LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32277.D

Acqg On : 06 Oct 2023 ©00:14
Operator : SY/MD

Sample : 04748-13

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 37 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: VV@32277.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 30 rVB 119750 134165 35.94%  4.980%
2 1.192 40 47 58 rBvV 67195 60792 16.28% 2.256%
3 1.278 67 74 84 rBV 97628 103109 27.62% 3.827%
4 1.352 92 97 105 rBV 3754 3999 1.07% 0.148%
5 1.532 146 153 164 rVB 39011 44236 11.85% 1.642%
6 1.597 166 173 184 rVB 30416 37706 10.10%  1.399%
7 1.767 219 226 235 rVB 12711 16731 4.48% 0.621%
8 2.060 307 317 329 rBV 60243 89821 24.06%  3.334%
9 2.156 343 347 363 rVB4 8408 14224 3.81% 0.528%
10 2.446 424 437 439 rBVS5 3272 5007 1.34% 0.186%
11 2.696 505 515 526 rVB3 2625 5477 1.47% 0.203%
12 3.671 804 818 834 rVBS5 3396 8459 2.27% 0.314%
13 3.796 848 857 893 rBV 50357 150949 40.43% 5.603%
14  4.253 982 999 1024 rBV2 44612 118847 31.84% 4.411%
15 4.584 1090 1102 1117 rVB5 4002 10194 2.73% 0.378%
16 4.960 1204 1219 1238 rBV3 103363 273378 73.23% 10.147%
17 5.539 1388 1399 1415 rBV 76902 160207 42.91%  5.946%
18 5.841 1483 1493 1506 rVB 2583 5773 1.55% 0.214%
19 5.992 1528 1540 1553 rBV 61653 129638 34.73% 4.812%
20 6.921 1817 1829 1853 rBV2 24232 52594 14.09% 1.952%
21 7.249 1919 1931 1947 rBV 104721 194001 51.97% 7.200%
22 7.323 1947 1954 1969 rVB 12629 24916 6.67% 0.925%
23 7.561 2018 2028 2055 rBV 14602 31494 8.44% 1.169%
24  8.030 2164 2174 2210 rBV 180890 373315 100.00% 13.856%
25 8.789 2400 2410 2427 rBV 115358 199458 53.43% 7.403%
26 8.956 2455 2462 2473 rBV5 2737 4348 1.16% 0.161%
27 9.082 2491 2501 2518 rVB3 5347 9648 2.58% 0.358%
28 9.487 2620 2627 2640 rBV3 3332 5099 1.37% 0.189%
29 10.156 2825 2835 2854 rBV 54915 87438 23.42% 3.245%
30 10.860 3047 3054 3064 rBV3 3024 4256 1.14% 0.158%
31 11.188 3146 3156 3178 rBV 109476 173669 46.52% 6.446%

32 11.564 3262 3273 3292 rVB 101398 161327 43.21% 5.988%

Sum of corrected areas: 2694275
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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 -

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

: VWe32277.D

: 06 Oct 2023 00:14

: SY/MD

: 04748-13

: 25.0mL/MSVOA_V/WATER
. 37

Sample Multiplier: 1

Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.M

: TRACE VOA SFAM1.0

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

Abundance TIC: VV032277.D\data.ms
150000
085
1.278 4.960
100000
5.539
2.060 5.992
50000 1.532 3.796 4.253
597
1.767
2.446 2.696 3.67 4.584 5.841
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV032277.D\data.ms
8.030
150000
8.789
11.188
7.249 11.564
100000
10.156
50000
6.921
.323 7.561
8 9@6082 9.487 10.860
0+ —— I ‘ . A — L e e —f T
Time--> 7.00 7.50 8.00 8.50 900 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV032277.D\data.ms
150000
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50000
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T“T“
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32277.D

Acqg On : 06 Oct 2023 00:14
Operator : SY/MD

Sample : 04748-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 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 4.19 ug/L 134165 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): VV032277.D\data.ms (-9) (-) m/z 43.95 100.00%

44.0
5000 \/\WA
37. A
| “ 1.101.201.301.401.50
Obrrrrrrrr e e e m/z 43.00  95.28%

miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0

5000 P e T
1.101.201.301.401.50

m/z 39.00 68.52%

) |
O\\\H\\\‘H\\‘HH‘HH‘HH‘HH‘\H‘\H\‘Hl\‘\l\\‘\\\\‘\\\\‘
mi/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #89: Propane
29.0

1.101.201.301.401.50

5000 ITI z 41.00 58.55%
44.0
AT ()
HH‘HWH‘WH‘WHH‘HH‘HH_“_‘H_H‘_H‘_Hw‘uw
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #90: Propane
29.0 1.101.201.301.401.50

m/z 42.00  23.82%

oLl /M

YN Y S _‘H“H‘_“W‘H“H‘w R Ao hnAss SERRMRRR:
miz--> 0 5 10 15 20 25 30 35 40 45 50 1.101.201.301.40 1.50

