LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 15 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\SFAMVTRO21722WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@24758.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 1107226 998759 100.00%  8.706%
2 1.217 47 55 67 rvB2 63160 65396 6.55% 0.570%
3 1.297 72 80 90 rBV2 478877 670033 67.09% 5.840%
4 1.355 95 98 103 rw 15251 14374 1.44% 0.125%
5 1.388 103 108 112 rVwV 17446 21165 2.12% 0.184%
6 1.416 112 117 130 rVB 82725 91066 9.12% 0.794%
7 1.568 154 164 176 rVV2 98725 122952 12.31% 1.072%
8 1.635 177 185 199 rVB 29436 37865 3.79% 0.330%
9 1.767 217 226 233 rBV 80383 99792 9.99% 0.870%
106 1.812 233 240 260 rVv4 53222 100423 10.05% ©0.875%
11  1.9062 261 268 278 rVB 8252 12203 1.22% 0.106%
12 1.982 282 293 302 rBV4 34272 50553 5.06% 0.441%
13 2.114 320 334 347 rBv4 307689 540457 54.11% 4.711%
14  2.449 424 438 451 rBvVS8 6824 19025 1.90% 0.166%
15 2.764 519 536 551 rVBS8 4454 11788 1.18% 0.103%
16 2.953 584 595 613 rVB5 12271 27761 2.78% 0.242%
17 3.191 650 669 691 rBV 281223 594811 59.56% 5.185%
18 3.715 816 832 859 rBv4 9992 30828 3.09% 0.269%
19 3.908 878 892 939 rBV 35904 152245 15.24% 1.327%
20 4.349 1013 1029 1063 rVB 101660 271851 27.22% 2.370%
21  4.609 1094 1110 1128 rBV3 26373 66777 6.69% 0.582%
22 5.047 1231 1246 1271 rBV2 240668 600787 60.15% 5.237%
23 5.616 1411 1423 1454 rBV 209611 424087 42.46% 3.697%
24  5.915 1504 1516 1538 rBV2 64827 137378 13.75% 1.197%
25 6.069 1551 1564 1591 rBV 131367 270419 27.08%  2.357%
26 6.288 1622 1632 1663 rBV 47094 100010 10.01% ©0.872%
27 6.989 1834 1850 1881 rBV 64294 122972 12.31% 1.072%
28 7.317 1938 1952 1969 rBV 294889 518969 51.96% 4.524%
29 7.394 1969 1976 1998 rVB2 13407 27471 2.75% 0.239%
30 7.625 2039 2048 2064 rBV 33415 60569 6.06% ©.528%
31  7.979 2148 2158 2170 rVB3 16659 27774  2.78%  0.242%
32 8.088 2181 2192 2226 rBV 206460 457441 45.80% 3.987%
33  8.236 2228 2238 2277 rVB 487011 812838 81.38% 7.085%
34 8.850 2418 2429 2462 rBV 305884 499133 49.98% 4.351%
35 9.805 2716 2726 2743 rBV 189028 301106 30.15% 2.625%

36 10.214 2843 2853 2868 rVB 74925 117598 11.77%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 15 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\SFAMVTRO21722WMA.M
Title : TRACE VOA SFAM1.0
37 10.587 2959 2969 2988 rvVB6 4696 12163 1.22% 0.106%
38 10.715 2999 3009 3018 rBV 55963 84357 8.45% 0.735%
39 10.760 3018 3023 3035 rVB4 11363 19473 1.95% 0.170%
40 10.937 3074 3078 3092 rVB6 8439 13107 1.31% 0.114%
41 11.146 3130 3143 3164 rBV 307703 474747 A47.53%  4.138%
42 11.246 3164 3174 3200 rVB 314826 495603 49.62% 4.320%
43 11.622 3280 3291 3305 rBV 255319 398207 39.87% 3.471%
44 12.008 3401 3411 3429 rBV2 23579 46834 4.69% ©0.408%
45 12.236 3473 3482 3499 rBV5 5744 14187 1.42% 0.124%

