LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@40522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 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\SFAMVTRO32622WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VVv@25351.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.111 15 22 37 rVB 262773 247733 20.47%  3.162%
2 1.204 46 51 60 rvB2 28051 37946 3.14% 0.484%
3 1.301 72 81 95 rBV2 239697 358957 29.66% 4.581%
4 1.391 103 109 112 rBV2 10458 12316 1.02% 0.157%
5 1.416 112 117 127 rVB3 26320 32156 2.66% 0.410%
6 1.568 155 164 178 rVB 93879 111973 9.25% 1.429%
7 1.635 178 185 197 rVB3 14060 18262 1.51% 0.233%
8 1.767 218 226 232 rBV 35266 44746 3.70% 0.571%
9 1.812 232 240 256 rVB3 23189 47428 3.92% 0.605%
10 1.979 284 292 301 rVB4 14533 22191 1.83% 0.283%
11 2.10e8 320 332 355 rVB3 224088 387051 31.99%  4.940%
12 3.191 651 669 686 rBv 32225 69568 5.75% 0.888%
13  3.911 882 893 914 rBV 22668 79370  6.56% 1.013%
14  4.349 1011 1029 1052 rBvV2 80288 206140 17.04%  2.631%
15 5.046 1230 1246 1276 rBV4 169062 438453 36.23% 5.596%
16 5.616 1410 1423 1444 rBV 170976 348472 28.80% 4.447%
17 5.918 1505 1517 1539 rVB5 22211 50424 4.17% 0.644%
18 6.069 1551 1564 1592 rBV 97069 204486 16.90% 2.610%
19 6.284 1621 1631 1659 rBV 53433 118469 9.79% 1.512%
20 6.989 1839 1850 1871 rBV2 43894 84829 7.01% 1.083%
21 7.316 1940 1952 1970 rBV 202034 359258 29.69% 4.585%
22 7.394 1970 1976 1990 rVB2 6841 14455 1.19% 0.184%
23 7.625 2039 2048 2069 rBV 24481 46621 3.85% ©.595%
24 7.976 2151 2157 2168 rVB4 7674 12869 1.06% 0.164%
25 8.091 2182 2193 2226 rBV 137012 304856 25.19% 3.891%
26 8.236 2227 2238 2274 rW 733413 1210075 100.00% 15.444%
27  8.850 2419 2429 2454 rBV 269451 445236 36.79% 5.682%
28 9.805 2716 2726 2741 rBV 118890 193756 16.01% 2.473%
29 10.217 2843 2854 2869 rVB 67136 108128 8.94% 1.380%
30 10.381 2892 2905 2917 rBV3 9682 16122 1.33% 0.206%
31 10.715 2999 3009 3018 rBV 46971 70714  5.84% 902%
32 10.760 3018 3023 3038 rVBS8 10007 17976 1.49% 229%

33 11.146 3133 3143 3161 rBV2 208279 324743 26.84%
34 11.246 3164 3174 3192 rVB 283503 445329 36.80%
35 11.622 3280 3291 3307 rBV 199217 312814 25.85%
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36 12.008 3401 3411 3429 rBV5 18682 39653 3.28% ©.506%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@40522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 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\SFAMVTRO32622WMA.M
Title : TRACE VOA SFAM1.0
37 12.249 3475 3486 3496 rBv4 6898 13322 1.10% 0.170%
38 12.342 3504 3515 3531 rBV 498852 728741 60.22% 9.301%
39 13.133 3748 3761 3770 rBvV6 10405 17645 1.46% 0.225%
40 13.432 3846 3854 3868 rVB7 10765 16672 1.38% 0.213%
41 14.175 4075 4085 4104 rBV2 85380 141178 11.67% 1.802%
42 14.808 4270 4282 4296 rBvV2 11162 18313 1.51% 0.234%
43 15.143 4379 4386 4398 rVB5 17633 27576 2.28% 0.352%
44 16.178 4699 4708 4720 rVB3 19402 28354 2.34% 0.362%
Sum of corrected areas: 7835376
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40522\
Data File : VV@25351.D

Acqg On : 05 Apr 2022 13:00

Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

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

Abundance
700000

TIC: VV025351.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.111 3.55 ug/L 247733  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 22 (1.111 min): VV025351.D\data.ms (-15) (-) m/z 41.10 100.00%

