LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 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\SFAMVTR110421WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@23379.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.214 48 54 61 rVB 21250 18635 1.71% 0.365%
2 1.307 75 83 93 rBvV 151034 149648 13.77% 2.934%
3 1.568 153 164 175 rBV 46010 53433 4.92% 1.048%
4 1.635 175 185 200 rVB 146972 184537 16.98% 3.618%
5 1.809 230 239 253 rVWW3 32407 55289 5.09% 1.084%
6 1.902 257 268 279 rVB 17008 24218 2.23% 0.475%
7 2.024 298 306 319 rVB 39097 56464 5.19% 1.107%
8 2.108 321 332 349 rBB 92376 137676 12.67%  2.699%
9 2.500 438 454 461 rBv7 27909 69499 6.39% 1.363%
10 2.577 471 478 498 rVB 23587 48185 4.43% 0.945%
11 2.764 523 536 554 rBV2 18669 37921 3.49% 0.743%
12 3.278 685 696 708 rVB3 5777 11801 1.09% 0.231%
13 3.767 832 848 863 rBV3 27076 66518 6.12% 1.304%
14 3.908 881 892 915 rBV3 30505 96434 8.87% 1.891%
15 4.352 1015 1030 1056 rBV 62262 166960 15.36%  3.273%
16 4.680 1116 1132 1147 rBV5 22090 54900 5.05% 1.076%
17 4.767 1148 1159 1178 rVB7 10423 27663  2.55% 0.542%
18 5.053 1232 1248 1253 rBV3 155383 339011 31.19% 6.646%
19 5.101 1254 1263 1285 rVB 507249 1086916 100.00% 21.309%
20 5.233 1296 1304 1322 rVB6 13158 37739 3.47% 0.740%
21 5.323 1322 1332 1344 rVBS8 5851 12949 1.19% 0.254%
22 5.619 1411 1424 1458 rBV 143641 304959 28.06% 5.979%
23 6.072 1552 1565 1581 rBV2 82379 180909 16.64%  3.547%
24  6.654 1734 1746 1762 rVB3 8144 18276 1.68% 0.358%
25 6.776 1768 1784 1800 rBV5 15135 35033 3.22% 0.687%
26 6.992 1841 1851 1878 rBV 40305 78897 7.26% 1.547%
27 7.320 1941 1953 1970 rBV 180202 313938 28.88% 6.155%
28 7.629 2040 2049 2069 rBV 22805 42465 3.91% 0.833%
29 8.091 2184 2193 2232 rBV 130152 268292 24.68% 5.260%
30 8.854 2419 2430 2459 rBV 211740 349201 32.13% 6.846%
31 10.217 2842 2854 2874 rBV2 52166 85401 7.86% 1.674%
32 11.249 3164 3175 3199 rBV 214967 336132 30.93% 6.590%
33 11.529 3252 3262 3276 rBV2 26274 47284 4.35% 0.927%
34 11.625 3281 3292 3311 rVB 175167 280232 25.78% 5.494%
35 12.117 3436 3445 3460 rvB2 8006 12282 1.13% 0.241%
36 12.886 3676 3684 3697 rvB3 7413 110657 1.02% 0.217%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 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\SFAMVTR110421WMA.M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 5100754
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X
Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV023379.D\data.ms
500000 5.101
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200000
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Abundance TIC: VV023379.D\data.ms
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Abundance TIC: VV023379.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.635 3.03 ug/L 184537 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Pentane 72 C5H12 000109-66-0 42
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 35
Abundance Scan 185 (1.635 min): VV023379.D\data.ms (-175) (-) m/z 43.10 100.00%
43.
57.1
5000
‘ 72.1 1.40 1.60 1.80 2.00
0 m_m_m_m‘m:\mmm‘”,m‘_m_ m/z 41.10 91.00%
m/z--> 0 10 20 30 40 80
Abundance #813: Butane, 2-methy|—
43.0
57.0
5000 270
1.40 1.60 1.80 2.00
15.0 m/Z 42.10 84.82%
‘ 72.0
0 \\\‘.\\\\‘\{\\‘\\11‘\\\\}\}\\i‘\‘\‘\{’\\\\‘1\\\‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance
43.0
570 1.40 1.60 1.80 2.00
5000 m/z 57.10 76.40%
29.0
15.0 720
e N E
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol R RRARRE R
42.0 1.40 1.60 1.80 2.00
310 m/z 39.10 34.36%
5000
P [N 1 N o
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\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X
Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.809 0.91 ug/L 55289 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 72
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 72