46 12.342 3504 3515 3532 rBV 638783 931808 93.30%  8.122%

47 12.889 3669 3685 3699 rBV1o 4895 13197 1.32% 0.115%
48 13.136 3754 3762 3777 rVB5 14419 24981 2.50% 0.218%
49 13.326 3810 3821 3835 rBV8 7534 16826 1.68% 0.147%
50 13.432 3846 3854 3863 rBV3 15590 24127 2.42% 0.210%
51 13.898 3991 3999 4007 rBV 13708 18330 1.84% 0.160%
52 14.175 4075 4085 4102 rBV 91210 161360 16.16% 1.407%
53 14.506 4183 4188 4199 rVBS 7852 11422 1.14% 0.100%
54 14.570 4199 4208 4224 rBVS8 6985 17124 1.71% 0.149%
55 14.651 4224 4233 4241 rBV3 9663 14812 1.48% 0.129%
56 14.805 4273 4281 4286 rBV 18678 26506 2.65% ©0.231%
57 14.844 4286 4293 4302 rVB 35273 49558 4.96% 0.432%
58 15.110 4368 4376 4381 rBV5 14481 21986 2.20% ©0.192%
59 15.143 4382 4386 4399 rVB3 18673 27358 2.74% 0.238%
60 15.416 4464 4471 4480 rBV3 12097 16486 1.65% 0.144%
61 15.731 4560 4569 4582 rBV3 17328 26095 2.61% ©.227%
62 16.178 4699 4708 4720 rBV5 14843 22409 2.24% 0.195%
63 16.303 4740 4747 4759 rVB5 6809 10655 1.07% ©.093%
Sum of corrected areas: 11472394
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Abundance
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800000

600000
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0

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve21822\

: VW024758.D

: 18 Feb 2022 17:03

: SY/MD

: N1545-09

: 25.0mL/MSVOA_V/WATER
. 15

Sample Multiplier: 1

: TRACE VOA SFAM1.0

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

1.297

2.114 3.191

1 217 41%5631 79
2.449 2.764.953

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR021722WMA.M

TIC: VV024758.D\data.ms

4.349

3.715-208 4.609

5.047

5.616

6.069

5.915 6.288

Time-->

Abundance

1000000

800000

600000

400000

200000

\
1.20 1.40 1.60 1.80

8.236
7.317
8.088

6.989
1\ 3947625 797

TIC: VV024758.D\data.ms

8.850

9.805

10.214

.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

1111846
11.622

12.00¢

0

Time-->

Abundance

1000000

800000

600000

400000

200000

I T
7.00 7.50 8.00 8.50

12.342

14.175

12.88913.13(8 53432

—— —— ——
9.00 9.50 10.00

TIC: VV024758.D\data.ms

10.715
10.569,780.937

e

10.50

T
11.00 11.50 12.00

16 168303

Time-->

12.236
L s ) A AN B A B

12.50 13.00 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 11.78 ug/L 998759 1,4-Difluorobenzene 5.616

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 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7
Abundance  Scan 21 (1.108 min): VV024758.D\data.ms (-15) (-) m/z 41.00 100.00%
41.0
5000
M H 1.101.201.301.401.50
o e HW‘H‘_H“ m/z 39.00 78.80%
miz--> 0 5 10 15 20 25 30 35 40 45
Abundance #61: Propene
41.0
5000 ‘uu‘m/‘\m%u‘uu‘
27.0 1.101.201.301.401.50
m/z 41.95 61.69%
10 190210 |
O\HHH\‘\\H‘HH‘H\}‘HH‘HH‘HH‘HH‘HH‘ \M‘HH‘HH‘
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
AT
1.101.201.301.401.50
5000 27.0 m/z 43.00 24.36%
20 190
Ot e
miz--> 0 5 10 15 20 25 30 35 40 45 50 jk
Abundance #64: Cyclopropane BARAEERERL S
42.0 1.101.201.301.401.50
m/z 39.95 24.33%
5000 270
0\\uuu‘uu‘uu‘mu‘uuw\uw\uw\uwu\‘\\MH\MH\

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\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
1.217 0.77 ug/L 65396 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 86
2 Isobutane 58 C4H1e 000075-28-5 80
3 Isobutane 58 C4H10 000075-28-5 78

