LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42522\
Data File : VV025720.D

Acqg On : 25 Apr 2022 16:41
Operator : SY/MD

Sample : N2530-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 19 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@25720.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 16 23 40 rvVB 380819 359984 49.63% 5.091%
2 1.220 50 56 66 rBv 58431 53664 7.40% 0.759%
3  1.31e 74 84 96 rBV2 332457 474330 65.40% 6.708%
4 1.423 112 119 131 rVB 34357 38554 5.32% 0.545%
5 1.571 156 165 176 rBV 130066 157650 21.74% 2.230%
6 1.638 178 186 201 rVB 64890 84374 11.63% 1.193%
7 1.773 219 228 234 rBV 69927 89187 12.30% 1.261%
8 1.815 234 241 258 rVB3 76764 130664 18.01% 1.848%
9 1.989 284 295 302 rBV 22685 33346 4.60% 0.472%
106 2.114 323 334 352 rBV 225324 329060 45.37%  4.654%
11  2.449 423 438 451 rBV9 7182 19911 2.75% 0.282%
12 2.770 526 538 553 rVB2 9432 18601 2.56% 0.263%
13 2.960 582 597 612 rBV4 13977 32549 4.49% 0.460%
14 3.050 613 625 640 rVB3 12033 24201 3.34% 0.342%
15 3.902 879 890 925 rBV 56074 196167 27.05% 2.774%
16 4.352 1014 1030 1057 rBV 127939 325893 44.93% 4.609%
17 5.050 1230 1247 1276 rBV3 284401 725315 100.00% 10.258%
18 5.619 1412 1424 1458 rBV 224314 468875 64.64% 6.631%
19 6.072 1550 1565 1594 rBV 163608 350022 48.26% 4.950%
20 6.989 1837 1850 1874 rBV2 67548 130899 18.05% 1.851%
21  7.317 1941 1952 1969 rBV 337838 593322 81.80% 8.391%
22 7.394 1969 1976 1988 rVB2 17820 32228 4.44% 0.456%
23 7.625 2039 2048 2070 rVB 38724 72490 9.99% 1.025%
24 7.979 2149 2158 2170 rVB5 10429 18001 2.48% 0.255%
25 8.088 2182 2192 2231 rBV 251328 507535 69.97% 7.178%

26 8.850 2417 2429 2449 rBV 362685 600209 82.75%
27 9.017 2471 2481 2493 rBV2 9089 14996 2.07%
28 10.217 2841 2854 2870 rBV 96655 154207 21.26%
29 11.246 3163 3174 3194 rBV 358481 565492 77.97%
30 11.622 3277 3291 3308 rBV 303578 468946 64.65%
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Sum of corrected areas: 7070672
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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\VVve42522\

: VW0e25720.D

: 25 Apr 2022 16:41

: SY/MD

: N2530-04

: 25mL/MSVOA_V/WATER

: 19 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\VVv@42522\
Data File : VV025720.D

Acqg On : 25 Apr 2022 16:41
Operator : SY/MD

Sample : N2530-04

Misc : 25mL/MSVOA_V/WATER

ALS vial : 19 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

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.
1.114 3.84 ug/L 359984  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropane 42 C3He 000075-19-4 7
5 Cyclopropene 40 C3H4 002781-85-3 5
Abundance  Scan 23 (1.114 min): VV025720.D\data.ms (-16) (-) m/z 41.10 100.00%
41.1
5000
M 1.101.201.301.401.50
58.0 9
\H\HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HHHH\‘ \H‘HH‘HH‘HH‘HH‘H m/z 39.09 85.154
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 61.35%
1o 150
\H\HH‘}\H‘\H\‘\H}‘\HHHH‘HH‘HH‘HH‘ \M‘HH‘HH‘HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
RRRRaLEEE T L
1.101.201.301.401.50
5000 27.0 m/z 43.10 35.81%
20 0 |
e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane RaEE e RERaREEE RS
42.0 1.101.201.301.401.50
m/z 44.05 32.48%
5000 27.0
14.0 ‘ H
il AN . |
P e e A
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\VVve42522\
Data File : VV@25720.D

Acqg On : 25 Apr 2022 16:41

Operator : SY/MD

Sample : N2530-04

Misc : 25mL/MSVOA_V/WATER

ALS vial : 19 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

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 6

R.T. EstConc Area Relative to ISTD R.T.
1.220 0.57 ug/L 53664 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H10 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 45
Abundance  Scan 56 (1.220 min): VV025720.D\data.ms (-50) (-) m/z 43.10 100.00%

43.1
5000 Jk

N e ““‘
1.20 140 1.60

50.1 57.0

e m/z 41.05 50.82%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane

' 43.0
5000

120 140 1.60
27.0

m/z 42.10 33.58%
\H\HH‘HH‘HH‘HH‘HH‘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 #268: Isobutane
43.0 jLJA
I e A N I
120 1.40 1.60
27.0
15.0
20 \‘ \\‘ | | 500570
T e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0 1.20 140 1.60

m/z 44.00 4.98%

m/z-->

5000
27.0
120 “ 36,0, || 50.057.0

0 5 10 15 20 25 30 35 40

45 50 55 60 65
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42522\
Data File : VV025720.D

