LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025455.D

Acqg On : 03 Dec 2021 02:30
Operator : JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 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 X\Method\82X111721W.M

Title : SW846 8260

Signal : TIC: VX@25455.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.246 21 26 29 rBV 52975 72966  3.90% 1.179%
2 1.368 41 46 52 rVB 25033 27560 1.47% 0.445%
3 1.752 103 109 117 rVB 44302 63009 3.37% 1.018%
4 2.215 180 185 197 rVB 28475 45766  2.44% 0.740%
5 2.751 266 273 283 rBV2 13180 35186 1.88% 0.569%
6 2.867 283 292 300 rVW 30089 66105 3.53% 1.068%
7 2.959 300 307 321 rW 61917 130828 6.99% 2.114%
8 3.117 323 333 347 rVB 60327 141173  7.54%  2.281%
9 3.763 427 439 447 rBvV3 11636 40085 2.14% 0.648%
10 4.312 519 529 540 rBV4 25156 76218 4.07% 1.232%
11 5.391 694 706 714 rBV 64724 189219 10.11% 3.058%
12 5.477 714 720 725 rVvwv2 13288 39731 2.12% 0.642%
13 5.556 725 733 758 rVB 106620 307322 16.41%  4.966%
14 5.958 788 799 804 rBV 67037 172149 9.19% 2.782%
15 6.043 804 813 830 rVB 719224 1872292 100.00% 30.255%
16 6.214 831 841 842 rBv4 10217 22958 1.23% 0.371%
17 6.763 921 931 943 rBV 172173 408490 21.82% 6.601%
18 8.427 1198 1204 1211 rBV 13142 21911 1.17% 0.354%
19 8.653 1233 1241 1247 rBV 352869 550971 29.43% 8.903%
20 8.720 1247 1252 1259 rVB2 18559 30281 1.62% 0.489%
21 8.958 1280 1291 1298 rBV 18905 31322 1.67% 0.506%
22 9.049 1299 1306 1312 rBV 22184 32966 1.76% 0.533%
23 9.458 1364 1373 1386 rVB2 32414 53263 2.84% 0.861%
24 10.055 1465 1471 1485 rVV 356198 491772 26.27% 7.947%
25 10.195 1489 1494 1502 rVV 164241 213654 11.41%  3.452%
26 10.963 1614 1620 1625 rBV 35158 43849 2.34% 0.709%
27 11.085 1634 1640 1649 rBV 278053 367391 19.62% 5.937%
28 11.305 1672 1676 1685 rVB 26979 34300 1.83% 0.554%
29 12.024 1789 1794 1802 rBV 367610 449323 24.00% 7.261%
30 12.244 1823 1830 1838 rBV 101257 126775 6.77% 2.049%
31 12.701 1901 1905 1911 rVB 23133 29610 1.58% 0.478%

Sum of corrected areas: 6188445
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025455.D

Acqg On : 03 Dec 2021 02:30
Operator : JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

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

Abundance TIC: VX025455.D\data.ms
700000 6.043

600000
500000
400000
300000

200000

5.556
1.368 2.215 27% 86 3.763 4.312 4 6}2&4/
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 1.20 1.40 1.60 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
Abundance TIC: VX025455.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025455.D

Acqg On : 03 Dec 2021 02:30
Operator : JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 Sulfur dioxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.246  11.87 ug/l 72966  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 26 (1.246 min): VX025455.D\data.ms (-21) (-) m/z 64.00 100.00%

64.0
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T
1.20 140 1.60
e m/z 48.00  48.44%
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Abundance #415: Sulfur dioxide
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Abundance #6974: Aminomethanesulfonic acid
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/»J\/\NV\MW
TR
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N O N S
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Abundance #44547: L-Alanine, 3-sulfo- AW gy
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44,
16.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025455.D

Acqg On : 03 Dec 2021 02:30
Operator : JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 2 Butane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.752  10.25 ug/l 63009 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 36
4 Pentane 72 C5H12 000109-66-0 32
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 109 (1.752 min): VX025455.D\data.ms (-103) (-) m/z 43.10 100.00%
43.1
57.1
5000
‘ 72.1 1.40 1.60 1.80 2.00
S— J‘WHM“‘M“‘ij““H“‘ m/z 41.10  97.29%
m/z--> 10 20 30 40 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
29.0 1.40 1.60 1.80 2.00
m/z 42.10 90.51%
72
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol
42.0
’ 1.40 1.60 1.80 2.00
5000 m/z 57.10 73.34%
57.0 72.0
miz--> 10 20 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl- Ao A T
43.0 58.0 1.40 1.60 1.80 2.00

m/z 39.05 33.90%

5000
27.0

N 71.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00

82X111721W.M Mon Dec 06 18:38:17 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025455.D

