LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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@25594.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 15 21 38 rVB 432179 414359 94.73% 14.931%
2 1.217 49 55 65 rBv 67239 60140 13.75% 2.167%
3 1.298 72 80 94 rBV2 300334 437421 100.00% 15.762%
4 1.355 95 98 103 rVB2 10017 8976 2.05% ©.323%
5 1.417 111 117 128 rVB 46169 51712 11.82% 1.863%
6 1.561 154 162 170 rVB 20468 24542 5.61% 0.884%
7 1.635 176 185 196 rBV 73350 90607 20.71%  3.265%
8 1.767 218 226 232 rBV 80985 99258 22.69% 3.577%
9 1.809 232 239 259 rVB3 88469 160213 36.63% 5.773%
10 1.902 259 268 282 rVB3 10229 16955 3.88% 0.611%
11  1.982 282 293 301 rBV 30008 44021 10.06% 1.586%
12 2.027 302 307 316 rVB4 6783 8706 1.99% 0.314%
13 2.349 400 407 421 rVB2 5290 8815 2.02% 0.318%
14  2.452 425 439 449 rBvVS8 6851 18496 4.23% 0.667%
15 2.529 457 463 471 rVB6 6068 9308 2.13% 0.335%
16 2.761 523 535 551 rVB4 7853 16162 3.69% ©0.582%
17 2.947 582 593 611 rBV5 14892 34063 7.79% 1.227%
18 3.044 612 623 637 rVB2 9293 18445 4.22% 0.665%
19 5.111 1256 1266 1280 rBvV3 5901 12856 2.94% 0.463%
20 5.619 1412 1424 1450 rBV 123716 263536 60.25% 9.497%
21  7.397 1967 1977 1989 rBV 11727 23101 5.28% ©0.832%
22 7.976 2136 2157 2173 rBV3 88046 161804 36.99% 5.831%
23 8.850 2418 2429 2453 rBV 194848 326331 74.60% 11.759%
24 9.021 2472 2482 2491 rVB2 8490 13965 3.19% 0.503%
25 9.143 2512 2520 2532 rBV3 5255 9144  2.09% 0.330%
26 9.815 2723 2729 2740 rBvS8 4188 6478 1.48% 0.233%
27 10.384 2891 2906 2916 rVB5 10976 19682 4.50% 0.709%
28 10.918 3062 3072 3087 rVB3 4141 5893 1.35% 0.212%
29 11.153 3135 3145 3155 rBV7 8918 14725 3.37% 0.531%
30 11.249 3164 3175 3193 rBV 199930 309246 70.70% 11.144%
31 11.532 3255 3263 3273 rBV9 3622 6596 1.51% 0.238%
32 11.628 3285 3293 3307 rVBS 3067 6204 1.42% 0.224%
33 12.249 3477 3486 3497 rVB2 9381 15646 3.58% 0.564%
34 12.342 3506 3515 3526 rBV4 25006 39136 8.95% 1.410%
35 13.435 3847 3855 3865 rBV6 8229 11969 2.74% 0.431%
36 14.037 4032 4042 4050 rBvV2 3760 6573 1.50% 0.237%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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
Sum of corrected areas: 2775084
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\

: VV025594.D

: 16 Apr 2022 02:38

: SY/MD

: N2438-15

: 25mL/MSVOA_V/WATER

: 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
600000

500000

400000

300000

200000

100000

TIC: VV025594.D\data.ms

.108

1.298

5.619

16357899
1210 417

82
395+ Ré\% 0837 2. a2 2,762 2044 s

0
Time-->
Abundance
600000

500000

400000

300000

200000

100000

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
TIC: VV025594.D\data.ms

8.850 11.249

7.976

0
Time-->
Abundance
600000

500000

400000

300000

200000

100000

Time-->

7.397 9.081143 9.815 10.384 10.9141.1 11BR3828

e ‘ ‘ f — T T I ‘ — T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: VV025594.D\data.ms

