LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33296.D

Acqg On : 13 Dec 2023 23:08
Operator : SY/MD

Sample : 05731-22

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 30 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\SFAMVTR121323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@33296.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 8 14 29 rVB 500227 467135 100.00%  8.449%
2 1.191 41 47 53 rBvV 61122 54479 11.66% 0.985%
3 1.275 63 73 85 rBV3 215489 326721 69.94%  5.910%
4 1.388 102 108 115 rVB 16455 18445 3.95% 0.334%
5 1.532 145 153 164 rVB 53813 66800 14.30% 1.208%
6 1.597 164 173 186 rVB 32245 42080 9.01% 0.761%
7 1.671 187 196 205 rVB 13569 17135 3.67% 0.310%
8 1.728 205 214 220 rBV 31098 40043 8.57% 0.724%
9 1.770 220 227 244 rVB3 38932 67392 14.43% 1.219%
10 1.857 249 254 264 rVB3 3565 5218 1.12% 0.094%
11  1.937 268 279 287 rBv4 10981 16140 3.46% 0.292%
12 2.060 307 317 329 rBV 99072 146737 31.41% 2.654%
13 2.388 405 419 431 rBV7 6453 15700 3.36% 0.284%
14  2.471 439 445 453 rVB4 6976 10373 2.22% 0.188%
15 2.696 502 515 527 rBV5S 8295 15918 3.41% 0.288%
16 2.883 557 573 585 rVvB2 11117 24843  5.32%  0.449%
17 2.969 588 600 616 rVB3 9603 19035 4.07% 0.344%
18 3.378 714 727 737 rBv8 2901 6216 1.33% 0.112%
19 3.815 849 863 905 rBV2 130969 375354 80.35% 6.789%
20 4.249 981 998 1024 rBV 80650 227693 48.74% 4.118%
21 4.580 1091 1101 1112 rVB6 4087 8806 1.89% 0.159%
22 4.822 1163 1176 1188 rBvVv7 2739 6569 1.41% 0.119%
23 4.957 1203 1218 1252 rBV3 167209 453506 97.08% 8.203%
24 5.413 1350 1360 1371 rBV7 3314 6892 1.48% 0.125%
25 5.535 1387 1398 1425 rBV 128801 272741 58.39%  4.933%
26 5.838 1482 1492 1513 rVB2 34140 73519 15.74% 1.330%
27 5.989 1526 1539 1556 rBvV2 88333 191431 40.98%  3.463%
28 6.326 1635 1644 1653 rBV6 2661 5454 1.17% 0.099%
29 6.915 1813 1827 1849 rBV 43535 85242 18.25% 1.542%
30 7.243 1918 1929 1943 rBV 213720 382467 81.88% 6.918%
31 7.317 1943 1952 1973 rVB 98573 177230 37.94%  3.206%
32 7.558 2017 2027 2050 rBV3 26922 54181 11.60% 0.980%
33 7.911 2130 2137 2145 rVB5 2999 4912 1.05% 0.089%
34 8.027 2163 2173 2206 rBV 143973 292193 62.55% 5.285%
35 8.786 2394 2409 2437 rBV 200029 353754 75.73% 6.399%

36 8.950 2449 2460 2474 rBV 69948 113934 24.39% 2.061%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33296.D

