LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100923\
Data File : VV@32358.D

Acqg On : 10 Oct 2023 03:30
Operator : SY/MD

Sample : 04774-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 46  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\SFAMVTRO92923WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VVv@32358.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 9 14 40 rVB 190736 238710  3.81% 2.565%
2 1.191 40 47 61 rBvV 119784 110497 1.76% 1.187%
3 1.278 66 74 92 rBV 170715 188648 3.01% 2.027%
4 1.597 165 173 191 rVB 72683 94329 1.51% 1.014%
5 1.767 218 226 245 rVB 47040 63679 1.02% 0.684%
6 2.060 307 317 330 rBV 74238 113393 1.81% 1.218%
7 3.799 847 858 888 rBv2 51822 177826  2.84% 1.911%
8 4.256 982 1000 1025 rBV3 49647 147987 2.36%  1.590%
9 4.963 1205 1220 1239 rBvV2 111872 302843 4.84% 3.254%
10 5.539 1387 1399 1415 rBV 89627 187977 3.00% 2.020%
11 5.834 1475 1491 1503 rBV 3256103 6261086 100.00% 67.277%
12 5.992 1531 1540 1552 rBvV3 55802 104840 1.67% 1.127%
13 7.249 1920 1931 1946 rBV 116026 217521 3.47% 2.337%
14 8.030 2163 2174 2207 rBV 196807 412305 6.59% 4.430%
15 8.789 2395 2410 2430 rBV 132937 235902 3.77%  2.535%
16 10.156 2825 2835 2848 rBV 56471 92779 1.48% 0.997%
17 11.188 3146 3156 3173 rBV 120419 192408 3.07% 2.067%

18 11.564 3263 3273 3291 rVB 101851 163758 2.62% 1.760%

Sum of corrected areas: 9306488
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100923\

: VWe32358.D

: 10 Oct 2023 ©03:30

: SY/MD

. 04774-07

: 25.0mL/MSVOA_V/WATER
. 46

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92923WMA.M
: TRACE VOA SFAM1.0

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

Abundance
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2500000

2000000

1500000

1000000

500000

I

TIC: VV032358.D\data.ms
34

1.597.767 2.060 3.799 4.256 4.963 5.539 .992

o

Time-->
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3000000

2500000

2000000

1500000
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TIC: VV032358.D\data.ms

8.789

10.156 11188 11.564
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Time-->
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TIC: VV032358.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100923\
Data File : VV@32358.D

Acqg On : 10 Oct 2023 03:30
Operator : SY/MD

Sample : 04774-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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.
1.085 6.35 ug/L 238710 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 83
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance  Scan 14 (1.085 min): VV032358.D\data.ms (-9) (-) m/z 43.95 100.00%

44.0
5000 \/LA
380 RRREa AR RARRRR AR
| ‘ 1.101.201.301.40 1.50
0"H‘Hw‘H‘_H‘_‘HM‘HM‘HM‘H‘HH‘MH\H Ramaseanay m/z 43.00 89.67%
mlz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
5000 [T T[T i Ty i T[T rrrrs
0 1.101.201.301.401.50
4. m/z 38.95 69.43%
150, 10|
O\\HHH‘HH‘HH‘HH‘HH‘HH‘\H ‘H\\‘\H\i\\\\‘\\\\‘\\\\‘
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #89: Propane
29.0
RRREENEEES SeEy e
1.101.201.301.401.50
5000 m/z 41.00 62.18%
44.0
TR
H‘HH‘_H‘_H‘_‘H_‘H_‘H_“‘HH‘HH‘HH‘H‘WH‘W
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #90: Propane ““W“‘W“H“‘H“H4
29.0 1.101.201.301.401.50
m/z 42.00 24.89%
5000
44.0
150
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100923\
Data File : VV@32358.D