41.1
5000
‘ ‘ 579 1.101.201.301.401.50
O e e e e e m/z 39.10 78.36%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 [T T T T[T T[T Trrry
27.0 1.101.201.301.401.50
m/z 42.10 61.14%
o 130
OH\HH\‘}\H‘\H\‘\HHH\”\H\iHH‘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
AT e
1.101.201.301.401.50
5000 27.0 m/z 43.10 27.81%
29 180
Ot T e e e
miz--> 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 44.05 27.02%
5000 27.0
14.0 ‘ ‘
0H\HH\‘HH‘\H\‘\HHHH‘Huiu}\‘uu‘?!u‘ b T T T
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\VVv040522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1.204 0.54 ug/L 37946 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Urea 60 CH4N20 000057-13-6 7
2 Methyl nitrite 61 CH3NO2 000624-91-9 5
3 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 5
4 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
5 Methane, nitro- 61 CH3NO2 000075-52-5 4
Abundance  Scan 51 (1.204 min): VV025351.D\data.ms (-46) (-) m/z 61.10 100.00%
61.1
5000
46.0
e
1.20 140 1.60
O berpreeeprrrrpreepreerpre— e e m/z 60.00  62.27%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #347: Urea
17.0 60.0
44.0
5000 L I L B B N B

120 140 1.60
m/z 46.00  27.84%

28.0
OH‘HH‘HH‘\ }\‘\\\\‘\\}}‘}\\\‘HH‘\}H’HH‘HH’HH i\\\‘\\\\‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #367: Methyl nitrite
30.0
Ly et o e
120 140 1.60
o 460 610
O e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #325: Hydrazine, 1,1-dimethyl- e
60.0 120 1.40 160
m/z 42.10 3.62%
5000 45.0
28.0
0 b A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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: Cyclicl.767 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
1767 e.e4ugl 44746  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclopropane, ethyl- 70 cshie 001191-96-4 91

2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 78
3 2-Pentene, (Z)- 70 C5H10 000627-20-3 72
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 68
5 1-Pentene 70 C5H10 000109-67-1 64
Abundance Scan 226 (1.767 min): VV025351.D\data.ms (-218) (-) m/z 42.05 100.00%

420 g5
£000 70.1

1.40 1.60 1.80 2.00

Ol e Ml bl 790 7 55,10 83.34%
miz-> 0 10 20 30 40 50 60 70 80
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
5000
270 70.0 1.40 1.60 1.80 2.00
' m/z 70.10 50.15%
15.0 ‘
O\\\‘\\\\‘\H\\‘\\1\’\\\‘1l‘\\\i‘\‘\‘\\‘\\\\’\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #656: Cydopropane ethyl-

i |l

1.40 1.60 1.80 2.00

5000 55.0 m/Z 41.05 49,22%
27.0
70.0
15.0 ‘
o““2:0‘”_:“‘_‘H,HMmwmm‘,m‘_m
miz--> 0 10 20 30 40 50 60 70 80
Abundance #637: 2-Pentene, (2)- R RRaa s S RARRE
55.0 1.40 1.60 1.80 2.00

m/z 39.00 40.72%

5000 42.0 70.0

29.0
wo |

0Lttt el et
miz--> 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\VVv040522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 Butane, 1-chloro-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.812 0.68 ug/L 47428 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-chloro-3-methyl- 106 C5H11C1 000107-84-6 64
2 Pentane, 1-chloro- 106 C5H11C1 000543-59-9 50
3 Pentane 72 C5H12 000109-66-0 47
4 2-Pentene, (E)- 70 C5H10 000646-04-8 43
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 43
Abundance Scan 240 (1.812 min): VV025351.D\data.ms (-232) (-) m/z 43.05 100.00%
17 551
5000
70.1
‘ ‘ M 1.40 1.60 1.80 2.00 2.20
Ol m/z 55.10  78.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5672: Butane, 1-chloro-3-methyl-
43.0
e ol Jk
5000 270 I R R
1.40 1.60 1.80 2.00 2.20
m/z 42.10 58.06%
O 15.011’ }\\‘i‘\‘\\\‘\‘\!\[‘\\\\‘\\\9\%\\0\\‘]-95\\0‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5662: Pentane, 1-chloro-
42.0 55.0 70.0
R ARERRRRSNE S
1.40 1.60 1.80 2.00 2.20
5000 27.0 m/z 41.10 54.25%
Obrrrrmeerer b el il 910 2060
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #809: Pentane R e  RARAREE o
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 31.34%
5000
27.0 57.0 720
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80 2.00 2.20

SFAMVTRO32622WMA.M Wed Apr 06 17:31:56 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 Pentanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.284 1.70 ug/L 118469 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 90
2 Pentanal 86 C5H100 000110-62-3 90
3 Pentanal 86 C5H100 000110-62-3 74
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 74
5 Pentanal 86 C5H100 000110-62-3 64

Abundance Scan 1631 (6.284 min): VV025351.D\data.ms (-1621) (-) m/z 44.05 100.00%

