LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_ V\Method\SFAMVTRO40822WMA .M
Title : TRACE VOA SFAM1.0
Signal : TIC: VV@25482.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.217 48 55 70 rBV 543257 487983 1.48%  0.840%
2 1.310 75 84 94 rBV 3724028 3528877 10.68% 6.076%
3 1.638 175 186 209 rVB 7084960 8625541 26.11% 14.852%
4 1.809 230 239 254 rBV 300078 393829 1.19% 0.678%
5 2.027 299 307 323 rVB 235269 331713 1.00% 0.571%
6 2.111 324 333 356 rVB2 162000 391941 1.19% 0.675%
7 2.500 423 454 461 rBV2 567323 1243640 3.76% 2.141%
8 2.580 471 479 499 rVB 490179 916011 2.77% 1.577%
9 2.764 519 536 561 rBV 393506 776974 2.35% 1.338%
106 3.767 832 848 866 rVW 378900 935932 2.83% 1.612%
11  4.680 1112 1132 1146 rBV 370296 914456  2.77% 1.575%
12 4.767 1146 1159 1188 rVB 225255 589689 1.79% 1.015%
13 5.101 1233 1263 1282 rBV 15557280 33034105 100.00% 56.880%
14  5.233 1294 1304 1322 rVB5 279830 771238  2.33%  1.328%
15 5.619 1413 1424 1462 rBV 156004 367043 1.11% 0.632%
16 6.654 1732 1746 1764 rVB 176737 367497 1.11% 0.633%
17 6.776 1769 1784 1802 rBV2 316805 755702  2.29% 1.301%
18 7.317 1942 1952 1966 rVB 209794 359047 1.09% 0.618%
19 8.088 2180 2192 2211 rBV 172412 340779 1.03% 0.587%
20 8.853 2405 2430 2442 rBV 244787 414849 1.26% 0.714%
21 11.246 3164 3174 3192 rBV 266631 419898 1.27% 0.723%
22 11.525 3248 3261 3282 rBV 976261 1611338 4.88% 2.774%

23 11.625 3282 3292 3313 rVB2 294168 499015 1.51% ©0.859%

Sum of corrected areas: 58077097
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve41222\

: VV0e25482.D

: 12 Apr 2022 18:16

: SY/MD

: N2356-08

: 25mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

TIC: VV025482.D\data.ms

01

1.638

1.310

1.21 1.8092.00711  2-2%BQ.764 3.767 4.68067 233 5619

Time-->
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1.2e+07

1e+07

8000000

6000000

4000000

2000000

L L L L B L I L L L I L L L L L B L I L L L I L L B L B LR

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 6.40
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11.525
7.317 8.088 8.853 11.246 1.625

Time--> |
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8000000
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664776
e
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.217 6.65 ug/L 487983  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 64
5 Isobutane 58 C4H10 000075-28-5 59
Abundance  Scan 55 (1.217 min): VV025482.D\data.ms (-48) (-) m/z 43.10 100.00%
43.1
5000
1.20 140 1.60
50.0 57.1 .
\HHH\‘\H\‘HH‘HH‘HH‘HH‘HH’\H?‘G\.{H“H}’HH‘HHHH\’HH‘H\ m/z 41.19 51.184
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
5000
1.20 140 1.60
27.0 o,
m/z 42.10 34.28%
- 120 “m 36.0 |||, 50.057.0
\HHH\‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘HH‘H\’HH‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
A
1.20 140 1.60
5000 m/z 39.00 23.71%
27.0
15‘.0 \‘\‘ b ‘\ Il 500 57\'\0
T e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0 1.20 140 1.60
m/z 57.10 4.47%
5000
27.0
15.0
- | o 50057\\0
P e e e e T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41222\
Data File : VV@25482.D

