LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV032283.D

Acqg On : 06 Oct 2023 04:51
Operator : SY/MD

Sample : 04748-29

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 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@32283.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 28 rVB 141029 152485 24.74%  3.894%
2 1.191 41 47 58 rVB 79216 70453 11.43% 1.799%
3 1.278 66 74 93 rVB 118134 131379 21.32% 3.355%
4 1.532 146 153 165 rVB 35449 41131 6.67% 1.050%
5 1.597 165 173 188 rVB 46808 59731 9.69% 1.525%
6 1.767 218 226 243 rVB 30338 40990 6.65% 1.047%
7 2.060 309 317 329 rBV 52217 74855 12.15% 1.912%
8 2.159 340 348 359 rVB4 7723 12658 2.05% 0.323%
9 2.240 368 373 388 rVB4 3985 7255 1.18% 0.185%
10 2.468 429 444 452 rBV6 7276 18425 2.99% 0.471%
11 2.516 454 459 469 rVB2 4286 6169 1.00% 0.158%
12 2.690 503 513 526 rBv3 4723 9012 1.46% 0.230%
13  2.966 588 599 609 rVB3 5840 10396 1.69% 0.265%
14 3.661 803 815 817 rBV4 6026 8601 1.40% 0.220%
15 3.799 845 858 886 rBV 63030 176098 28.58% 4.497%
16 4.272 984 1005 1027 rBVv4 94460 315224 51.15% 8.050%
17 4.580 1095 1101 1116 rVBS8 6787 13830 2.24% 0.353%
18 4.731 1131 1148 1165 rBV ~ 253953 616233 100.00% 15.737%
19 4.957 1202 1218 1232 rBV2 104011 263913 42.83% 6.740%
20 5.535 1385 1398 1415 rBV 78416 163896 26.60% 4.186%
21 5.831 1477 1490 1520 rBV 135052 287292 46.62% 7.337%
22 5.992 1526 1540 1552 rBV 61878 131140 21.28% 3.349%
23 6.915 1817 1827 1848 rBV 29138 56199 9.12% 1.435%
24 7.246 1919 1930 1944 rBV 98828 176423 28.63% 4.505%
25 7.320 1944 1953 1967 rVB 29018 51985 8.44% 1.328%
26 7.558 2016 2027 2040 rBV 16606 31988 5.19% 0.817%
27 8.037 2164 2176 2204 rBV2 199703 406174 65.91% 10.373%
28 8.789 2399 2410 2429 rBV 99058 166909 27.09% 4.263%
29 8.953 2452 2461 2473 rBV 6628 11130 1.81% 0.284%
30 9.075 2487 2499 2515 rBvV3 10923 20129 3.27% 0.514%
31 9.487 2618 2627 2637 rBvV3 4758 7215 1.17% 184%
32 10.159 2825 2836 2850 rBV 53535 83322 13.52% 128%

33 11.188 3145 3156 3177 rBV 89194 144182 23.40%
34 11.564 3263 3273 3293 rBV 86847 137962 22.39%
35 17.043 4968 4977 4986 rBV2 6986 10942 1.78%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32283.D

Acqg On : 06 Oct 2023 04:51
Operator : SY/MD

Sample : 04748-29

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 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
Sum of corrected areas: 3915726

SFAMVTR@92923WMA.M Fri Oct 06 17:28:17 2023 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 43

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\

VVve32283.D

: 06 Oct 2023 04:51

: SY/MD

. 04748-29

: 25.0mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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\VV100523\
Data File : VV@32283.D

Acqg On : 06 Oct 2023 04:51
Operator : SY/MD

Sample : 04748-29

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 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 4.65 ug/L 152485 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propane 44 C3H8 000074-98-6 64
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): VV032283.D\data.ms (-9) (-) m/z 43.95 100.00%

44.0
5000
3 [T T T[T o rr[rros
‘ ‘ 1.101.201.301.401.50
0 HH‘H‘_H‘_H‘_H‘_‘H_‘H_‘H‘Hu‘ﬂu‘u"H‘wu‘w m/z 43.00 77.75%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #89: Propane
29.0
5000 [T I T Ty T T

1.101.201.301.401.50

44.0
m/z 39.00 58.84%
1o 189 580,
O\\\H\\\‘H\\‘H\\‘\H\‘\\H‘\\H‘\\\ ‘\\\\‘\\\\i\\\\‘\\\\‘\\\\‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
REARNRREESSaEEEsssEyEay
1.101.201.301.401.50
5000 m/z 41.00 53.74%
44.0
15.0 38.‘0 H
0 H‘H‘H‘H‘W‘H‘_‘H‘H‘w“u‘ﬁ‘“H‘_lhih‘w‘u‘_‘u‘
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #90: Propane \“‘w“‘w“‘w“‘w“#
29.0 1.101.201.301.401.50

m/z 41.95 22.67%

5000
150 H
0 2.0 ‘H \“

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\VV100523\
Data File : VV@32283.D

