2274 2280 rBV5 228824 583961 39.87% 4._.469%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S.M

: SW846 8260

35 14.811 2281 2284 2288 rVB3 180662 245698 16.77% 1.880%
36 15.019 2314 2318 2324 rVB3 390879 586451 40.04% 4.488%
37 15.482 2391 2394 2399 rVB 272537 399381 27.27% 3.056%
38 15.750 2434 2438 2444 rBV3 262890 598360 40.85% 4_579%
39 15.884 2456 2460 2464 rBV2 147886 260974 17.82% 1.997%
40 15.939 2465 2469 2474 rVB2 165820 287157 19.60% 2.197%

41 16.701 2590 2594 2603 rVB7 30246 71062 4._.85% 0.544%

Sum of corrected areas: 13067532
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
VX011991.D

01 Sep 2019 14:43

SY/SP

K4528-14

5.85a0/5.0mL/MSVOA X/SOIL

6 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl4.27 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.27 8.55 ug/Il 135874 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenazine. 2-nitro- 225 C12H7N302 003442-62-4 18
2 (4-Chloro-phenvD)-pvrrolidin-1-v... 225 C11H12CINS 1000301-08-4 11
3 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 11
4 But-3-envl (E)-2-methvlbut-2-enoate 154 C9H1402 1000373-72-1 10
5 3-Acetamidofuran 125 C6H7NO2 059445-85-1 10
Abundance Scan 2195 (14.269 min): VX011991.D (-2191) (-) m/z 225.10 100.00%
83 143 225
167
5000 43 97
112125 o "T4100 1420 1440 1460
o — h P 1 in 0201 | 267281 1 777143.00  83.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81777: Phenazine, 2-nitro-
225
5000 179 L B B UL UL
14.00 14.20 14.40 14.60
102 152 m/z 83.00 82.79%
T R
0 T ”\” MY | N N N I\I\” S e
m/z--> ﬁo Jo eb éo 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
164 225
' 14.00 14,20 14.40 14.60
5000 m/z 167 .05 64 .82%
0 138 192
. 41 55 g7 102 120
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83 14.00 14.20 14.40 14.60
m/z 163.05 41.92%
5000
3 98
0,.”.1.” N A AL ATAL A g A
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl4.54 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 14.29 ug/Il 227064 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(10.10-Dimethvl-3.3-dioxo-3-th... 311 C16H25N03S 1000210-42-6 38
2 Cvclopentanecarboxvlic acid. eth... 140 C8H1202 016523-06-1 38
3 3.7.11-Trimethvl-dodeca-2.6.10-t... 236 C15H2402 007548-13-2 35
4 2.6-Octadien-1-ol. 3.7-dimethvl- 154 C10H180 000624-15-7 27
5 Squalene 410 C30H50 000111-02-4 27
Abundance Scan 2239 (14.537 min): VX011991.D (-2236) (-) m/z 69.05 100.00%
6o
5000 43 8

163

109123 149
14.20 14.40 14.60 14.80

209224 253 282

Ottty m/z 85.10 53.24%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #153576: 1-(10,10-Dimethyl-3,3-dioxo-3-thia-4-azatricyclo]...
69
97
4155
5000 LI L L L L L B LN |
135 14.20 14.40 14.60 14.80
152 m/z 43.00 45_.29%
119
0,.”.M.ﬁlﬂhﬁﬁ.h 165
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
R R B
a 14.20 14.40 14.60 14.80
5000 m/z 41.00 41.42%
97
55

83 114 140

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90765: 3,7,11-Trimethyl-dodeca-2,6,10-trienoic acid R EaE e o EEmmam

69 14.20 14.40 14.60 14.80

a1 m/z 57.05 41.23%
5000
100
55 121136 193 236
ol DAL g e ‘ My L 150 178 77 221
R A ARmans SSEE e RAARASaaa s B S E Raas e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl4.75 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.75 36.75 ug/l1 583961 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-decvl- 224 C14H24S 024769-39-9 35
5-(2-ThienvDpentanoic acid 184 C9H1202S 021010-06-0 35
3 2.4.4.6.6.8.8-Heptamethvl-2-nonene 224 C16H32 039761-73-4 35
4 2.4-Dimethvl-1.5-diazabicvclol3.... 112 C6H12N2 100463-01-2 27
5 Oxalic acid, cyclohexylmethyl do... 354 C21H3804 1000309-68-9 27
Abundance Scan 2274 (14.750 min): VX011991.D (-2269) (-) m/z 97.10 100.00%
o7
57 111
5000