4 Isobutane 58 C4H10 000075-28-5 72
5 Isobutane 58 C4H10 000075-28-5 64

Abundance  Scan 55 (1.217 min): VV024758.D\data.ms (-47) (-) m/z 43.00 100.00%

3.0
5000

120 140 160
58.0
,,3L$,499 m/z 41.00 47.16%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #270: Isobutane
43.0
5000

120 140 1.60

o

27.0 m/z 41.95 33.12%
0 15.0 “ 37.0 .0 58.0
H‘HH’HH’HH‘HH‘HH‘HH‘HH’H \‘HH‘HH‘\\H‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
L o o o e
1.20 1.40 1.60
5000 m/z 39.00 17.54%
27.0
oL 180 ‘ 370 |, 500 570
e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane
43.0 1.20 1.40 1.60

m/z 58.00 4.30%

5000
27.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 120 140 1.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
1.416 1.07 ug/L 91066 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 83
2 1-Butene 56 C4HS8 000106-98-9 80
3 1-Butene 56 C4HS8 000106-98-9 80
4 2-Butene, (Z)- 56 C4H8 000590-18-1 80
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
Abundance Scan 117 (1.416 min): VV024758.D\data.ms (-112) (-) m/z 41.00 100.00%
41.0
56.0
5000
50-0‘ 1.20 1.40 1.60 1.80
Obrererrrersprregree ettt e m/z 56.05  71.45%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #199: 1-Butene
41.0
5000 L L L L L L B
5.0 1.20 1.40 1.60 1.80
28.0 m/z 39.00 41.64%
O 2.0150 }H‘ﬁ?}?\h!\h\‘\\\\‘\\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #195: 1-Butene
41.0
1.20 1.40 1.60 1.80
m/z 55.00 31.12%
5000 56.0
27.0
b 10190 LT —
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #198: 1-Butene
41.0 1.20 1.40 1.60 1.80
m/z 53.00 12.65%
5000 56.0
28.0
020 150 | a9 LY W WYY
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
1.767 1.18 ug/L 99792 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 91
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 86
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 78
4 1-Pentene 70 C5H10 000109-67-1 76
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 76
Abundance Scan 226 (1.767 min): VV024758.D\data.ms (-217) (-) m/z 42.00 100.00%

42.0
55.0
70.0
5000

1.40 1.60 1.80 2.00

b e et e b myz 54095 79.49%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #629: 1-Pentene
42.0
55.0
5000
700 1.40 1.60 1.80 2.00
290 m/z 70.00 52.11%
15.0 ‘
O\\\’\\\\‘\\\\‘\\\‘\\\ ‘\\\‘\\\\‘\\\\’\\\\‘
miz--> 0 10 50 60 70 80
Abundance #657.Cydopr0pane,ethyL
42.0
‘,H‘W‘H“H‘w‘u‘_
55.0 1.40 1.60 1.80 2.00
5000 m/z 40.95 46.96%
27.0 70.0
15.0 ‘
Ot e ellle e L
miz--> 0 10 20 30 40 50 60 70 80
Abundance #656: Cyclopropane, ethyl- A e
42.0 1.40 1.60 1.80 2.00
m/z 38.95 39.80%
5000 55.0
27.0
70.0
15.0 ‘
o‘“,270“W:‘HWH_HHuwu‘m_m,”w 8| SN V.. N
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\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
1.812 1.18 ug/L 100423 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 64
2 Pentane 72 C5H12 000109-66-0 64
3 Pentane 72 C5H12 000109-66-0 59
4 Pentane 72 C5H12 000109-66-0 59
5 Pentane 72 C5H12 000109-66-0 53
Abundance Scan 240 (1.812 min): VV024758.D\data.ms (-233) (-) m/z 43.00 100.00%
55.0
L A
70.0 T
35 9‘ ‘ ‘ ‘ 1.40 1.60 1.80 2.00 2.20
O rrrrprrrrp—rprerrperprere e e e e m/z 42.00  63.56%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000
1.40 1.60 1.80 2.00 2.20
. m/z 41.00 56.42%
27.0 57.0 720 /
ok 150 W 500 | eso
‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 55.00 51.81%
27.0
57.0 72.0
15.0 ‘ ‘ |
Ot e e e e e
miz--> 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 2.20
m/z 38.95 27.41%
5000
27.0 57.0 72.0
15.0 H | ], 50.0 | 650 \
O e e e e e e