Acqg On : 25 Apr 2022 16:41
Operator : SY/MD

Sample : N2530-04

Misc : 25mL/MSVOA_V/WATER

ALS vial : 19 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

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 5
R.T. EstConc Area Relative to ISTD R.T.
1.638 0.90 ug/L 84374  1,4-Difluorobenzene 5.619

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 Pentane 72 C5H12 000109-66-0 38
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9

Abundance Scan 186 (1.638 min): VV025720.D\data.ms (-178) (-)
43.

m/z 43.10 100.00%

1
57.1
5000
‘ ‘ 72.0 1.40 1.60 1.80 2.00
\\\‘\\\\‘\\\\‘\\\\‘\\\}i\\\“‘\‘\‘\\“\\\\“1\\\‘\ m/z 42.05 99.33%
miz--> 0 10 20 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000
1.40 1.60 1.80 2.00
15.0 m/z 41.05 80.19%
‘ 7%0
- I [HAEN] L L L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 10 20 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0 1.40 1.60 1.80 2.00
5000 m/z 57.10 68.57%
72.0
15.0 “ A | ‘
— e e
m/z--> 0 10 20 40 50 60 70 80 /\A
Abundance #809: Pentane AH““‘H““W““‘H‘
43.0 1.40 1.60 1.80 2.00
m/z 39.00 26.95%
5000
57.0
‘ 72.0
S - SO H A
m/z--> 0 10 20 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\VVv@42522\
Data File : VV025720.D

Acqg On : 25 Apr 2022 16:41
Operator : SY/MD

Sample : N2530-04

Misc : 25mL/MSVOA_V/WATER

ALS vial : 19 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

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.
1.773 0.95 ug/L 89187 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene 70 C5H10 000109-68-2 87
2 1-Pentene 70 C5H10 000109-67-1 76
3 1-Pentene 70 C5H10 000109-67-1 62
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 58
5 2-Pentene, (E)- 70 C5H1e 000646-04-8 58
Abundance Scan 228 (1.773 min): VV025720.D\data.ms (-219) (-) m/z 42.05 100.00%
42.0
55.1
5000 70.1 /\/
\‘\\\J\\,\H\‘\ﬁ\j%u,\
6520 1.40 1.60 1.80 2.00
‘ 0 | 780 o
eprrrpre s b oo M/Z 55,10 81.49%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #630: 2-Pentene
55.0
5000
42.0 70.0 1.40 1.60 1.80 2.00
29.0 m/z 70.10 50.82%
150 M‘HHH\M 1\\\‘\H-\‘\i\}“\\\‘\\\\‘\\\\‘\\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #629: 1-Pentene
42.0 }\
R R R e
5.0 1.40 1.60 1.80 2.00
m/z 41.00 49.78%
5000 0.0 /
29.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #631: 1-Pentene “‘HﬁjArJV\“W““,
42.0 1.40 1.60 1.80 2.00
m/z 38.95 40.96%
55.0
5000
27.0 70.0
15.0
T 11 R -1 PR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42522\
Data File : VV025720.D

Acqg On : 25 Apr 2022 16:41
Operator : SY/MD

Sample : N2530-04

Misc : 25mL/MSVOA_V/WATER

ALS vial : 19 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

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 3
R.T. EstConc Area Relative to ISTD R.T.
1.815 1.39 ug/L 130664 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 80
5 Pentane 72 C5H12 000109-66-0 80
Abundance Scan 241 (1.815 min): VV025720.D\data.ms (-234) (-) m/z 43.05 100.00%
43.0
5000
55.1
Rmans L R
| 72‘-1 1.40 1.60 1.80 2.00 2.20
e b e O 2o m/z 42.85  59.04%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0 \/
5000 ‘\HJ\\,HH‘HJ\\J‘\THWH
1.40 1.60 1.80 2.00 2.20
. m/z 41.05 53.56%
27.0 57.0 720
\\\‘\\\\‘J\-\S\.(\)‘\\i‘}“\\\i‘i\}\\‘\‘\u\‘\\\\‘!\\\‘\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #808: Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 55.10 33.07%
27.0 57.0 720
mso
miz--> 0 10 20 30 40 50 60 70 80 90 h f\
Abundance #806: Pentane R o e
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 24.43%
5000 27.0
w0 | | T
. | Uy I
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 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@42522\
Data File : VV025720.D

Acqg On : 25 Apr 2022 16:41
Operator : SY/MD

Sample : N2530-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 19 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 3.8 ug/L 359984 1 5.619 468875 5.0
(DEL) Alkane: S... 0.6 ug/L 53664 1 5.619 468875 5.0
(DEL) Alkane: S... 1.638 0.9 ug/L 84374 1 5.619 468875 5.0
(DEL) Alkane: S 9.9 ug/L 89187 1 5.619 468875 5.0
(DEL) Alkane: S 1.4 ug/L 130664 1 5.619 468875 5.0
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