4 Pentane 72 C5H12 000109-66-0 64
5 Pentane 72 C5H12 000109-66-0 59

Abundance Scan 239 (1.809 min): VV023379.D\data.ms (-230) (-) m/z 43.05 100.00%

43.0
5000
55.1
721 R e

‘ ‘ 1.40 1.60 1.80 2.00 2.20
et L myz 42,100 65.42%

0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808: Pentane
43.0
5000 k‘uu‘uu‘\u{\’j\uu‘u
1.40 1.60 1.80 2.00 2.20
27.0 57.0 72.0 m/z 41.10 62.01%
O H “ | 0 H‘ 650 ‘
‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘H \‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43.0
1.40 1.60 1.80 2.00 2.20
5000 ITI/Z 55.10 34.20%
27.0
57.0 72.0
15.0
O e e e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane Frer e
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.10 33.88%
5000
27.0 57.0 72.0
oL 150 LS00 es0
[P P e b e e
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\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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: Cyclic2.024 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.024 0.93 ug/L 56464 1,4-Difluorobenzene 5.619

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 90
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 90

4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 87

Abundance Scan 306 (2.024 min): VV023379.D\data.ms (-298) (-) m/z 55.10 100.00%

55.1
5000 70.1
39.1

1.60 1.80 2.00 2.20 2.40

0 “““}9‘ Ol m/z 7e.10 41.30%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0
5000 70.0 j\
41.0 1.60 1.80 2.00 2.20 2.40

‘ m/z 39.10  29.74%

29.0
Q HH‘?%l\o‘\}\l‘}\\\‘\\\\‘\
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55.0

1.60 1.80 2.00 2.20 2.40

o

5000 39.0 70.0 m/z 41.10 27 .34%
29.0
0 49.0 61.0
T e e
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.60 1.80 2.00 2.20 2.40

m/z 42.10 21.53%

5000 70.0
41.0
29.0 ‘

| ‘ 490 620 Nopo )

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20 2.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.500 1.14 ug/L 69499 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 76
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 59
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 40
Abundance Scan 454 (2.500 min): VV023379.D\data.ms (-438) (-) m/z 43.05 100.00%
43.0
5000
71.1
“W‘H‘W“W‘H‘_‘H
350 ‘550 879 2.20 2.40 2.60 2.80
) SN il su‘mhﬁ“w‘hue‘w“‘lw“‘ m/z 42.10  91.82%

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

5000 A S
71.0 2.20 2.40 2.60 2.80

m/z 41.10 45.36%

27.0 55.0
15.0 ‘\ ‘ | \‘ 8?0
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 40 50 60 70 80 90
Abundance
42.0

2.20 2.40 2.60 2.80

| ———

5000 ITI z 71.10 29.70%
71.0
27.0
55.0 86.0
0. 150 63.0
SN 7 S X N RO - 0 0 S S
miz--> 10 20 30 40 50 60 70 80 90 )
Abundance #2056: Butane, 2,3-dimethyl- /AUYA NS S| W
43.0 2.20 2.40 2.60 2.80

m/z 38.95 20.52%

5000
o 71.0
86.0
VAR At Aadendlc s teagat et

m/z--> 10 20 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\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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: Cyclic2.577 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.577 0.79 ug/L 48185 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 64
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 64
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cyclopentane 70 C5H10 000287-92-3 50
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 40
Abundance Scan 478 (2.577 min): VV023379.D\data.ms (-471) (-) m/z 42.05 100.00%
42.0
5000 550 700 M
250 50 2R0 28
84.0
0 mw‘_mwwm}H‘mwm‘l‘_m_m” m/z 55.85 47.10%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
5000 \‘\u\‘\u\,\u\‘\u\‘ﬂ
270 mZ . 0
1.0 150 ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
42.0
b
2.20 2.40 2.60 2.80
5000 m/z 41.10 41.39%
55.0
2.0 70.0
15.0
e e e S
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0 2.20 2.40 2.60 2.80
m/z 38.95 30.86%
55.0
5000 70.0
29.0
m/z--> 0O 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\VVv111021\
Data File : VV@23379.D

Acqg On : 11 Nov 2021 11:52

Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER
ALS Vvial : 66 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
2.764 0.62 ug/L 37921 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 50
Abundance Scan 536 (2.764 min): VV023379.D\data.ms (-523) (-) m/z 57.10 100.00%
57.1
41.1
5000
\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\
H |, 801 81 2.40 2.60 2.80 3.00
0 e b e m/z 56.10  89.83%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0
29.0 41.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
2.40 2.60 2.80 3.00
m/z 41.10 64.20%
s mo
O\\\“\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\}‘\\\\‘\\\\‘\\}\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57.0
29.0 410 2.40 2.60 2.80 3.00
5000 m/z 43.10 24.04%
1.0 15.0 71.0 g0
B Mt A
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl- P
57.0 2.40 2.60 2.80 3.00
m/z 39.00 20.86%
41.0
5000 29.0
. 150 || 70 860
e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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: Cyclic3.767 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.767 1.09 ug/L 66518 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclohexane 84 C6H12 000110-82-7 72
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
Abundance Scan 848 (3.767 min): VV023379.D\data.ms (-832) (-) m/z 56.10 100.00%
56.1
5000 41.1 69.1 j\
R Ram e R
H ‘ | 84.1 3.40 3.60 3.80 4.00