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 14
R.T. EstConc Area Relative to ISTD R.T.
1.982 0.60 ug/L 50553 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 87
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 87

3 2-Pentene 70 C5H10 000109-68-2 86

4 2-Methyl-1-butene 70 C5H10 000563-46-2 83

5 2-Methyl-1-butene 70 C5H10 000563-46-2 80

Abundance Scan 293 (1.982 min): VV024758.D\data.ms (-282) (-) m/z 55.00 100.00%

55.0
5000
42.0 01

1.60 1.80 2.00 2.20 2.40

O 830 790 2 7010 41.60%
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #642: 2-Pentene, (E)-
55.0
39.0 ' 1.60 1.80 2.00 2.20 2.40
29.0 m/z 42.00  34.40%

o

15.0 ‘ ‘ 1] 48 Q‘H 62-0\\\
\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #639: 2-Pentene, (Z)-
55.0 fL

1.60 1.80 2.00 2.20 2.40

=L

5000 42.0 m/z 39.00 34.15%
70.0
29.0
Lo Tl el
dee e e e e T e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #633: 2-Pentene wmwm,mwmw
55.0 1.60 1.80 2.00 2.20 2.40

m/z 40.95 22.12%

5000 42.0 70.0
29.0
0 150 “\‘ \‘\ | i 63'0\\\

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03

Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 7 Pentanal Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.288 1.18 ug/L 100010 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 90
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 83
3 Pentanal 86 C5H100 000110-62-3 72
4 Pentanal 86 C5H100 000110-62-3 72
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 50

Abundance Scan 1632 (6.288 min): VV024758.D\data.ms (-1622) (-) m/z 43.95 100.00%

44.0
5000 58.0
T e T
‘ “ 10 6.00 6.20 6.40 6.60
Ot bl 7O 881 s 60 45.50%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
290 44.0
58.0
5000 L L R L L L LR
6.00 6.20 6.40 6.60
m/z 41.00 44 .89%
“ ‘H | 710 86.0
O\\\‘\\\\‘\\\\"\\\\‘\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1962: Butanal, 3-methyl-
44.0
P TR
58.0 6.00 6.20 6.40 6.60
5000 m/z 57.00 32.85%
29.0 71.0
e
0“‘_“‘_“‘W“:;‘“‘muu‘w‘u,w“‘uﬂ‘,w‘
m/z--> 10 20 40 50 60 70 80 90
Abundance #1915: Pentanal R AERARR SRS
44.0 6.00 6.20 6.40 6.60
290 m/z 43.00  22.34%
5000
58.0
15.0
o 230 L L mo ee e ) e
m/z--> 10 20 30 40 50 60 70 80 90 00 6 20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.236 8.14 ug/L 812838 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 94
2 Hexanal 100 C6H120 000066-25-1 91
3 Hexanal 100 C6H120 000066-25-1 86
4 Hexanal 100 C6H120 000066-25-1 83
5 Hexanal 100 C6H120 000066-25-1 47

Abundance Scan 2238 (8.236 min): VV024758.D\data.ms (-2228) (-) m/z 55.95 100.00%

44.0 56.0
5000
72.0
H ‘ “ 8£1 8.00 8.20 8.40 8.60
Ot Ll 8B 1000y 43,95 99.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexana
44.0
56.0
5000 LU B B I IR B R
27.0 8.00 8.20 8.40 8.60
720 m/z 41.60  82.35%
\\’\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal
44.0
56.0
e
270 8.00 8.20 8.40 8.60
5000 ' m/z 56.95 67.78%
72.0
o 50 WL 1 sso 00
miz—-> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal
44.0 8.00 8.20 8.40 8.60
56.0 m/z 43.00  61.74%
27.0
5000
72.0
PSS O S Y-S
m/z--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 10 Heptanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.805 3.02 ug/L 301106 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 98
2 Heptanal 114 C7H140 000111-71-7 95
3 Heptanal 114 C7H140 000111-71-7 95
4 Heptanal 114 C7H140 000111-71-7 64
5 Heptanal 114 C7H140 000111-71-7 43