Acqg On : 06 Oct 2023 04:51
Operator : SY/MD

Sample : 04748-29

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 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
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.191 2.15 ug/L 70453  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H1e 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 50
5 Isobutane 58 C4H10 000075-28-5 45
Abundance  Scan 47 (1.191 min): VV032283.D\data.ms (-41) (-) m/z 42.95 100.00%
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0t e o M/Z 40.95  48.47%
miz--> 0 10 20 30 40 50 60 70 80 90

Abundance #267: Isobutane
43.0

5000 e
120 140 160
27.0
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5000 m/z 38.95 19.83%
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0 e e e
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32283.D

Acqg On : 06 Oct 2023 04:51
Operator : SY/MD

Sample : 04748-29

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.597 1.82 ug/L 59731 1,4-Difluorobenzene 5.535

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 47
4 Pentane 72 C5H12 000109-66-0 42
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 16
Abundance Scan 173 (1.597 min): VV032283.D\data.ms (-165) (-) m/z 43.00 100.00%
43.0
57.0
5000

‘ ‘ 72.0 1.20 1.40 1.60 1.80 2.00
0t sz 41,95 9e.64%
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L
5000 [T Tt
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72.0
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\ii\\\‘\\\\‘\\\\“\\\\‘\
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Abundance #813: Butane, 2-methyl-
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Abundance #752: 3-Buten-1-ol e R e
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32283.D

Acqg On : 06 Oct 2023 04:51
Operator : SY/MD

Sample : 04748-29

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 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
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Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.767 1.25 ug/L 40990 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 90
4 Pentane 72 C5H12 000109-66-0 90
5 Pentane 72 C5H12 000109-66-0 90
Abundance Scan 226 (1.767 min): VV032283.D\data.ms (-218) (-) m/z 42.95 100.00%
5000
570 R R R
é 72.0 1.40 1.60 1.80 2.00
o 358Ul L njz a1.95 ee.57%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0 L
5000 AR RAN R B EE
1.40 1.60 1.80 2.00
. m/z 40.95 52.29%
27.0 570 5 /
15'0 \‘\‘ \‘\ | L M‘
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
R ARRRENNEZ RS B
1.40 1.60 1.80 2.00
5000 m/z 39.00 17.54%
27.0
57.0 72.0
o ||| |
L0 L 0w
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane R T
43.0 1.40 1.60 1.80 2.00
m/z 57.00 16.61%
5000 27.0
57.0
15.0 ‘ 72.0
0 ““279‘W“H‘Hl1_”“;‘:”_“;“‘mwlm_ M,HHWHWH,HH_
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\VV100523\
Data File : VV@32283.D

Acqg On : 06 Oct 2023 04:51
Operator : SY/MD

Sample : 04748-29

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.468 0.56 ug/L 18425 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 87
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
Abundance Scan 444 (2.468 min): VV032283.D\data.ms (-429) (-) m/z 43.00 100.00%
43.0
5000 71.0
569 \\\\‘\\\\’\\\\‘\\\\‘\\\\
‘ ‘ ‘ 86.0 2.20 2.40 2.60 2.80
0t m/z 42,00 51.02%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
: 2.20 2.40 2.60 2.80
m/z 71.00 47.55%
270 57.0 w50
O\\\‘\\\\‘J\-\\I:_)\.(\)‘\\\‘\“\\\\“\}\\‘\\‘1‘\‘\\\\l{\\\‘\\l-\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0 {\
 EBARE ST
2.20 2.40 2.60 2.80
5000 71.0 m/z 40.95 35.84%
2.0 57.0
86.0
0l 20
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl- R REEmaEEEEE
43.0 2.20 2.40 2.60 2.80
m/z 38.95 18.75%
5000
27.0 71.0
15.0 M 57"0 ‘ 86.0 ﬁ
ol e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV032283.D

Acqg On : 06 Oct 2023 04:51
Operator : SY/MD

Sample : 04748-29

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 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 4.7 ug/L 152485 1 5.535 163896 5.0
(DEL) Alkane: S... 1.191 2.1 ug/L 70453 1 5.535 163896 5.0
(DEL) Alkane: S... 1.597 1.8 ug/L 59731 1 5.535 163896 5.0
(DEL) Alkane: S 1.767 1.3 ug/L 40990 1 5.535 163896 5.0
(DEL) Alkane: S 2.468 0.6 ug/L 18425 1 5.535 163896 5.0
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