44.0
5000 58.1

B R REEEES S
“‘ “ 67.1 841 6.00 6.20 6.40 6.60

omw”,””_”wH;uu‘w_Hw‘um_m‘m m/z 41.10  46.94%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
29.0 44.0
58.0

5000 PPl T e
6.00 6.20 6.40 6.60

m/z 58.10 45.94%

\\\‘\\\\’\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0

o

29.0 e e e
6.00 6.20 6.40 6.60
5000 m/z 57.10 36.59%
58.0
o 20 L 7o e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1917: Pentanal

44.0 6.00 6.20 6.40 6.60
m/z 39.10 25.87%

5000 29.0
58.0
15.0 W\ | 70 860
L0 NN B s s o A

m/z--> 10 20 30 40 50 60 70 80 90 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 Hexanal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.236 13.59 ug/L 1210080 Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 96
2 Hexanal 100 C6H120 000066-25-1 91
3 Hexanal 100 C6H120 000066-25-1 91
4 Hexanal 100 C6H120 000066-25-1 83
5 Hexanal 100 C6H120 000066-25-1 83

Abundance Scan 2238 (8.236 min): VV025351.D\data.ms (-2227) (-) m/z 56.10 100.00%

44.1 56.1
5000
72.1
 RAREEEREEEE
‘ ‘ ‘ ‘ 8.00 8.20 8.40 8.60
0t bl ell 852001, 4g.06 95.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: Hexana
44.0 56.0
5000 LU L B I IR BN R
290 720 8.00 8.20 8.40 8.60
m/z 41.05 81.69%
0 il m‘\ \\‘ 850 1000
\\‘\\\\‘\\\\[\\\\‘\ \\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4244: Hexanal
44,
0 56.0
T
8.00 8.20 8.40 8.60
5000 m/z 57.05 70.57%
27.0
72.0
Joso |l Jl | 870 1000
AN B e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: Hexanal
44.0 56.0 8.00 8.20 8.40 8.60
' m/z 43.05 58.34%
5000 20.0
72.0
ot b s 00 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 Heptanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.805 2.18 ug/L 193756  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 96
2 Heptanal 114 C7H140 000111-71-7 95
3 Heptanal 114 C7H140 000111-71-7 94
4 Heptanal 114 C7H140 000111-71-7 76
5 Heptanal 114 C7H140 000111-71-7 38

Abundance Scan 2726 (9.805 min): VV025351.D\data.ms (-2716) (-) m/z 70.10 100.00%

70.1
41.1
55.1
5000
86.1
| H ‘ | 1120 9.50 1ooo
owm,ww:‘hH;MHH,H“Mum_m,w_cuw m/z 41.10  78.31%
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 1000
86.0 m/z 44.05 %
O \\‘]-ﬂ-\q’\\}l‘\\\{}\ ‘\\i‘\‘!!l’\\\“\‘ !\\\‘\\‘!\‘\\#\9’(\)\\\]-‘1\-\4.\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal
44.0
70.0
290 9.50 1ooo
5000 57.0 m/z 43.10 7.88%
86.0
ob 260l WLl M Ll a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal
44.0 950 1000
0.0 m/z 55.10 7.71%
27.0 :
5000 57.0
‘ ‘ 86.0
Oberprrrepretbrrretle sl L 990 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 Furan, 2-pentyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.715 0.79 ug/L 70714  1,4-Dichlorobenzene-d4 11.249
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 83
3 Furan, 2-pentyl- 138 C9H140 003777-69-3 78
4 2-[(2-Furylmethyl)amino]-2-methy... 169 C9H15NO2 889949-94-4 45
5 2-n-Butyl furan 124 C8H120 004466-24-4 42
Abundance Scan 3009 (10.715 min): VV025351.D\data.ms (-2999) (- m/z 81.10 100.00%
81.1
5000 j\
138.1 —— ——
. 53‘-1 ‘ 10,0 33 10.50 11.00
Ol el 2P0 L myz 82,10 22.11%
miz-> 20 40 60 80 100 120 140
Abundance #20157: Furan, 2-pentyl-
81.0
5000 — ——
10.50 11.00
m/z 138.05 16.56%
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
—— —
10.50 11.00
5000 m/z 53.10 14.28%
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- . 7 P
81.0 10.50 11.00
m/z 39.00 7.57%
5000
53.0 138.0
27.0 109.0
0 "““u“”“wk“uw“wﬁ“‘ﬂ“ R s A”ﬁﬁU, ‘
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\VVv040522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.146 3.65 ug/L 324743  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 98
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 90
4 Octanal 128 C8H160 000124-13-0 87
5 Piperazine, 2-methyl- 100 C5H12N2 000109-07-9 46