12?4%2 13.435 14.037
T T T ‘ T T T T

‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VVv041522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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.
1.108 7.86 ug/L 414359  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 40
4 Cyclopropane 42 C3He 000075-19-4 9

5 Cyclopropene 40 C3H4 002781-85-3 9
Abundance  Scan 21 (1.108 min): VV025594.D\data.ms (-15) (-) m/z 41.10 100.00%

41.1
5000

M R 1.101.201.301.401.50
490 57. 0
Olrrrrrrreprrrprrre e A oo M/Z 39.00 83.48%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 [ITT o T I i rrrrprrory
27.0 1.101.201.301.401.50

m/z 42.10 61.99%
I

0 180 |
OHH\H\‘\H\‘\\H‘\HHHH‘HH‘HH‘\\H‘HH \H‘\H\‘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

1.101.201.301.401.50

5000 27.0 ITI z 43.10 32.34%
20 0
O rrrrrrrrprrrpre e e R e e e e
m/z--> 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 30.64%

5000 \¥/\
27.0
140
0 2. i ‘\ H

I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.101.201.301.401.50

SFAMVTRO40822WMA.M Tue Apr 19 17:58:34 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.217 1.14 ug/L 60140 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 50
2 Isobutane 58 C4H1e 000075-28-5 50
3 Isobutane 58 C4H10 000075-28-5 50
4 Isobutane 58 C4H10 000075-28-5 50
5 Isobutane 58 C4H10 000075-28-5 40
Abundance  Scan 55 (1.217 min): VV025594.D\data.ms (-49) (-) m/z 43.10 100.00%

3

;

5000
I BAESman s o
‘ 56065-0 84.9 120 1.40 160
0 ‘H‘“H"H"H“_‘uu‘ﬂu“u“uk‘_“W“u“u m/z 41.05 50.44%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #268: Isobutane
43.0
5000 T \\\\‘\\\\M
270 120 140 1.60
m/z 42.10 33.02%
15.0
L 57.0
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\w‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #266: Isobutane
43.0
e
120 140 1.60
5000 m/z 38.95 21.16%

15.0 | s70

\\‘ 1 Il
e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #267: Isobutane MR o
43.0 120 1.40 160

m/z 65.00 11.97%

o
N
~
=}

5000
27.0

15.0
‘\ ‘ | 57\\'0 I Nar

o+ e
m/z--> 0 10 20 30 40 50 60 70 80 90 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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 6
R.T. EstConc Area Relative to ISTD R.T.
1.417 0.98 ug/L 51712 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 86
2 1-Butene 56 C4H8 000106-98-9 80
3 1-Butene 56 C4H8 000106-98-9 80
4 2-Butene, (Z)- 56 C4H8 000590-18-1 80
5 2-Butene, (Z)- 56 C4H8 000590-18-1 72
Abundance Scan 117 (1.417 min): VV025594.D\data.ms (-111) (-) m/z 41.05 100.00%

41.0
56.0
5000

1.20 1.40 1.60 1.80

49
o‘HHHWHH_HWHH_m_uwuH_HWAH_H_HWRM_mwﬁﬁfm_H m/z 56.05 60.50%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #198: 1-Butene
41.0
5000 \\’\\\\‘\\\\‘\\\\’\\
56.0 1.20 1.40 1.60 1.80

28.0 m/z 39.00  38.63%

TR Y
OHHHH‘HH‘\H\’HHiHH‘HH‘HH‘HH‘H\ \H‘HH \H‘H\‘HH‘HH‘\H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #195: 1-Butene
41.0

