LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42222\
Data File : VV025696.D

Acqg On : 22 Apr 2022 21:23
Operator : SY/MD

Sample : N2530-01

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@25696.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.114 17 23 38 rVB 177496 169971 23.39% 2.860%
2 1.220 50 56 64 rBvV 34096 31798 4.38% 0.535%
3  1.31e 74 84 96 rBV2 238548 305622 42.05% 5.142%
4 1.423 113 119 128 rVvB3 14570 19793  2.72% 0.333%
5 1.571 157 165 178 rBV 136317 159118 21.90% 2.677%
6 1.638 178 186 199 rVB 40475 52176 7.18% ©0.878%
7 1.773 219 228 234 rBV 29285 37552 5.17% 0.632%
8 1.812 234 240 261 rVB3 34306 61247 8.43% 1.031%
9 1.989 285 295 305 rBV2 9021 14114 1.94% 0.237%
106 2.114 322 334 356 rBV 237352 351595 48.38% 5.916%
11 3.892 877 887 922 rBV2 56261 190496 26.21%  3.205%
12 4.352 1013 1030 1060 rBV 125643 322089 44.32% 5.419%
13 5.050 1232 1247 1282 rBV2 288780 726731 100.00% 12.228%
14 5.619 1410 1424 1446 rBV2 175658 361874 49.79% 6.089%
15 6.072 1552 1565 1588 rBV2 162625 343388 47.25% 5.778%
16 6.989 1839 1850 1873 rBV 67097 126069 17.35% 2.121%
17 7.317 1940 1952 1969 rBV 334283 580614 79.89% 9.769%
18 7.394 1970 1976 1994 rVB 15373 30154 4.15% 0.507%
19 7.625 2037 2048 2068 rBV 37852 71099 9.78% 1.196%
20 7.979 2148 2158 2172 rVB 34436 60183 8.28% 1.013%

21 8.088 2182 2192 2225 rBV = 243611 486736 66.98%
22 8.854 2416 2430 2456 rBV 283658 478884 65.90%
23 10.214 2840 2853 2876 rVB 95541 150314 20.68%
24 11.246 3164 3174 3191 rBV 250986 390829 53.78%
25 11.622 3280 3291 3306 rBV 267491 420866 57.91%
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Sum of corrected areas: 5943312
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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\VVve42222\

: VV025696.D

: 22 Apr 2022 21:23

: SY/MD

: N2530-01

: 25mL/MSVOA_V/WATER

: 20 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042222\
Data File : VV025696.D

Acqg On : 22 Apr 2022 21:23
Operator : SY/MD

Sample : N2530-01

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
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.114 2.35 ug/L 169971 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 86
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 40
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance  Scan 23 (1.114 min): VV025696.D\data.ms (-17) (-) m/z 41.10 100.00%

41.1
5000
“ ‘ 600 1.101.201.301.401.50
H\HH\‘HH‘HH‘HH‘HH‘HH‘HH‘HHH\H‘H\‘HH‘HH‘HH"HH‘HH m/z 39.09 82.18%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.401.50
m/z 42.10 58.81%
o 180
H\HH\‘HH‘HH‘HH‘H\HHH‘HH‘HH‘HH‘\M‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
RRRREEREET e L
1.101.201.301.401.50
5000 27.0 m/z 43.10 39.41%
20 19 |
P e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #63: Cyclopropane
42.0 1.101.201.301.401.50
m/z 44.05 32.84%
5000
27.0
14.0
HmH“2‘?9‘””‘”‘1}”mww!mww!!w b R ARRSmaETEY
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042222\
Data File : VV025696.D

Acqg On : 22 Apr 2022 21:23
Operator : SY/MD

Sample : N2530-01

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
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.638 0.72 ug/L 52176 1,4-Difluorobenzene 5.619