Acqg On : 03 Dec 2021 02:30
Operator : JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.215 7.45 ug/1 45766  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 91
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
3 1-Butene, 3-methyl- 70 C5H10 000563-45-1 78
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 78
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 78
Abundance Scan 185 (2.215 min): VX025455.D\data.ms (-180) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.0
A e
‘ 1.80 2.00 2.20 2.40 2.60
\\\‘\\\\‘\\\\‘\\\\‘\\\}i\‘\\\“\‘\‘\‘\‘\\\‘\“‘\\\\‘ m/z 79.16 44.67%
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Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0
5000 70.0 LB T e
41.0 1.80 2.00 2.20 2.40 2.60
20.0 m/z 39.05 29.58%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #660: Cyclopropane, 1,1-dimethyl-
55.0
RIWAWNIA WP SN
1.80 2.00 2.20 2.40 2.60
5000 39.0 70.0 m/z 41.05 28.65%
29.0
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #646: 1-Butene, 3-methyl- ‘\\/NT\\\‘\\\W\\\\‘\
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.05 20.55%
5000
270 420 70.0
15.0
1.0 P e
m/z--> 0 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025455.D

Acqg On : 03 Dec 2021 02:30
Operator : JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 Cyclopentene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.751 5.72 ug/1 35186 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentene 68 C5H8 000142-29-0 91

2 1,4-Pentadiene 68 C5H8 000591-93-5 52

3 1,3-Pentadiene, (E)- 68 C5H8 002004-70-8 52

4 1,3-Pentadiene 68 C5H8 000504-60-9 52

5 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 52

Abundance Scan 273 (2.751 min): VX025455.D\data.ms (-266) (-) m/z 67.10 100.00%

67.1
5000
39.1 531 LN 4 = R
‘ | ‘ 2.40 2.60 2.80 3.00
e e m/z 68.10 0 34.46%
m/z--> 0 5 101520 25 30 35 404550 55 60 65 70 75
Abundance #505: Cyclopentene
67.0
5000 \‘\\\\‘\\\\‘\/\A\\\‘\\\\’\
2.40 2.60 2.80 3.00
39.0 530 m/z 39.10  23.49%
20 M
I . il
HHHH‘HH’HH‘\H\‘\H\’HH‘HH‘\H\‘HH’HH‘HH‘HH‘HH‘HH‘\H‘HH‘HH
m/z--> 0 5 1015202530 354045505560657075
Abundance #512: 1,4-Pentadiene
67.0
P AT
2.40 2.60 2.80 3.00
5000 390 53.0 m/z 53.10 16.10%
27.0 ‘
HmmWH,HH‘mWm,uH‘HmmW\l‘l‘!ww\mwmhll e
miz--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 A
Abundance #524: 1,3-Pentadiene, (E)- e R RARSE B
30.0 67.0 2.40 2.60 2.80 3.00
53.0 m/z 41.00 13.99%
5000 27.0
10 150 ‘ ‘
Hmm"MH,HH‘m‘}w,uH‘!‘H‘\mw‘m,uHW‘HMW“}H‘Hdwwm e e
m/z--> 0 5 101520 25 30 3540 45 50 55 60 65 70 75 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025455.D

Acqg On : 03 Dec 2021 02:30
Operator : JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 5 Cyclopentane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.867 10.76 ug/l 66105 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 90
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 86
3 1-Pentene 70 C5H10 000109-67-1 56
4 3-Buten-1-ol 72 C4H80 000627-27-0 38
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 9
Abundance Scan 292 (2.867 min): VX025455.D\data.ms (-283) (-) m/z 42.10 100.00%
42.1
5000 55.1  70.0 J\A
A RaE AR T
84.2 2.60 2.80 3.00 3.20
e prr et et M/z 55,18 42.02%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
2.60 2.80 3.00 3.20
530 700 /z 70.00 41.02%
270 m/z . . 0
1o 350 1l
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #655: Cyclobutane, methyl-
42.0
AR ARamEE T
2.60 2.80 3.00 3.20
5000 m/z 41.10 40.40%
55.0
27.0 ‘ 70.0
“‘_“‘_“‘_‘JH_“JLM“‘m“‘u“,u“‘u““
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene R A RARERRE R
42.0 2.60 2.80 3.00 3.20
m/z 39.05 24.66%
55.0
5000 70.0
29.0
m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX@25455.D