1.20 1.40 1.60 1.80

m/z 55.10 33.32%
5000 56.0
27.0
I I —
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #199: 1-Butene “,“““““““,‘
41.0 1.20 1.40 1.60 1.80

m/z 53.10 14.10%

5000 56.0
28.0
2. 15.0 H 4 ‘ /\ M
0 ‘H ‘u A Al

m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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.
1.635 1.72 ug/L 90607 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 Pentane 72 C5H12 000109-66-0 36
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 36
Abundance Scan 185 (1.635 min): VV025594.D\data.ms (-176) (-) m/z 43.05 100.00%
3.0
57.1
5000 M
R AEEELE R
‘ 72.1 1.40 1.60 1.80 2.00
O e e L B9 sz 41,00 90.11%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.00 88.65%
so ||| o
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\ii\\\‘\\\\‘\\\\“\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0 1.40 1.60 1.80 2.00
5000 27.0 m/z 57.10 71.48%
15.0
72.0
0\\\?9\\‘WM\‘H1!M\\\}1\\ﬁ“h}w\\\”\\\w
miz--> 0O 10 20 30 40 50 60 70 80 AA
Abundance #752: 3-Buten-1-ol A el s
42.0 1.40 1.60 1.80 2.00
310 m/z 39.00 32.90%
5000
57.0 72.0
0 150 I
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\VVv041522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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.
1.767 1.88 ug/L 99258 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 76
2 2-Pentene 70 C5H10 000109-68-2 74
3 2-Pentene, (Z)- 70 C5H10 000627-20-3 74
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 72
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 70
Abundance Scan 226 (1.767 min): VV025594.D\data.ms (-218) (-) m/z 42.10 100.00%
42.1
55.0
5000 70.0
62.0 1.40 1.60 1.80 2.00
Olprrrerrmrrerprrrr oo il 820l 7O myz 55,05 79.40%
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
55.0
5000
700 1.40 1.60 1.80 2.00
29.0 m/z 41.10 51.25%
O ’15-0 }\‘\\H‘Hl\ }\\\‘\\.H‘HHHH\‘HH‘HH‘H
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
1.40 1.60 1.80 2.00
5000 420 200 m/z 70.05 50.14%
29.0
[ e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 /\ f\&
Abundance #637: 2-Pentene, (2)- S | AL W DL
55.0 1.40 1.60 1.80 2.00
m/z 38.95 44.58%
29.0
0 150 “ \‘\‘ \‘\‘ 62.0\\\
P e e e e
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\VVv041522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.809 3.04 ug/L 160213  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 83
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 72
Abundance Scan 239 (1.809 min): VV025594.D\data.ms (-232) (-) m/z 43.10 100.00%
43.1
5000 L M
55.1 720 T e
‘ ‘ | : 1.40 1.60 1.80 2.00 2.20
Ot el 840U L n7 a2.00 58.61%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000
1.40 1.60 1.80 2.00 2.20
. m/z 41.00 51.47%
21.0 570 72.0 /
150 \‘\‘ \‘\ | L M‘ ‘
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 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 270 m/z 55.10 23.04%
15.0 ‘ ‘ 570 750
o2 L
miz--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 21.10%
5000
27.0
15.0 ‘ 510 720
0“‘%Q‘W‘N]"m1“Hwim“_u;w“w‘jw“w‘
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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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 7 (DEL) Alkane: Cyclic1.982 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.982 0.84 ug/L 44021  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86
2 2-Methyl-1-butene 70 C5H10 000563-46-2 80
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80
4 2-Methyl-1-butene 70 C5H10 000563-46-2 80
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 80
Abundance Scan 293 (1.982 min): VV025594.D\data.ms (-282) (-) m/z 55.10 100.00%
55.1
5000
420 70.1
‘ ‘ 815 1.60 1.80 2.00 2.20 2.40
0l e e e P20 m/z 76,10 40.55%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
53.0
5000 70.0 /\/\J\,/\
41.0 1.60 1.80 2.00 2.20 2.40
29.0 m/z 42.05 33.62%
O
miz--> 0 10 20 30 40 50 60 70 80
Abundance #644: 2-Methyl-1-butene
55.0
AN L Y N
1.60 1.80 2.00 2.20 2.40
5000 m/z 38.95 33.23%
ol 0 20
miz--> 0 10 20 30 40 50 60 70 80
Abundance #647: 2-Butene, 2-methyl- R RERARENE e
55.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 25.23%
5000 70.0
41.0
29.0
m/z--> 0O 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.947 0.65 ug/L 34063 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 90
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
3 1-Hexene 84 C6H12 000592-41-6 59
4 3-Hexene, (Z)- 84 C6H12 007642-09-3 52
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 50
Abundance Scan 593 (2.947 min): VV025594.D\data.ms (-582) (-) m/z 56.05 100.00%
411  56.0
5000 690 gq1
\Mww_um”m
‘ 2.60 2.80 3.00 3.20
0l el Al myz 41,10 88.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0
5000 27.0 \‘/\/\41/\}‘
890 .10 2.60 2.80 3.00 3.20
m/z 55.00 65.87%
15.0

