LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111422\
Data File : VV028958.D

Acqg On : 14 Nov 2022 23:43
Operator : SY/MD

Sample : N5604-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 35 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@28958.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 11 21 37 rBV2 703052 788842  6.21%  2.884%
2 1.236 49 61 71 rBV2 140668 428579 3.37% 1.567%
3  1.31e 73 84 94 rBV 2856303 3612832 28.44% 13.207%
4 1.564 158 163 177 rVB2 133720 199411 1.57% ©.729%
5 1.815 232 241 259 rVB4 134979 248489 1.96%  ©.908%
6 2.108 323 332 350 rVB4 210048 367714  2.89%  1.344%
7 2.757 521 534 566 rBV 1324141 2302794 18.13% 8.418%
8 3.902 873 890 943 rBV 5286042 12704482 100.00% 46.441%
9 4.342 1014 1027 1048 rVB 135288 336170 2.65% 1.229%
10 5.043 1229 1245 1257 rBV2 317891 784093 6.17% 2.866%
11 5.612 1410 1422 1461 rBV 280781 620438 4.88% 2.268%
12 5.911 1502 1515 1543 rBV 224022 473542 3.73% 1.731%
13 6.066 1544 1563 1581 rBV 172572 392217 3.09% 1.434%
14  6.985 1839 1849 1870 rBV2 69011 131643 1.04% 0.481%
15 7.310 1939 1950 1965 rBV 393519 690869 5.44%  2.525%
16 7.387 1965 1974 2000 rVB 94274 182648 1.44% 0.668%
17 8.088 2181 2192 2235 rBV 222709 632835 4.98%  2.313%
18 8.847 2415 2428 2459 rBV 408985 702672  5.53% 2.569%
19 10.210 2840 2852 2877 rBV 127464 218950 1.72% 0.800%
20 11.242 3162 3173 3192 rBV 446134 707801 5.57% 2.587%
21 11.525 3250 3261 3272 rBV4 57345 129401 1.02% 0.473%

22 11.615 3279 3289 3312 rVB 406203 699847 5.51% 2.558%

Sum of corrected areas: 27356269
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111422\

: VV028958.D

: 14 Nov 2022 23:43

: SY/MD

: N5604-05

: 25.0mL/MSVOA_V/WATER
. 35

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: VV028958.D\data.ms
3.902

1.310

2.757

.108

1.236- 1.564 1,815 2.108 4.342 5.043 5.612 5914066
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TIC: VV028958.D\data.ms
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TIC: VV028958.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111422\
Data File : VV028958.D

Acqg On : 14 Nov 2022 23:43
Operator : SY/MD

Sample : N5604-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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.
1.108 6.36 ug/L 788842  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Propene 42 C3H6 000115-07-1 80
2 Propene 42 C3H6 000115-07-1 40
3 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 38
4 Cyclopropane 42 C3He 000075-19-4 9

5 Cyclopropene 40 C3H4 002781-85-3 9
Abundance  Scan 21 (1.108 m|n) VV028958.D\data.ms (-11) (-) m/z 41.00 100.00%

41.0
5000

\H 63.9 1.101.201.301.401.50
H“"‘“"H‘HH‘HH‘HH\HH\"."\‘H‘\”“\HH\HH\HH‘HH ITIZ 39.00 79.63%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #61: Propene
41.0
5000

1.101.201.301.401.50
m/z 42.00 60.90%

260
10 il “
H\‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘\\H‘HH‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #62: Propene
41.0

1.101.201.301.401.50

o

o

5000 m/z 35.95 59.58%
26,0
2.0 all \‘
0Lttt el e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9827: Chloro(prop-2-yn-1-yloxy)methanone RREEE SN Ean s s Ry
39.0 1.101.201.301.401.50

m/z 43.10 33.03%

5000
‘ 63.0
0 M‘ [ | ‘\ 118.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111422\
Data File : VV028958.D

Acqg On : 14 Nov 2022 23:43
Operator : SY/MD

Sample : N5604-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.236 3.45 ug/L 428579  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 5