Acqg On : 03 Dec 2021 02:30

Operator JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 6 Cyclopentane, methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4,312 12.40 ug/l 76218  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 50
2 Cyclohexane 84 C6H12 000110-82-7 43
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 38
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 35
5 5-Methyl-5-hexen-3-o0l 114 C7H140 067760-89-8 32
Abundance Scan 529 (4.312 min): VX025455.D\data.ms (-519) (-) m/z 56.05 100.00%
56.0
41.1
5000 69.1 87.1
AR R
H 4.00 4.20 4.40 4.60
\\‘\\\\‘\\\\‘\\\\‘"\\\\‘H\w \“H\‘\“HH‘\!H“HH‘HH‘ mZ 59.10 98.95%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1682: Cyclopentane, methyl-
568.0
41.0
5000 690 UL L B R I B |
4.00 4.20 4.40 4.60
m/z 41.10 68.66%
28.0 “ ‘ 84.0
\\‘:!-\5\\0‘\\WH“\\\\’\‘\\\“\W \‘\\\‘1i\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1646: Cyclohexane
56.0 N
84.0 ‘Wm‘uwmwuu,
4.00 4.20 4.40 4.60
5000 41.0 m/z 87.10 44.60%
69.0
27.0 H ‘
oase Ml
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5059: Propane, 2-ethoxy-2-methyl- AR R RRE
59.0 4.00 4.20 4.40 4.60
m/z 69.10 44.02%
87.0
5000
41.0
29.0
150 | | AL 3. , 1010
e e e e e e e e ‘w“‘w“‘w“‘w“‘w
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025455.D

Acqg On : 03 Dec 2021 02:30
Operator : JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 7 3-Pentanone, 2,2-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

o.ss s.a2ugl 53263 Chlorobenzene-ds 16.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 72
-Heptanone 114 C7H140 000106-35-4 59
4-Hexanedione 114 C6H1002 004437-51-8 58
Hexanone, 5-methyl- 114 C7H140 000623-56-3 53
ropanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 43

uih wNnPE
T W www
1.

Abundance Scan 1373 (9.458 min): VX025455.D\data.ms (-1364) (-) m/z 57.10 100.00%
57.1

5000
41.1 \/\
o RAEEEEE RS
11 851 11‘4'1 9.20 9.40 9.60 9.80
H\‘\H\‘\H\‘HH“U\H‘H‘H“HH“\.\H‘\\‘H‘H\l\o‘]\“\(\)\‘\\\\‘\\ m/z 41.16 27.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8582: 3-Pentanone, 2,2-dimethyl-
57.0
A o i
5000 L B L L L I B I IR
29.0 9.20 9.40 9.60 9.80
L m/z 114.10 15.17%
114.0
H\‘\H\‘H}‘![HH‘[‘H\-H‘H‘M‘H\7\]‘7\'\0\\‘8\?\-\0‘\\9\\9"\0\\\‘\!\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8420: 3-Heptanone
57.0
T AR EaaE R
9.20 9.40 9.60 9.80
5000 29.0 ITI/Z 39.10 11.21%
85.0
72.0
‘ 43.0 ‘ 114.0
HWm‘ml‘HH“1“H‘H‘HWHWH‘mwuu"uu_!uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8116: 3,4-Hexanedione
57.0 9.20 9.40 9.60 9.80
m/z 59.10 6.97%
29.0
5000
114.0
150 || 420 | 710 850 99.0 N
R e m o N ERaa Baa e e R AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025455.D

Acqg On : 03 Dec 2021 02:30
Operator : JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 8 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244 14.11 ug/1 126775 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 87
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
4 Deltacyclene 118 C9H1e 007785-10-6 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
Abundance Scan 1830 (12.244 min): VX025455.D\data.ms (-1823) (- m/z 117.10 100.00%
1171
5000 A A
— —
39.1 63.1 911 1341 12.00 12.50
bbbl e m/z 118.10 56.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 —f —
12.00 12.50
m/z 115.00 33.72%
300 630 91.0
\\‘]-\\5\'\0‘\\\‘\‘\\H“.HHi‘\\\l‘\“\-‘\\‘H\‘H\\H“HH‘i‘\\\‘\\!\"\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 /\
—
12.00 12.50
5000 m/z 91.10 14.52%
91.0
39.0 g
H_Hw‘wwu‘huHUMAMUHZ%@_Hﬁluww‘wuwhuuw‘uw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 [\
Abundance #10198: Benzene, cyclopropyl- A 4 A Lk
117.0 12.00 12.50
m/z 116.00 8.30%
5000 910
39.0 65.0 A A
\\‘\\\\‘\\\\‘\\\\“\\\\i‘\\\1‘\‘\‘\\‘\\\‘1‘\\\\“1\\\‘\‘m‘ul\‘,‘\m,uu‘u bt Ve
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025455.D

Acqg On : 03 Dec 2021 02:30
Operator : JC/MD

Sample : M4917-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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|
Sulfur dioxide 1.246 11.9 ug/1 72966 1 5.556 307322 50.0
Butane, 2-methyl- 1.752 10.3 ug/l 63009 1 5.556 307322 50.0
Cyclopropane, 1... 2.215 7.5 ug/l 45766 1 5.556 307322 50.0
Cyclopentene 2.751 5.7 ug/l 35186 1 5.556 307322 50.0
Cyclopentane 2.867 10.8 ug/1 66105 1 5.556 307322 50.0
Cyclopentane, m... 4.312 12.4 ug/l 76218 1 5.556 307322 50.0
3-Pentanone, 2,... 9.458 5.4 ug/l 53263 3 10.055 491772 50.0
Indane 12.244 14.1 ug/l 126775 4 12.024 449323 50.0
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