Acqg On : 13 Dec 2023 23:08
Operator : SY/MD

Sample : 05731-22

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 30 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\SFAMVTR121323WMA.M
Title : TRACE VOA SFAM1.0
37 9.075 2490 2499 2511 rBV3 22555 38058 8.15% 0.688%
38 9.500 2615 2631 2650 rBvV2 48052 101260 21.68% 1.832%
39 9.873 2738 2747 2758 rVB2 6956 10537 2.26% 0.191%
40 10.156 2824 2835 2852 rBvV2 63043 101787 21.79% 1.841%
41 10.294 2868 2878 2886 rBV3 5048 8355 1.79% 0.151%
42 10.390 2897 2908 2925 rBV4 7696 17005 3.64% 0.308%
43 10.480 2925 2936 2944 rVB3 4543 7489 1.60% 0.135%
44 10.677 2990 2997 3006 rBv2 3378 5129 1.10% ©.093%
45 10.857 3041 3053 3067 rBv2 17538 27148 5.81% ©0.491%
46 11.188 3145 3156 3176 rBV 203520 327037 70.01% 5.915%
47 11.275 3176 3183 3194 rVB2 7112 10611 2.27% ©.192%
48 11.561 3261 3272 3294 rVB 202917 336977 72.14%  6.095%
49 11.959 3384 3396 3402 rBV3 5057 7512 1.61% 0.136%
50 12.352 3511 3518 3527 rVv2 4472 6058 1.30% ©0.110%
51 12.406 3527 3535 3545 rVB3 7225 11055 2.37% ©0.200%
52 12.821 3656 3664 3677 rVB4 7904 11923 2.55% 0.216%
53 13.210 3777 3785 3791 rBV7 5859 8044 1.72% 0.145%
54 13.448 3846 3859 3868 rBV3 5419 8359 1.79% 0.151%
55 14.046 4032 4045 4052 rBV7 2974 5438 1.16% 0.098%
56 14.577 4200 4210 4218 rBV3 4977 7818 1.67% 0.141%
57 14.760 4257 4267 4279 rVB7 4059 6991 1.50% 0.126%
58 16.252 4722 4731 4738 rBV 12545 17784 3.81% ©.322%
Sum of corrected areas: 5528663
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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\VVv121323\

: VW0e33296.D

: 13 Dec 2023 23:08

: SY/MD

: 05731-22

: 25.0mL/MSVOA_V/WATER
. 30

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33296.D

Acqg On : 13 Dec 2023 23:08
Operator : SY/MD

Sample : 05731-22

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 8.56 ug/L 467135 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 86
2 Propene 42 C3H6 000115-07-1 40
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 14 (1.085 min): VV033296.D\data.ms (-8) (-) m/z 40.95 100.00%

41.0
5000 ?
‘H o 1.101.201.301.40 1.50
0L e e e e e m/z 38.95 85.89%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.40 1.50
m/z 42.00 60.94%
1.0 15.0
0H\HH\H\H‘HH‘\HWH\H\\HiHH‘HHH\H‘\{\‘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
1.101.201.301.401.50
5000 27.0 m/z 42.95 42.31%
29 180
O S e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane
42.0 1.101.201.301.401.50
m/z 43.95 38.55%
5000 27.0
Bl | N
O\umuwmpuwmuuwuupmwuwuw b T
mlz--> 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\VVv121323\
Data File : VV@33296.D

Acqg On : 13 Dec 2023 23:08
Operator : SY/MD

Sample : 05731-22

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.191 1.00 ug/L 54479 1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H1ie 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 59

Abundance  Scan 47 (1.191 min): VV033296.D\data.ms (-41) (-) m/z 43.00 100.00%

43.0
5000 j\/\
120 140 160
36 50.056.9
O e e e e m/z 41.00 53.30%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
5000
270 2 140 1.60
’ m/z 42 00  35.90%
. 150 “ 6.0, |, 500570
\H\H\\‘\H\‘\\H‘H\\‘\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 #266: Isobutane
43.0
g
120 140 1.60
5000 m/z 38.95 24.48%
27.0
o 190 “w 360 |, 500570
T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0 2 140 1.60
m/z 56 90 4.65%
5000
27.0
15.0
O 20 \‘ o | | 500 57\\0 /\
P e e R A
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33296.D

Acqg On : 13 Dec 2023 23:08
Operator : SY/MD

Sample : 05731-22

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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.
1.597 0.77 ug/L 42080 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 59
2 Oxirane, ethyl- 72 C4H80 000106-88-7 42
3 3-Buten-1-o0l 72 C4H80 000627-27-0 33
4 2-Methylene-1,3-propanediol 88 C4H802 003513-81-3 33
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 30
Abundance Scan 173 (1.597 min): VV033296.D\data.ms (-164) (-) m/z 41.00 100.00%
41.0 57.0
5000
498 | 2.0 1.20 1.40 1.60 1.80 2.00
O b b e e M/Z 57.00 0 91.03%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
57.0 AAA A
5000 A= e e
29.0 1.20 1.40 1.60 1.80 2.00
m/z 43.00 82.74%
72.0
o180 . 500 ]
\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘ \‘\\H‘\\H‘\\H’HH’HH’HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #766: Oxirane, ethyl-
41.0
1.20 1.40 1.60 1.80 2.00
5000 270 m/z 42.00  75.76%
57.0
71.0
15.0 ‘ ‘ “
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #750: 3-Buten-1-ol
42.0 1.20 1.40 1.60 1.80 2.00
31.0 m/z 38.95  43.81%
5000
57.0 72.0
. 50.
L 1 oY M WAV L) .
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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\VVv121323\
Data File : VV@33296.D