Acqg On : 12 Apr 2022 18:16

Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA .M
: TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.638 117.50 ug/L 8625540  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 43
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 186 (1.638 min): VV025482.D\data.ms (-175) (-) m/z 43.05 100.00%
3.0
57.1
5000
e RRRRNEES
‘ ‘ 72.1 1.40 1.60 1.80 2.00
e o2t Wb m/z 42,05 86.76%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L L L I L L L B B
29.0 1.40 1.60 1.80 2.00
m/z 41.05 82.38%
72.0
15.0 ‘ 1l ‘ ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 10 20 30 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0 1.40 1.60 1.80 2.00
5000 210 m/z 57.10  72.02%
15.0
72.0
““2:9”_“_‘11_‘”;:Hiuu‘l;_”wmw
miz--> 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol R REmmam
42.0 1.40 1.60 1.80 2.00
31.0 m/z 39.00 27.45%
5000
57.0 72.0
15.0
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
1.809 5.36 ug/L 393829 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 80
Abundance Scan 239 (1.809 min): VV025482.D\data.ms (-230) (-) m/z 43.05 100.00%
5000
e
50057‘0640 72.1 1.40 1.60 1.80 2.00 2.20
‘\H\‘\H\‘HH‘HH‘HH‘HH‘H‘HiH \“\H\‘\H\“HH‘HH.‘HH‘HH‘HH‘H\ m/z 42.05 69.26%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 L‘\\\\‘\\\\‘\\\\’\\\\‘\\
1.40 1.60 1.80 2.00 2.20
. m/z 41.05 51.11%
270 57.0 720
‘ SOO‘ﬂ 65.0
‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H \‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane
43.0
R e R AR RS o
1.40 1.60 1.80 2.00 2.20
5000 ITI/Z 39.00 16.95%
27.0
5.0 720
15.0 ‘ \ i
[T T T T T T e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808 Pentane
43.0 1.40 1.60 1.80 2.00 2.20
m/z 57.05 16.50%
5000
270 720

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic2.027 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.027 4,52 ug/L 331713  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
3 2-Pentene, (E)- 70 C5H10 000646-04-8 87
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
Abundance Scan 307 (2.027 min): VV025482.D\data.ms (-299) (-) m/z 55.10 100.00%
553.1
5000 70.0
41.0
‘ H | 1.80 2.00 2.20 2.40
""mwm‘_uw””;m:‘,mw,um,‘s“?no_m m/z 70.65 41.60%
miz--> 10 20 60 70 80 90
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
410 70.0 1.80 2.00 2.20 2.40
290 il m/z 41.05 27.54%
’11”
miz--> 10 20 40 50 60 70 80 90
Abundance #647:2—Butene,24nethyk
55.0
A AREEmEEE RS
1.80 2.00 2.20 2.40
5000 70.0 m/z 39.00 27.23%
41.0
29.0
NN | A
m/z--> 10 20 40 50 60 70 80 90
Abundance #642: 2-Pentene, (E)-
55.0 1.80 2.00 2.20 2.40
m/z 42.05 21.84%
5000 39.0 70.0
29.0
H“}ﬁq"mh“"J}“H}dl\W“‘wu“W“‘W““ P e
m/z--> 10 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.500 16.94 ug/L 1243640  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64
Abundance Scan 454 (2.500 min): VV025482.D\data.ms (-423) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.1 86.1 2.20 2.40 2.60 2.80

\\‘\\\\‘\\\\‘\\\{i\\‘\\“\‘\‘\\‘\\\\‘\\\\‘\\\‘\‘\\\ mz 4216 85.05%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
N

5000 LA L L LA R
71.0 2.20 2.40 2.60 2.80
270 m/z 41.10 43.95%
. 55.0
86.0
\\‘?‘?;q‘\\\‘\“\\\\‘i \‘\\‘\‘\‘\\‘\\\\‘\\\\‘\\1\‘\\\
m/z--> 10 20 30 40 50 70 80 90
Abundance #2053: Butane, 2,3—d|methyl—
42.0 M
R ARERRREREE S e
2.20 2.40 2.60 2.80
5000 m/z 71.10 30.56%
71.0
27.0
55.0 86.0
15.0 | L 17630 I
H‘HHWHWW et e e
m/z--> 10 20 40 50 60 70 80 90 A
Abundance #2056: Butane, 2,3-dimethyl- WWH,HHWHWH
43.0 2.20 2.40 2.60 2.80
m/z 39.00 21.83%
5000
270 71.0 /\A
: 86.0
15'0 “ | 55‘.0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 6 (DEL) Alkane: Cyclic2.580 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.580 12.48 ug/L 916011  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 80
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 78
3 1-Pentene 70 C5H10 000109-67-1 78
4 1-Pentene 70 C5H10 000109-67-1 72
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
Abundance Scan 479 (2.580 min): VV025482.D\data.ms (-471) (-) m/z 42.10 100.00%
42.1
5000 581 701 J\/\‘
e R AR
‘ 841 2.20 2.40 2.60 2.80 3.00
et e 8300 8Ly 55,10 48.86%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #636: Cyclopentane
42.0
5000 L L L I L R B
55.0 2.20 2.40 2.60 2.80 3.00
700 m/z 70.10  46.30%
27‘.0 |
n RN !
\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
R A E AR
2.20 2.40 2.60 2.80 3.00
5000 m/z 41.10 32.85%
55.0
27.0 70.0
m/iz--> 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene JNT“H““‘_“‘,H“‘
42.0 2.20 2.40 2.60 2.80 3.00
m/z 39.00 26.79%
55.0
5000 70.0
29.0
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.764 10.58 ug/L 776974  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 536 (2.764 min): VV025482.D\data.ms (-519) (-) m/z 57.10 100.00%