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 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 38
4 Methanamine, N-pentylidene- 99 C6H13N 010599-75-4 37
5 Pentane 72 C5H12 000109-66-0 33
Abundance Scan 186 (1.638 min): VV025696.D\data.ms (-178) (-) m/z 43.05 100.00%
43.0
57.1
5000
‘ 72.1 1.40 1.60 1.80 2.00
et L myz 42,10 91.37%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0
1.40 1.60 1.80 2.00
15.0 m/z 41.10  82.52%
‘ 72.0
\\\‘.\\\\‘\}\\‘\\11‘\\\\}}\\H\‘\‘\}‘\\\\“}\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0 J\
RN R RRRREEEE
570 1.40 1.60 1.80 2.00
5000 m/z 57.18  72.66%
29.0
72.0
L R R e
m/z--> 0 10 20 30 40 50 60 70 80 /\A f\
Abundance #752: 3-Buten-1-ol 18P S VR A NS
42.0 1.40 1.60 1.80 2.00
31.0 m/z 38.95 27.79%
5000
57.0 720
150 ‘Mwmmw‘u‘m‘w WANY IV, Wl .
m/z--> 0O 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\VvVve42222\
Data File : VV025696.D

Acqg On : 22 Apr 2022 21:23

Operator : SY/MD

Sample : N2530-01

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
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
1.773 0.52 ug/L 37552 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene 70 C5H10 000109-68-2 72
2 1-Pentene 70 C5H10 000109-67-1 68
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 64
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64
Abundance Scan 228 (1.773 min): VV025696.D\data.ms (-219) (-) m/z 42.10 100.00%
42.1
55.0
5000 70.1 AA
AUULVAS i V0
631 1.40 1.60 1.80 2.00
H‘HH‘HH‘HH‘HH‘HH‘HH‘H‘H}\H‘HH“\M\‘H\‘\H;i\}\‘\‘\‘\\\‘\\\\‘\ m z 55 05 74 48/
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #630: 2-Pentene
55.0 MA
5000 \‘\\\\’\\\\‘\\\\‘\\\\’\
42.0 70.0 1.40 1.60 1.80 2.00
29.0 m/z 70.10 46.18%
1 H‘HHH\M \\H‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #629: 1-Pentene
42.0
“H‘w‘u“u‘w‘u‘,
55.0 1.40 1.60 1.80 2.00
m/z 41.00 42.86%
5000 0.0 /
290
H_HWHH_HWHH_HWHH_HW‘H_m_uwuuwuwuuwuwuuw
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #631: 1-Pentene e e
42.0 1.40 1.60 1.80 2.00
m/z 39.00 42.53%
55.0
5000
27.0 70.0
15.0 “‘340‘\‘ . 630
e e e AT e R ARR
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042222\
Data File : VV025696.D

Acqg On : 22 Apr 2022 21:23
Operator : SY/MD

Sample : N2530-01

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
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Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.812 0.85 ug/L 61247 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 64

4 Pentane 72 C5H12 000109-66-0 64

5 Pentane 72 C5H12 000109-66-0 64

Abundance Scan 240 (1.812 min): VV025696.D\data.ms (-234) (-) m/z 43.10 100.00%

43.1
5000 L
R L AR REmaEREE RS

55.0
‘ “ 771 1.40 1.60 1.80 2.00 2.20
SR O4 1 UNDSOUSS ' ESSSSMSUCH™ ASSAS m/z 42.05 61.25%

m/z--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
5000

270 1.40 1.60 1.80 2.00 2.20
' m/z 41.05 49.55%

57.0 72.0
1 N
TTT ‘ L ‘ TTTT ‘ T i T ‘ T TT ‘ T { T ‘ T \‘i T ‘ T 1T ‘ T TT ‘ T
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane
43.0

1.40 1.60 1.80 2.00 2.20

5000 27.0 m/z 55.05 18.43%
15.0 ‘ ‘ 570 720
20l A
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #808: Pentane ‘HHWHWH,HHW
43.0 1.40 1.60 1.80 2.00 2.20

m/z 39.00 18.10%

5000

27.0 57.0 72.0

o |l \

m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00 2.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42222\
Data File : VV025696.D

Acqg On : 22 Apr 2022 21:23
Operator : SY/MD

Sample : N2530-01

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... 1.114 2.4 ug/L 169971 1 5.619 361874 5.0
(DEL) Alkane: S... 1.638 0.7 ug/L 52176 1 5.619 361874 5.0
(DEL) Alkane: S... 1.773 0.5 ug/L 37552 1 5.619 361874 5.0
(DEL) Alkane: S... 1.812 0.8 ug/L 61247 1 5.619 361874 5.0
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