Abundance Scan 2726 (9.805 min): VV024758.D\data.ms (-2716) (-) m/z 70.10 100.00%

24.0 70.1
57.0
5000
86.0
‘ ‘ ‘ ‘ ‘ 114.0 950 1000
owm,wwu;‘H‘u‘Hl,mU1Hmm_m,wwnw m/z 43.95  82.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000
27. 950 10 00
86.0 m/z 41.00 5.68%
O\\‘]-ﬂ.-\q’\\}l‘\\\{}\‘\\i‘\wll’\\\“\‘!\\\‘\\‘!\‘\\#\9’(\)\\\]-‘1\-\4.\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal
44.0
27.0 70.0 9.50 10. oo
5000 57.0 ITI z 42.95 2.16%
‘ ‘ 86.0
Oberprerepretbrrrete sl o 990 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal
44.0 950 10 OO
20.0 70.0 m z 55.00 4.45%
5000 57.0
‘ ‘ ‘ 86.0
ob 289 WLl MLl 1 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 11 Furan, 2-pentyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.715 0.85 ug/L 84357  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-pentyl- 138 C9H140 003777-69-3 91
2 Furan, 2-pentyl- 138 C9H140 003777-69-3 91
3 Furan, 2-pentyl- 138 C9H140 003777-69-3 91
4 2-n-Butyl furan 124 C8H120 004466-24-4 42
5 2-Cyclopentene-1-carboxylic acid... 126 C7H1002 068317-77-1 40
Abundance Scan 3009 (10.715 min): VV024758.D\data.ms (-2999) (-  m/z 81.00 100.00%
81.0
5000 j\
— —
s 57-0 ‘ 10,0 138.1 10.50 11.00
b B0 e 220 L myz 82.00  22.10%
miz-> 20 40 60 80 100 120 140
Abundance #20157: Furan, 2-pentyl-
81.0
5000 — ——
10.50 11.00
m/z 53.00 13.99%
70 53.0 138.0
TN | 109.0
O\\\‘\\‘\\‘\\‘\‘\‘\w\\“\\\‘\‘\\‘\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #20160: Furan, 2-pentyl-
81.0
R T e S
10.50 11.00
5000 m/z 138.05 13.59%
27.0 53.0
0 \‘1‘\ “\“ w‘\ et “w —r ‘170\9?0\ - \:\1.3\2‘3‘(\)\
miz--> 20 40 60 80 100 120 140
Abundance #20161: Furan, 2-pentyl- T —
81.0 10.50 11.00
m/z 39.00 7.09%
5000
53.0 138.0
27.0 109.0
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 12 Octanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.146 4.79 ug/L 474747  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 97
2 Octanal 128 C8H160 000124-13-0 96
3 Octanal 128 C8H160 000124-13-0 91
4 Octanal 128 C8H160 000124-13-0 64
5 2-Amino-oxazole 84 C3H4N20 004570-45-0 58
Abundance Scan 3143 (11.146 min): VV024758.D\data.ms (-3130) (- 43.00 100.00%
43.0 57.0
84.1
5000
—
‘ | ‘ 10‘0'0 11.00 11,50
Obrrrrrrrrrrrprertile bl bl L1 1282 p 4160 96.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
57.0
29.0 84.0
5000 —— ——
11.00 11.50

m/z 57.00 83.74%

100.0
H‘HH‘HH‘\H\}HH‘\‘E \‘HH‘HH\‘HH’H\\‘\\\\}\\\\’\]_\2\\8‘9\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0

o

W

57.0
o I
11.00 11.50
5000 29.0 m/z 56.00 77 .22%
100.0
0 | .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal = i A
41.0 11.00 11.50
57.0 o
m/z 44.00 75.14%
84.0
5000
27.0
100.0
oH_‘H‘m\_mlm‘M!H_‘H‘HHWm,uWWW,W_M —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11 00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 13 Nonanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.342 9.40 ug/L 931808 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 91
4 Nonanal 142 C9H180 000124-19-6 90
5 Butane, 1-isocyanato- 99 C5HONO 000111-36-4 22