14.40 14.60 14.80 15.00

0 m/z 111.05 60.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81082: Thiophene, 2-decyl-
97
5000 LA L L L L L B
14.40 14.60 14.80 15.00
m/z 57.10 56.04%
Al g 111 224
0 il u 77 || 139153 |
A A s B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
R e
14.40 14.60 14.80 15.00
5000 m/z 69.05 44 _66%
45 1 184
o1t 2’ 63 77 138 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81265: 2,4,4,6,6,8,8-Heptamethyl-2-nonene R EE R a s
97 14.40 14.60 14.80 15.00
m/z 41.00 42 .06%
5000
55
81 224
o | |8l | h 1126140 150 175189 206
A L R Rt e AR AAARaTEs na R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl14.81 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.81 15.46 ug/Il 245698 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahvdrofuran. 2-ethvl-5-butvl- 156 C10H200 164584-36-5 12
2 4-1sopropvl-5.10-dimethvl-decali... 236 C15H2402 291278-94-9 12
3 Acetophenone. 2" .4"-dimethoxy-3"... 194 C11H1403 060512-80-3 11
4 4-tert-Butvlcatechol. dimethvl e... 194 C12H1802 1000352-79-6 11
5 Ethanol, 2-[4-(1,1-dimethylethyl... 194 C12H1802 000713-46-2 11
Abundance Scan 2284 (14.811 min): VX011991.D (-2281) (-) m/z 57.10 100.00%

5000
14.40 14.60 14.80 15.00 15.20
0 238 269283 m/z 41.00 60.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28326: Tetrahydrofuran, 2-ethyl-5-butyl-
81 o9
41 %5
5000 LA L L L L L LB L
127 14.40 14.60 14.80 15.00 15.20
m/z 179.10 56.57%
ol 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 109
137
55 T
69 95 14.40 14.60 14.80 15.00 15.20
5000 194 m/z 81.00 51.41%
179
123 1ligg
221236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56000: Acetophenone, 2',4'-dimethoxy-3"-methyl- I ERaEEEEEss T
179 14.40 14.60 14.80 15.00 15.20
m/z 99.05 46.18%
5000
43 7 136 194
ob 2| \ 1051217 | 151165 ||
..W.H.P.”P.“,”.q.”..“.P.” T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 40 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.02 36.90 ug/1 586451 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 93
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 47
3 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 42
1-(2-Hvdroxvethvl)-1.2.5.5-tetra... 238 C16H300 1000298-97-4 38
5 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 38
Abundance Scan 2318 (15.019 min): VX011991.D (-2314) (-) m/z 193.10 100.00%

193
5000 95 123
208

14.80 15.00 15.20 15.40
ol 224 267281 m/z 95.00 45.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123

5000

14.80 15.00 15.20 15.40
m/z 123.05  44.55%

208
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
193
B e M B
14.80 15.00 15.20 15.40
5000 55 m/z 55.00 35.07%
109
41
69 o5
23
. 2f 137151165179 | 207 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans- e ERREE BEE e
69 193 14.80 15.00 15.20 15.40
83 123, 4, m/z 109.00 34.80%
41 109
5000 55

\T ‘ \‘ ‘M H\‘ b4 ) 182 179 \208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15. OO 15. 20 15.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl5.48 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.48 25.13 ug/1 399381 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 46
1-(2-Hvdroxvethvl)-1.2.5.5-tetra... 238 C16H300 1000298-97-4 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 38
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
5 Iminostilbene 193 C14H11N 000256-96-2 38
Abundance Scan 2394 (15.482 min): VX011991.D (-2391) (-) m/z 193.10 100.00%
193
5000

69
41 83 109123
55 137

208 15.20 15.40 15.60 15.80
163 281 - : : :

ol 176 224 239253 m/z 69.10 35.94Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene

193

123

15.20 15.40 15.60 15.80
m/z 123.10  32.49%

5000

208
0!
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
193
41 R e R
% 69 109 15.20 15.40 15.60 15.80
5000 95 m/z 83.10 31.42%
123
137 165 238
151" 179 223
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55483: 2-Anthracenamine A BRREEmES
193 15.20 15.40 15.60 15.80
m/z 41.00 30.76%
5000 165
97
ol28 5170 | 115 130 | 178 |
e e L e e e e s R R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 1-(2-Hydroxyethyl)-1,2,5,5-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.75 37.65 ug/1 598360 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(2-HvdroxvethvIl)-1.2.5.5-tetra... 238 C16H300 1000298-97-4 58
2 1H-Pvrazole. 1-methvl-4-(4.4.5.5... 208 C10H17BN202 1000319-69-0 38
3 Borinic acid. diethvl-, 3.3.5-tr... 208 C13H25B0 057387-76-5 38
4 11.13-Dimethvl-12-tetradecen-1-0... 282 C18H3402 1000130-81-0 35
5 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 25
Abundance Scan 2438 (15.750 min): VX011991.D (-2434) (-) m/z 193.10 100.00%
193
69
o o5 109
5000
207
15.40 15.60 15.80 16.00
o 222239 265282 | ";m/z 69.00 68.32%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92538: 1-(2-Hydroxyethyl)-1,2,5,5-tetramethyl-cis-decalin...
193
41 g
69 109
5000 95 R DAL UL UGN UL B
123 15.40 15,60 15.80 16.00
187 s 238 m/z 109.00 65.80%
0 151" | 179 223
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109 193
208 15.40 15.60 15.80 16.00
5000 m/z 41.00 60.78%
43
57 5, 85 123 1511654
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex... R R EEEEE T
123 193 15.40 15.60 15.80 16.00
m/z 95.00 58.03%
41
5000
67 83
109 | o 208
o 2 151165179