Abundance  Scan 61 (1.236 min): VV028958.D\data.ms (-49) (-) m/z 63.90 100.00%

3.9 ﬂ
5000
1.20 1.40 1.60
0 381 | o
—r 7 m/z 47.95 43.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000
1.20 1.40 1.60
m/z 65.90 5.02%
32.0
O\\\l‘\\!\‘\\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
T
1.20 140 1.60
5000 m/z 49.90 2.58%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- T
64.0 1.20 140 1.60
m/z 64.90 1.18%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R L e R =
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111422\
Data File : VV028958.D

Acqg On : 14 Nov 2022 23:43
Operator : SY/MD

Sample : N5604-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.815 2.00 ug/L 248489  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 2-Pentene, (E)- 70 C5H10 000646-04-8 90
3 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 90
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
5 2-Pentene, (Z)- 70 C5H1e 000627-20-3 90
Abundance Scan 241 (1.815 min): VV028958.D\data.ms (-232) (-) m/z 55.00 100.00%
55.0
5000 420 0.0
1.40 1.60 1.80 2.00 2.20
0 m‘HH‘mWm_‘H‘HH;M‘:H‘_me_H m/z 70.85 39.95%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #642: 2-Pentene, (E)-
558.0
39.0 0.0 1.40 1.60 1.80 2.00 2.20
29.0 m/Z 42.00 36.02%
O\\\‘\\\\‘}\5\(\)‘\\}‘}“\\\‘1}\\\\“\‘1\‘\‘!\\‘\“‘\\\\‘\\\
m/z--> 0 10 40 50 60 70 80
Abundance #638.2—Pentene,(E—
55.0
1.40 1.60 1.80 2.00 2.20
m/z 43.00 34.91%
5000 420 70.0
29.0
S -
m/iz--> 0 10 20 40 50 60 70 80
Abundance #651.2—Butene,24nethyk T e
55.0 1.40 1.60 1.80 2.00 2.20
m/z 41.00 34.65%
5000
41.0 70.0
27.0
15.0 ‘ ‘
1.0
0 ‘H"H“HM‘_‘:M“w}uu‘pﬁd‘_“W“u“‘
m/z--> 0 10 20 30 0 50 60 70 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\VVv111422\
Data File : VV028958.D

Acqg On : 14 Nov 2022 23:43
Operator : SY/MD

Sample : N5604-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 1Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.525 0.91 ug/L 129401 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1le 000496-11-7 94
2 Indane 118 CO9H10 000496-11-7 76
3 Indane 118 C9H1e 000496-11-7 76
4 Indane 118 C9H1e 000496-11-7 70
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70

Abundance Scan 3261 (11.525 min): VV028958.D\data.ms (-3250) (- m/z 117.00 100.00%

117.0
5000
57.1
.

91.0

41.0 ‘ ‘ ‘ 134.1 11.50
o‘m_m““mh” ‘M P‘MmmHMWMHH m/z 118.10  52.66%
m/z--> 20 40 80 100 120 140
Abundance #10181.Indane
117.0
5000 A : A ‘
11.50

m/z 115.00  35.45%
91.0

39.0 63.0
15.0 Lol
O\\\\‘\\\\“\\‘\\“\‘\\\‘\\“\\‘\\\Lu‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
—f

11.50
5000 ITI/Z 57.10 31.97%
39.0 sg0 91.0 ‘
13.0
o0& ““‘W“« “1“M“““JL“M“ M““““‘
miz--> 20 40 60 80 100 120 140 A
Abundance #10178: Indane mf Al e s i
117.0 11.50
m/z 119.16  17.64%
5000
39.0 580 91.0 j\/\ K
A I A TR SN, Y (| VWY LV1 VLN,
miz--> 20 40 60 80 100 120 140 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV111422\
Data File : VV028958.D

Acqg On : 14 Nov 2022 23:43
Operator : SY/MD

Sample : N5604-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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... 1.108 6.4 ug/L 788842 1 5.612 620438 5.0
Sulfur dioxide 1.236 3.5 ug/L 428579 1 5.612 620438 5.0
(DEL) Alkane: S... 1.815 2.0 ug/L 248489 1 5.612 620438 5.0
Indane 11.525 0.9 ug/L 129401 3 11.242 707801 5.0
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