150

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32277.D

Acqg On : 06 Oct 2023 00:14
Operator : SY/MD

Sample : 04748-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 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.
1.192 1.90 ug/L 60792 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 C4H1ie 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 50
Abundance  Scan 47 (1.192 min): VV032277.D\data.ms (-40) (-) m/z 43.00 100.00%
43.0 n
5000
1.20 140 1.60
36. 49.957.0 .
O e e e m/z 41.00 46.60%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane
43.0
5000
1.20 140 1.60
21 0 m/z 42.00  33.72%
\H\H\\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH T \‘HH‘HH‘HH’HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
e
1.20 140 1.60
5000 m/z 38.95 17.96%
27.0
0 1.0 120 ‘\ . 50.057.0
T R e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane e
43.0 1.20 140 1.60
m/z 57.00 4.,24%
5000
27 0
HHHHMHWHH_‘HMHWHH_HWHHMH‘H‘_HWHHMHWHHMH‘ T R A R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 140 1.60

SFAMVTRO92923WMA.M Fri Oct 06 17:24:56 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32277.D

Acqg On : 06 Oct 2023 00:14
Operator : SY/MD

Sample : 04748-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 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 4
R.T. EstConc Area Relative to ISTD R.T.
1.597 1.18 ug/L 37706 1,4-Difluorobenzene 5.539

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 90
3 3-Buten-1-o0l 72 C4H80 000627-27-0 38
4 Pentane 72 C5H12 000109-66-0 33

5 3-Buten-1-o0l 72 C4H80 000627-27-0 9
Abundance Scan 173 (1.597 min): VV032277.D\data.ms (-166) (-) m/z 43.00 100.00%

43.0
57.0
5000

‘ 72.1 1.20 1.40 1.60 1.80 2.00
ool W myz 41,95 87.18%

miz--> 0 10 20 30 40 50 60 70 80

Abundance #813: Butane, 2-methyl-

I M
57.0 L
5000 27.0 \"HH“H\‘HH‘HH’H
1.20 1.40 1.60 1.80 2.00
15.0 m/Z 40.95 80.96%
72.0
O\\\‘279\\‘\}\\‘\\11‘\\\\} }\\i‘\‘\‘!}‘\\\\“}\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0 \\
P T
570 1.20 1.40 1.60 1.80 2.00
5000 m/z 57.00 64.51%
29.0
so ||
O L e e L A e o NN B
m/iz--> 0O 10 20 30 40 50 60 70 80 AAA
Abundance #752: 3-Buten-1-ol “H‘\“‘W“‘A_“‘W‘
42.0 1.20 1.40 1.60 1.80 2.00
310 m/z 38.85 25.48%
5000
57.0 72.0
m/z--> 0 10 20 30 40 50 60 70 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\VV100523\
Data File : VV@32277.D

Acqg On : 06 Oct 2023 00:14
Operator : SY/MD

Sample : 04748-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 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 5
R.T. EstConc Area Relative to ISTD R.T.
1.767 0.52 ug/L 16731 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 78
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 59
Abundance Scan 226 (1.767 min): VV032277.D\data.ms (-219) (-) m/z 42.95 100.00%
43.0
5000
SR
| 57"1 72"0 1.40 1.60 1.80 2.00
S B o T m/z 41.95  63.94%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0 )\k
5000 L L L R B LA B I
o
m/z . . 0
57.0 720
so || L LT
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\\“\}\\‘\\w\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane
43.0
e EaNE N R
1.40 1.60 1.80 2.00
5000 m/z 38.90 17.03%
27.0
15.0 570 720
om‘zxqu_J]WmHH‘,umWm_m‘!m‘m
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane O RAREaUESEE S
43.0 1.40 1.60 1.80 2.00
m/z 57.10 15.50%
5000
27.0 57.0 720
0\H‘\\H‘:\L\STQ‘H1‘1“Hm“‘\h\‘m‘l‘wuu‘!uwu\ N ERREEmATNEEEE S
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\VV100523\
Data File : VV@32277.D

Acqg On : 06 Oct 2023 00:14
Operator : SY/MD

Sample : 04748-13

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 37 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 4.2 ug/L 134165 1 5.539 160207 5.0
(DEL) Alkane: S... 1.192 1.9 ug/L 60792 1 5.539 160207 5.0
(DEL) Alkane: S... 1.597 1.2 ug/L 37706 1 5.539 160207 5.0
(DEL) Alkane: S... 1.767 0.5 ug/L 16731 1 5.539 160207 5.0
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