1 | R R B Y7 S E BE T B S W0 0.1

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 \‘\V\\‘\\\\‘\\\V’\\\\‘\
3.40 3.60 3.80 4.00

m/z 69.10 47.22%
‘ “ \H‘

28.0 84.0
“W“”\%ﬁg\”‘w\”“ﬁ“W“ w“”i‘H‘\‘M‘\H
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
56.0

41.0 84.0 ‘,Hu‘mwuu,uw‘
3.40 3.60 3.80 4.00

5000 m/z 55.10  27.97%

o

27.0
69.0
15.0
2.0
o) N 1 TR PR
m/z--> 0O 10 20 30 40 50 60 70 80 90 /\
Abundance #1676: 1-Pentene, 2-methyl- “\M,M‘/TW“HWH,HH_

56.0 3.40 3.60 3.80 4.00
m/z 39.00 22.43%

41.0
5000 690 84.0
290
0 ‘\ i T ! 04 ap

m/z--> 0 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\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.233 0.62 ug/L 37739 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 38
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 38
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 37
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 37
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 28

Abundance Scan 1304 (5.233 min): VV023379.D\data.ms (-1296) (-) m/z 57.10 100.00%
57.1

5000 41.0 /\ J\

I 811 99.0 5.00 5.20 5.40 5.60
el e e m/z 41,00 37.79%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8679: Butane, 2,2,3,3-tetramethyl-
57.0
5000

5.00 5.20 5.40 5.60

o

430 s m/z 56.05 32.49%
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
Mol NP A
5.00 5.20 5.40 5.60
5000 m/z 43.05 14.30%
41.0
0 130 270 830 290 1140
T T T T T T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl-
57.0 5.00 5.20 5.40 5.60

m/z 38.95 9.98%

5000
41.0
27.0
ol 40 \ | 710 990 1140

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\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
6.776 0.57 ug/L 35033 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 78
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 78
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
Abundance Scan 1784 (6.776 min): VV023379.D\data.ms (-1768) (-) m/z 43.10 100.00%
43.1
71.1
5000 57.1 85.1
99.2 6.40 6.60 6.80 7.00
0 ‘H_HwHH_HwHM1‘w‘M!1‘HJ:‘_Hu‘JJH_JH“W_HW m/z 71.10 60.49%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
Ny
5000 71.0 T T T T T T T T T
57.0 6.40 6.60 6.80 7.00
270 85.0 m/z 70.10  51.34%
0 . | H “M \‘ 1N \‘ 99\0 113.0
\H‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
O Y WY Y
6.40 6.60 6.80 7.00
5000 m/z 41.10 41.56%
57.0 71.0
27.0 85.0
99.0
e N
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8648: Hexane, 3,3-dimethyl-
43.0 6.40 6.60 6.80 7.00
m/z 57.10 40.83%
5000 570 10 850
29.0
olo2o 180 | L 0 w40 /\n/\-m,/
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\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.529 0.70 ug/L 47284  1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 90
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
4 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 64
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 59
Abundance Scan 3262 (11.529 min): VV023379.D\data.ms (-3252) (- m/z 117.10 100.00%
11y.1
5000
R \
39.0 63.0 .99 50 | 11.50
0 bt el m/z 118.180 51.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
117.0
5000 DA :
11.50
m/z 115.10  38.84%
300 630 91.0
0 0 U 770 1 1040 |
\H’\H\’HH’\H\’HH’\H\’\H\‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
117.0
—\ ‘
11.50
5000 m/z 91.00 14.67%
39.0 g 91.0
0. 13.0 26.0 77.0 104.0
R RA e maa e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\A [\
Abundance #10197: Benzene, cyclopropyl- A, L ‘n‘ (
117.0 11.50
m/z 116.00  12.90%
5000 91.0
51.0
o | T
o"‘,"","m,"‘\,"‘“,\"\,‘M“‘“m1“Hu‘u‘ﬁq“‘;ﬂwuw —L 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023379.D

Acqg On : 11 Nov 2021 11:52
Operator : SY/MD

Sample : M4558-10DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA .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 1.635 3.0 ug/L 184537 1 5.619 304959 5.0
(DEL) Alkane: S 1.809 0.9 ug/L 55289 1 5.619 304959 5.0
(DEL) Alkane: C 2.024 0.9 ug/L 56464 1 5.619 304959 5.0
(DEL) Alkane: S... 2.500 1.1 ug/L 69499 1 5.619 304959 5.0
(DEL) Alkane: C... 2.577 0.8 ug/L 48185 1 5.619 304959 5.0
(DEL) Alkane: S 2.764 0.6 ug/L 37921 1 5.619 304959 5.0
(DEL) Alkane: C 3.767 1.1 ug/L 66518 1 5.619 304959 5.0
(DEL) Alkane: S 5.233 0.6 ug/L 37739 1 5.619 304959 5.0
(DEL) Alkane: S 6.776 0.6 ug/L 35033 1 5.619 304959 5.0
Indane 11.529 0.7 ug/L 47284 3 11.252 336132 5.0
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