Abundance Scan 3515 (12.342 min): VV024758.D\data.ms (-3504) (-  m/z 56.95 100.00%

57.0 ‘
41.0
5000
gp1 981

Il || s
0b el e M ST w2 se.9s 74.28%
miz-> 20 40 60 80 100 120 140
Abundance #22961: Nonanal
41.0 57.0
5000
82.0 93.0 12,00 12.50
m/z 42.95 57.68%

| |, o
O\ 1T ‘2\5‘\ ‘\ T } T \‘\“ ‘ T “\H\ T ‘ T \ \ T ‘ } 1T ‘ L
m/z--> 20 40 6 80 100 120 140
Abundance #22962: Nonanal

57.0

41.0
1200 1250
82.0 0
1140
oh130 || | |l M | 1420
e ‘ ‘HH‘HH‘H
m/z--> 20 40 6 0 100 120 140
Abundance #22963: Nonanal
57.0 1200 1250
41.0 m/z 54.95 53.02%
5000
82.0
114.0
NI | 0 Y
m/z--> 20 40 6 80 100 120 140 1200 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 14 2-Decenal, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.175 1.63 ug/L 161360 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (E)- 154 C10H180 003913-81-3 80
2 2-Dodecenal, (E)- 182 C12H220 020407-84-5 64
3 2-Tridecenal, (E)- 196 C13H240 007069-41-2 59
4 2-Decenal, (E)- 154 C10H180 003913-81-3 58
5 n-Heptadecanol-1 256 C17H360 001454-85-9 47

Abundance Scan 4085 (14.175 min): VV024758.D\data.ms (-4075) (- m/z 70.00 100.00%

41.0 | 70.0
5000
98-1 T ‘ T T ‘ T
| H “121_0 14.00 14.50
0 L e m/z 41.08 98.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30983: 2-Decenal, (E)-
70.0
41.0
5000 1400  14:50
98.0 : R
m/z 54.95 97.77%
‘121.0
O' “\ \H‘} “ \‘\hh T “‘\‘\ T f‘ ‘ \]-\5\4\..‘()\ TTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56837: 2-Dodecenal, (E)-
41.0
70.0
T —
14.00 14.50
5000 ITI/Z 43.00 90.33%
97.0
0 L \\\\‘}2\1.\0174\1'0 164.0
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71621: 2-Tridecenal, (E)- T —
41,0 700 14.00 14.50
m/z 82.95 62.78%
5000
97.0
0, HH“]'Z‘J“"O L 15\20 1780
R e e R e -
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024758.D

Acqg On : 18 Feb 2022 17:03
Operator : SY/MD

Sample : N1545-09

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 11.8 ug/L 998759 1 5.616 424087 5.0
(DEL) Alkane: S.. 1.217 0.8 ug/L 65396 1 5.616 424087 5.0
(DEL) Alkane: S.. 1.416 1.1 ug/L 91066 1 5.616 424087 5.0
(DEL) Alkane: S.. 1.767 1.2 ug/L 99792 1 5.616 424087 5.0
(DEL) Alkane: S.. 1.812 1.2 ug/L 100423 1 5.616 424087 5.0
(DEL) Alkane: S.. 1.982 0.6 ug/L 50553 1 5.616 424087 5.0
Pentanal 6.288 1.2 ug/L 1000106 1 5.616 424087 5.0
Hexanal 8.236 8.1 ug/L 812838 2 8.850 499133 5.0
Heptanal 9.805 3.0 ug/L 301106 2 8.850 499133 5.0
Furan, 2-pentyl- 10.715 0.8 ug/L 84357 3 11.246 495603 5.0
Octanal 11.146 4.8 ug/L 474747 3 11.246 495603 5.0
Nonanal 12.342 9.4 ug/L 931808 3 11.246 495603 5.0
2-Decenal, (E)- 14.175 1.6 ug/L 161360 3 11.246 495603 5.0
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