Acqg On : 13 Dec 2023 23:08
Operator : SY/MD

Sample : 05731-22

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
1.728 0.73 ug/L 40043 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentene, (Z)- 70 C5H10 000627-20-3 86

2 2-Pentene, (Z)- 70 C5H10 000627-20-3 86

3 1-Pentene 70 C5H10 000109-67-1 72

4 2-Pentene 70 C5H10 000109-68-2 72

5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 72

Abundance Scan 214 (1.728 min): VV033296.D\data.ms (-205) (-) m/z 55.00 100.00%

42.0 55.0
70.0
5000
1.40 1.60 1.80 2.00
62.9
0 H‘HH‘HH‘HHwww‘mw\‘u\‘ “‘ww\!*\l b m/z 42.00 99.11%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #639: 2-Pentene, (Z)-
55.0
5000
70.0 1.40 1.60 1.80 2.00
290 m/z 70.00  82.96%
15.0 ‘
0 H‘HH‘HH‘HH‘HH‘HH‘HH‘HH H\‘HH‘HH \\H‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #637: 2-Pentene, (Z)-
55.0
e
1.40 1.60 1.80 2.00
5000 420 70.0 m/z 39.00 66.97%
290
“““‘ b
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #629: 1-Pentene /‘L“,‘
42.0 1.40 1.60 1.80 2.00
m/z 41.00 60.48%
55.0
5000 70.0
290
0 15.0 ‘ | [ . .
“““‘ b M e
m/z--> 5 10 15 20 25 30 35 4 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\VVv121323\
Data File : VV@33296.D

Acqg On : 13 Dec 2023 23:08
Operator : SY/MD

Sample : 05731-22

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 Diaziridine,3,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.770 1.24 ug/L 67392 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 52
2 Pentane 72 C5H12 000109-66-0 43
3 Pentane 72 C5H12 000109-66-0 43
4 Pentane 72 C5H12 000109-66-0 43
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38
Abundance Scan 227 (1.770 min): VV033296.D\data.ms (-220) (-) m/z 42.95 100.00%
5000 55.0
72.0
1.40 1.60 1.80 2.00
il \‘H‘ 649““ 9
O+ e e e e m/z 41.00 61.37%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #726: Diaziridine,3,3-dimethyl-
32.0
5000 \‘\\\\/‘\\\\A/\\‘\\\\’\\\\‘\
54.0 790 1.40 1.60 1.80 2.00
: m/z 41.95 58.76%
0 ‘\\H‘HH‘HH‘HH‘\H!‘\ H‘HH \H‘ \H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808: Pentane
43.0
1.40 1.60 1.80 2.00
5000 m/z 39.00 43.21%
2r.0 570 720
0 15.0 H LI 50.0“ 65.0 ‘
[ T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 J\/\
Abundance #809: Pentane Ma N
43.0 1.40 1.60 1.80 2.00
m/z 55.00 39.62%
5000
27.0 57.0 720
0 ‘\m‘\\1\?79\‘w‘;!}!‘w‘m!m \“\?9‘.\(\)1\}\!H‘\gﬁ.\(\)\\‘\!u‘uu‘\u
miz--> 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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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV033296.D

Acqg On : 13 Dec 2023 23:08
Operator : SY/MD

Sample : 05731-22

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 8.6 ug/L 467135 1 5.535 272741 5.0
(DEL) Alkane: S... 1.191 1.0 ug/L 54479 1 5.535 272741 5.0
(DEL) Alkane: S... 1.597 0.8 ug/L 42080 1 5.535 272741 5.0
(DEL) Alkane: S 1.728 9.7 ug/L 40043 1 5.535 272741 5.0
Diaziridine, 3,3 1.770 1.2 ug/L 67392 1 5.535 272741 5.0
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