O \\\‘\\\\‘\\‘\\‘\\11‘\\\\l\‘\\\“\‘\ \‘\\\‘\i\\\\‘\\‘\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0

2.60 2.80 3.00 3.20

5000 m/z 39.00  53.87%
27.0 690 840
15.0 ‘
) Y e N A P P
miz--> 0 10 20 30 40 50 60 70 80 90 /\
Abundance #1640: 1-Hexene R %“(‘W
410 g0 2.60 2.80 3.00 3.20
270 m/z 69.00 45.97%
5000
84.0
69.0 A
15.0 ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025594.D

Acqg On : 16 Apr 2022 02:38
Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.342 0.63 ug/L 39136 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 30
2 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 27
3 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 27
4 2,3-Dimethyl-aziridine 71 C4HSN 002549-68-0 27
5 (Z)-3-Heptene 98 C7H14 007642-10-6 25

Abundance Scan 3515 (12.342 min): VV025594.D\data.ms (-3506) (-  m/z 57.10 100.00%
7.1

41.0
5000 811 98.1
oo, s
h “ 114.2 12.00 12.50
okt “mH Ll Ml it T m/z 41.60 83.43%
miz--> 20 40 60 80 100 120 140
Abundance #3728: 1-Pentene, 3-ethyl-
41.0
69.0
5000
12.00 12.50
98.0 m/z 56.10 62.74%
15.0 ‘ | ‘ \
O\\\‘\‘\”\\‘}‘\\“\““f‘f‘\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #3793: 2-Hexene, 5-methyl-, (E)-
56.0
il - 1
12.00 12.50
5000 39 m/z 43.10  62.59%
98.0
15.0
o 50 Ml e |
miz--> 20 40 60 80 100 120 140
Abundance #22101: Octane, 2,3-dimethyl- Ml SUNAT) e (\M
57.0 12.00 12.50
m/z 55.10 58.06%
5000 41.0 98.0
oaso | L L o | a0y
miz--> 20 40 60 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\

Data File : VV@25594.D

Acqg On : 16 Apr 2022 02:38

Operator : SY/MD

Sample : N2438-15

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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 1.108 7.9 ug/L 414359 1 5.619 263536 5.0
(DEL) Alkane: S 1.217 1.1 ug/L 60140 1 5.619 263536 5.0
(DEL) Alkane: S 1.417 1.0 ug/L 51712 1 5.619 263536 5.0
(DEL) Alkane: S... 1.635 1.7 ug/L 90607 1 5.619 263536 5.0
(DEL) Alkane: S... 1.767 1.9 ug/L 99258 1 5.619 263536 5.0
(DEL) Alkane: S 1.809 3.0 ug/L 160213 1 5.619 263536 5.0
(DEL) Alkane: C 1.982 0.8 ug/L 44021 1 5.619 263536 5.0
(DEL) Alkane: S 2.947 0.7 ug/L 34063 1 5.619 263536 5.0
(DEL) Alkane: S 12.342 0.6 ug/L 39136 3 11.249 309246 5.0
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