57.1
41.1
5000

‘ 711 ge1 2.40 2.60 2.80 3.00
\H‘H\\‘\H\‘\\\\‘\H\H\H“\‘\‘\\“HH““HH‘\H‘\‘\H mZ 56.10 86.93%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0
29.0 41.0
5000 T T
2.40 2.60 2.80 3.00
m/z 41.10 55.86%
1o 180 \“ Al ThO sso
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0
e AN R an s R
29.0 41.0 2.40 2.60 2.80 3.00
5000 m/z 43.10 20.61%

71.0
20 130 Al T 280
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-

57.0

2.40 2.60 2.80 3.00
m/z 39.00 16.46%

41.0
5000 290
710
150 || Ll frF 860

m/z--> 0 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic3.767 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.767 12.75 ug/L 935932  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
3 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
Abundance Scan 848 (3.767 min): VV025482.D\data.ms (-832) (-) m/z 56.10 100.00%
56.1
5000 41.1 69.0 JL
T

H ‘ 84.0 3.40 3.60 3.80 4.00
H\‘HH‘HH‘HH‘HH‘\‘\H“\‘}\‘H\‘HHH‘H‘H‘H mz 41 19 47 35/

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0

3.40 3.60 3.80 4.00
m/z 69.05 45.92%
“\ m‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\\\\‘\\ \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0

41.0 3.40 3.60 3.80 4.00
5000 m/z 55.10  25.93%
69.0
270
84.0
1015011
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane  ERSA A RRRRERESEREE A
56.0 3.40 3.60 3.80 4.00
84.0 m/z 39.00  23.40%
5000 41.0
69.0
il
‘”\”"\‘1‘5‘9\”“H\””Ww”‘w””“\””w‘“w” AR AR AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.767 8.03 ug/L 589689 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 80
5 Heptane 100 C7H16 000142-82-5 47
Abundance Scan 1159 (4.767 min): VV025482.D\data.ms (-1146) (-) m/z 56.10 100.00%
56.1
43.1
5000 71.1
‘ 85.1 4.40 4.60 4.80 5.00
100.0
\\\‘\\H‘\\\\’\\\\‘\H\i!}\\“\‘\‘}’\\\\‘1}\\\“\‘\‘\\‘\\\\"H\\‘ m/z 43.19 69.18%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000
290 71.0 4.40 4.60 4.80 5.00
m/z 57.10 64.51%
| O I
\\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\ \’\\\\‘\1\\‘\\\\‘\\\\’\\\\‘
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 960
4.40 4.60 4.80 5.00
5000 m/z 41.10 58.55%
29.0 71.0
o | [ 0 e
e e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl- R Eama e R
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.10 41.57%
5000 29.0
71.0
so | L o e
R o e R B o R R E R R R E R e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.233 10.51 ug/L 771238 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
2 Methane, isocyanato- 57 C2H3NO 000624-83-9 59
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 59
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 53
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 53

Abundance Scan 1304 (5.233 min): VV025482.D\data.ms (-1294) (-) m/z 57.10 100.00%
7.1

57.
5000
41.0
‘ ‘ 821 99.0 5.00 5.20 5.40 5.60
e el b BEE L miz 56.10 35.04%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl-
57.0
5000 L L B LA L R R
41.0 5.00 5.20 5.40 5.60
m/z 41.00 26.56%
27.0 99.0
\H‘\'H\‘H‘H‘\H‘}“HH‘H‘H\‘\‘\‘\}‘HZ:‘L\.\O\\‘HH‘HH‘HH‘\H.\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #211: Methane, isocyanato-
57.0
e A
5.00 5.20 5.40 5.60
m/z 43.10 13.58%
5000 28.0
140 |, 420
e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl- e RREREEER S
1. 5.00 5.20 5.40 5.60
m/z 39.00 10.78%
5000
41.0
13.0 27"\0 ‘M “‘ 830 20 1140
P T e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.654 5.01 ug/L 367497 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 80
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 80
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 80
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
5 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 64