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl15.88 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.88 16.42 ug/Il 260974 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.3-dimethvl-2-(1-... 138 C10H18 061142-32-3 38
2 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 35
3 4-Fluoro-N-(1H-tetrazol-5-vD)ben... 207 C8H6FN50 1000306-76-6 30
4 1.4-Hexadiene. 2.3.4.5-tetramethvl- 138 C10H18 051504-54-2 30
5 2-(3,3-Dimethyl-oxiran-2-yl)-5-e... 209 C11H15NO3 1000194-95-4 27
Abundance Scan 2459 (15.878 min): VX011991.D (-2456) (-) m/z 123.10 100.00%
123
41 95
137 193 it
152 15.60 15.80 16.00 16.20
179
0 230 252267 m/z 95.00 51.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16995: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)-
123
81
5000 i 15,60 15.80 16.00 16,20
41
- ‘ 67 138 m/z 41.00 50.29%
Ouunluh‘..l‘. \m \‘\ ‘H‘l|‘|‘l|:|l-9|9||lllllllll R RRRAREE e s E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
123
15,60 15.80 16.00 16,20
5000 95 m/z 55.00 48 .23%
43 75 138
0 15 29 57 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67101: 4-Fluoro-N-(1H-tetrazol-5-yl)benzamide N B Sl BRREEmE S S
123 15.60 15.80 16.00 16.20
m/z 109.10 47 .88%
5000 95
75
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 250 2éo 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX011991.D

Aca On : 01 Sep 2019 14:43

Operator : SY/SP

Sample : K4528-14

Misc : 5.85a/5.0mL/MSVOA X/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 10 unknownl5.94 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.94 18.07 ug/Il 287157 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene-1.2.3-triamine 123 C6HON3 1000316-45-3 43
2 Butanamide. N-(4-methoxvphenvl)- 193 C11H15NO02 1000306-91-5 43
3 1.4-Hexadiene. 2.3.4.5-tetramethvl- 138 C10H18 051504-54-2 43
4 Propionic acid. 3-(benzoll1l.31dio... 331 C17H14FNO5 1000316-04-6 43
5 Propanamide, N-(4-methoxyphenyl)... 193 C11H15NO2 1000307-32-2 38
Abundance Scan 2469 (15.939 min): VX011991.D (-2465) (-) m/z 123.05 100.00%
123
5000 0 % 193
41 55 109 208
137 \ e en 1800 1800
163 15.60 15.80 16.00 16.20
o ik b ATO )| 234 253267282 | n/57193.10  46.75%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10119: Benzene-1,2,3-triamine
123
5000
95 15.60 15.80 16.00 16.20
0
5 29 m/z 95.00 41.47%
0 ”3I3I‘=‘”\lhl ) h::”‘uuuul|h||||l|||||||| A R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
123
108 15,60 15.80 16.00 16.20
5000 193 m/z 69.00 36.70%
43
0 27 65 80 g4 149164178
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16957: 1,4-Hexadiene, 2,3,4,5-tetramethyl- LI L L L B B B
123 15.60 15.80 16.00 16.20
m/z 81.05 32.27%
81
5000
a1 > 138
Ol ‘H M‘H M “H HM\ Mh:”‘:::‘luuuu R RRRE R S RARSE RAREEREEEE R : e R AR RAREE
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1560 1580 1600 16.20

82X082919S.M Wed Sep 04 14:12:42 2019 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX090119\
Data File : VX011991.D

Acq On : 01 Sep 2019 14:43

Operator : SY/SP

Sample - K4528-14

Misc : 5.859/5.0mL/MSVOA_X/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S_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]
unknownl14 .27 14.27 8.6 ug/Il 135874 4 12.07 794543 50.0
unknownl14 .54 14.54 14.3 ug/I1 227064 4 12.07 794543 50.0
unknownl14 .75 14.75 36.8 ug/I 583961 4 12.07 794543 50.0
unknownl14 .81 14.81 15.5 ug/I1 245698 4 12.07 794543 50.0
Decahydro-4,4,8,9... 15.02 36.9 ug/Il 586451 4 12.07 794543 50.0
unknownl15.48 15.48 25.1 ug/I1 399381 4 12.07 794543 50.0
1-(2-Hydroxyethyl ... 15.75 37.6 ug/l 598360 4 12.07 794543 50.0
unknownl15.88 15.88 16.4 ug/I1 260974 4 12.07 794543 50.0
unknownl15.94 15.94 18.1 ug/I1 287157 4 12.07 794543 50.0
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