Abundance Scan 3143 (11.146 min): VV025351.D\data.ms (-3133) (- m/z 41.05 100.00%

41.0 57.1
84.1
5000
1001 T ‘ T T ‘ T
‘ ‘ ‘ ‘ ‘ ‘ 1261 11.00 11.50
Obreprreeprerereeetlll gl bt L 1261 s 43,10 96.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0 T T
11.00 11.50
100.0 m/z 57.10 85.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
e o
84.0 11.00 11.50
5000 ITI/Z 55.10 77 .99%
270
1000
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14262: Octanal f”vﬁ¥N7 ‘ -
43.0 11.00 11.50
m/z 56.10 74.53%
84.0
5000 29.0 510
N
ol 220 Ll 128.0 A

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\VVve40522\
Data File : VV@25351.D

Acqg On : 05 Apr 2022 13:00

Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 11 Nonanal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.342 8.18 ug/L 728741 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CSH180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 86
4 Nonanal 142 C9H180 000124-19-6 83
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 49

Abundance Scan 3515 (12.342 min): VV025351.D\data.ms (-3504) (-

m/z 57.10 100.00%

57.1
41.1
5000
821
H‘ | H 114.1 12,00 12'50
o‘wm;m‘ lall b 11401 m/z 41.10  77.39%
m/z--> 20 40 100 120 140
Abundance #22963.N0nana
57.0
41.0
5000
82.0 1200 1250
m/z 56.05 62.32%
‘ ‘ M ‘ 114.0
0\\\\‘\!\\i1‘\\“ ‘\“\h\\ ‘\\\‘\‘}\\174"1\.()\
miz--> 20 40 100 120 140
Abundance #22961.N0nana
41.0 57.0
1200 1250
5000 m/z 55.05 57.41%
820 98.0
| \ |l e
obrr2zs WL b W e W T
miz--> 20 40 60 80 100 120 140
Abundance #22962: Nonanal
57.0 12. 00 12 50
41.0 m/z 43.10 55.47%
5000
82.0
I
o“l?’no‘m‘im“_“m _““‘1“1“‘2‘-9
m/z--> 20 40 60 80 100 120 140 1200 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 2-Decenal, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.175 1.59 ug/L 141178 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (E)- 154 C10H180 003913-81-3 91
2 2-Decenal, (E)- 154 C10H180 003913-81-3 80
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 58
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 53
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 49

Abundance Scan 4085 (14.175 min): VV025351.D\data.ms (-4075) (- m/z 70.10 100.00%

41.1 701
5000
97-1 T ‘ T T ‘ T
21.1 14.00 14.50
0! ‘_h‘l“ﬁlw“m:_‘““““““2‘9‘711‘ m/z 41.10  88.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30983: 2-Decenal, (E)-
70.0
41.0
5000 “l400 | 140
98.0 : o
m/z 55.05 82.82%
‘ﬂzl.o
O' “\\M}“\“\‘l\“‘\‘\\}‘}\5\4\..‘()\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30978: 2-Decenal, (E)-
43.0
70.0 s gt
14.00 14.50
5000 ITI/Z 43.10 76.78%
98.0
H | 136.0
O et AL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3579: 2-Cyclohexen-1-ol Ty ey
70.0 14.00 14.50
m/z 83.10 63.77%
5000 39.0
97.0
e, 0]
0- e A —5
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAMVTRO32622WMA.M Wed Apr 06 17:32:04 2022 Page:

14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@40522\
Data File : VV025351.D

Acqg On : 05 Apr 2022 13:00
Operator : SY/MD

Sample : N2261-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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... 1.111 3.5 ug/L 247733 1 5.616 348472 5.0
unknown-01 1.204 0.5 ug/L 37946 1 5.616 348472 5.0
(DEL) Alkane: C... 1.767 0.6 ug/L 44746 1 5.616 348472 5.0
Butane, 1-chlor... 1.812 0.7 ug/L 47428 1 5.616 348472 5.0
Pentanal 6.284 1.7 ug/L 118469 1 5.616 348472 5.0
Hexanal 8.236 13.6 ug/L 1210080 2 8.850 445236 5.0
Heptanal 9.805 2.2 wug/L 193756 2  8.850 445236 5.0
Furan, 2-pentyl- 10.715 0.8 ug/L 70714 3 11.249 445329 5.0
Octanal 11.146 3.6 ug/L 324743 3 11.249 445329 5.0
Nonanal 12.342 8.2 ug/L 728741 3 11.249 445329 5.0
2-Decenal, (E)- 14.175 1.6 ug/L 141178 3 11.249 445329 5.0
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