Abundance Scan 1746 (6.654 min): W025482 D\data.ms (-1732) (-) m/z 43.05 100.00%

43.0 1.1
5000
5[7.0

‘ 671 1121 6.40 6.60 6.80 7.00
\H’HH’HH’\H\‘\\H‘1H\‘\‘H‘\‘\H\“1\\\‘\H\‘HH‘HH‘HH‘H mz 71 16 95 56/

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0

5000 R ans
6.40 6.60 6.80 7.00

270 70.05  74.00%

57.0 m/z
\HHHHH\H‘\‘HH‘!H\H‘HHHHHHHHHHHllH4HOH
iz 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0

71.0 640660680700
270 57.0
2.0 \“ H . 85.0 99.0 114.0
,,,“““““
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8663: Pentane, 2,3,4-trimethyl-  AARRREARE ST e
43.0 71.0 6.40 6.60 6.80 7.00

m/z 55.10  29.57%

5000
27 0 57.0
| ‘ ‘ ‘ 97.0 114.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.776  10.29 ug/L 755702  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1784 (6.776 min): VV025482.D\data.ms (-1769) (-) m/z 43.05 100.00%
3.0

71.1
57.0
5000 85.1
T
99.2 6.40 6.60 6.80 7.00
\H‘HH‘HH‘\H\‘HHi\‘}\\“\‘\H‘H\‘\“\‘H\“\‘M\‘\\‘H“HH‘HH‘\ m/z 71.16 74.66%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 N N R R
57.0 6.40 6.60 6.80 7.00
270 85.0 m/z 70.10  64.50%
.99.0113.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0
R e e e
6.40 6.60 6.80 7.00
5000 m/z 57.05 51.82%
57.0 71.0
27.0 ‘ ‘ 85.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0 6.40 6.60 6.80 7.00
m/z 85.10 46.68%
71.0
5000 57.0 85.0
N T
h i | 1N |
e e e e e e e R A o
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 13 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.525 19.19 ug/L 16113460 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H1e 000496-11-7 90
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 83
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74

Abundance Scan 3261 (11.525 min): VV025482.D\data.ms (-3248) (- m/z 117.10 100.00%

11y.1
5000

91.1
39.0 63.0 ‘ 11 50
\ I

e kel L 2841 7 118,10 55.75%

m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0

5000
1150
m/z 115.10 35.62%
39.0 63.0 91.0
\\].\5\()‘\\\\"\\”\\“‘\‘\\\‘\\‘\\"‘\\\!“\\\\‘\
m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
I |
1150
5000 ITI/Z 91.10 15.52%
39.0 5go 910
as0 Lo lhme L
m/z--> 20 40 60 100 120 140
Abundance #10180.Indane N . ‘
117.0 11.50

m/z 116.10  10.26%

5000
39.0 63.0 910 ‘
150 | | | m ‘ o

miz--> 20 40 100 120 140 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41222\
Data File : VV025482.D

Acqg On : 12 Apr 2022 18:16
Operator : SY/MD

Sample : N2356-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 1.217 6.7 ug/L 487983 1 5.619 367043 5.0
(DEL) Alkane: S.. 1.638 117.5 wug/L 8625540 1 5.619 367043 5.0
(DEL) Alkane: S.. 1.809 5.4 ug/L 393829 1 5.619 367043 5.0
(DEL) Alkane: C.. 2.027 4.5 ug/L 331713 1 5.619 367043 5.0
(DEL) Alkane: S.. 2.500 16.9 ug/L 1243640 1 5.619 367043 5.0
(DEL) Alkane: C.. 2.580 12.5 ug/L 916011 1 5.619 367043 5.0
(DEL) Alkane: S.. 2.764 10.6 ug/L 776974 1 5.619 367043 5.0
(DEL) Alkane: C.. 3.767 12.8 ug/L 935932 1 5.619 367043 5.0
(DEL) Alkane: S.. 4.767 8.0 ug/L 589689 1 5.619 367043 5.0
(DEL) Alkane: S.. 5.233 10.5 ug/L 771238 1 5.619 367043 5.0
(DEL) Alkane: S.. 6.654 5.0 ug/L 367497 1 5.619 367043 5.0
(DEL) Alkane: S.. 6.776 10.3 ug/L 755702 1 5.619 367043 5.0
Indane 11.525 19.2 ug/L 1611340 3 11.249 419898 5.0
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