Acqg On : 10 Oct 2023 03:30
Operator : SY/MD

Sample : 04774-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.191 2.94 ug/L 110497 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Isobutane 58 C4H1e 000075-28-5 64
3 Isobutane 58 C4H1e 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 64
Abundance  Scan 47 (1.191 min): VV032358.D\data.ms (-40) (-) m/z 42.95 100.00%
43.0
5000

I

— T Y
1.20 140 1.60

357 49.9 57.0 ;
Ol e e m/z 40.95 47.29%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65

Abundance #266: Isobutane j\}k\ﬂk
43.0

5000 e
120 140 160
27.0

m/z 42.00 34.81%

0 15\0 ‘ | 0‘ 50.057.0
HHHH‘\H\‘HH‘HH‘\H\‘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 #269: Isobutane

43.0

120 1.40 160

5000 m/z 39.00 20.00%
27.0
PSS S R T .2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane == “4&77
43.0 120 140 1.60

m/z 57.00 3.88%

5000
27.0

150 ‘ 360 | 500570 A

Ol e e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 120 140 1.60

SFAMVTRO92923WMA.M Wed Oct 11 17:45:56 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100923\
Data File : VV@32358.D

Acqg On : 10 Oct 2023 03:30

Operator : SY/MD

Sample : 04774-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92923WMA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
1.597 2.51 ug/L 94329 1,4-Difluorobenzene 5.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Pentane 72 C5H12 000109-66-0 33

5 Butane, 1-chloro-2-methyl-

106 C5H11C1

000616-13-7 16

Abundance Scan 173 (1.597 min): VV032358.D\data.ms (-165) (-) m/z 43.00 100.00%
43.0
57.0
5000
‘ 72.1 1.20 1.40 1.60 1.80 2.00
ol e o2l b Mz 42.00 93.04%
mfz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.20 1.40 1.60 1.80 2.00
m/z 40.95 86.43%
72.0
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 80
Abundance #813: Butane, 2-methyl-
43.0
57.0 1.20 1.40 1.60 1.80 2.00
5000 27.0 m/z 57.00 67.41%
15.0
72.0
0“‘?9“‘m“‘ullw“‘}1“puﬁiw“‘ﬂ“‘_
miz--> 0 10 30 40 50 80 |
Abundance #752: 3-Buten-1-ol “NN““‘_““H“,‘
42.0 1.20 1.40 1.60 1.80 2.00
310 m/z 38.95 28.90%
- M
57.0 72.0
NI
m/z--> 0 10 20 30 40 50 80 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100923\
Data File : VV@32358.D

Acqg On : 10 Oct 2023 03:30
Operator : SY/MD

Sample : 04774-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.767 1.69 ug/L 63679 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 59
Abundance Scan 226 (1.767 min): VV032358.D\data.ms (-218) (-) m/z 42.95 100.00%
57.0 \‘\\\\‘\\\\‘\\\\’\\\\‘\
‘ 72.0 1.40 1.60 1.80 2.00
Ol e et 848 L sz 42,00 60.44%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
5000
m/z . . 0
57.0 72.0
so || L T
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\\i\}\\‘\\w\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #807: Pentane
43.0
AT e
1.40 1.60 1.80 2.00
5000 m/z 57.00 17 .48%
27.0
15.0 ‘ 10 20
0 ““2:0“WJ]wH:l_m‘ww_mwmw!m_
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane AAW““‘H““H‘,“‘W‘
43.0 1.40 1.60 1.80 2.00
m/z 38.95 17.46%
5000 27.0
15.0 ‘ ‘ 510 720
ob—29 LAl A e
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100923\
Data File : VV@32358.D

Acqg On : 10 Oct 2023 03:30
Operator : SY/MD

Sample . 04774-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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... 1.085 6.3 ug/L 238710 1 5.539 187977 5.0
(DEL) Alkane: S... 1.191 2.9 ug/L 110497 1 5.539 187977 5.0
(DEL) Alkane: S... 1.597 2.5 ug/L 94329 1 5.539 187977 5.0
(DEL) Alkane: S... 1.767 1.7 ug/L 63679 1 5.539 187977 5.0
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