LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 11 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@25473.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 230247 210251 14.59%  2.196%
2 1.217 48 55 60 rBv2 25821 23849 1.65% 0.249%
3 1.307 73 83 90 rBV2 201889 293999 20.40% 3.071%
4 1.420 113 118 132 rVB2 19972 26622 1.85% 0.278%
5 1.571 156 165 177 rVB 86730 102028 7.08% 1.066%
6 1.638 178 186 195 rBV 16334 21409 1.49% 0.224%
7 1.776 219 227 232 rBV 38899 47910 3.32% ©0.500%
8 1.809 232 239 259 rVB 118794 165460 11.48% 1.728%
9 1.983 282 293 302 rBV4 16591 26071 1.81% 0.272%
16 2.111 321 333 352 rVB4 197130 344505 23.90%  3.598%
11 2.770 524 538 552 rVB5S 9483 22769 1.58% 0.238%
12 3.195 655 670 689 rBvV 67600 145420 10.09% 1.519%
13 3.915 879 894 927 rBV2 109011 322165 22.35% 3.365%
14  4.352 1014 1030 1057 rBV2 92711 247596 17.18%  2.586%
15 4.613 1096 1111 1125 rVB4 6140 14686 1.02% 0.153%
16 5.050 1231 1247 1283 rBV2 190293 489505 33.96% 5.112%
17 5.619 1411 1424 1448 rBV 185095 377494 26.19%  3.943%
18 5.918 1504 1517 1533 rBV5 67889 145718 10.11% 1.522%
19 6.072 1551 1565 1590 rBV 112115 232682 16.14% 2.430%
20 6.288 1622 1632 1650 rBV2 33804 72219 5.01% 0.754%
21  6.989 1839 1850 1873 rBvV2 49571 94607 6.56% ©.988%
22 7.317 1941 1952 1969 rBV 226389 400127 27.76% 4.179%
23 7.394 1969 1976 1989 rVB 16249 31434 2.18% 0.328%
24  7.625 2038 2048 2066 rBv2 25573 48111 3.34% 0.502%
25 7.976 2146 2157 2176 rVB 117856 201492 13.98% 2.104%
26 8.092 2183 2193 2225 rBV 161326 355169 24.64% 3.709%
27  8.236 2227 2238 2273 rVB 522036 869398 60.32% 9.080%
28 8.850 2417 2429 2453 rBV 294414 489658 33.97% 5.114%
29 9.805 2713 2726 2749 rBV2 98247 167245 11.60% 1.747%
30 10.217 2843 2854 2871 rVB 71915 115108 7.99% 1.202%

31 10.715 2999 3009 3018 rBV 82016 126902  8.80%
32 10.757 3018 3022 3035 rVB6 14594 24342  1.69%
33 11.146 3133 3143 3163 rBV = 291163 450876 31.28%
34 11.246 3164 3174 3194 rVB 337700 524150 36.37%
35 11.622 3279 3291 3307 rBV 218596 350756 24.34%

wuhoRr
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36 12.008 3401 3411 3429 rBV3 38922 73785 5.12% 0.771%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 11 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

37 12.243 3474 3484 3502 rBV6 8516 21044 1.46% ©.220%
38 12.339 3502 3514 3547 rBV 979946 1441336 100.00% 15.053%
39 13.133 3754 3761 3775 rVB7 15075 24823 1.72% 0.259%
49 13.323 3811 3820 3838 rBv8 8532 18037 1.25% ©.188%
41 13.432 3845 3854 3863 rBvVS8 14041 22387 1.55% ©0.234%
42 14.172 4073 4084 4107 rBV2 149368 255655 17.74% 2.670%
43 14.567 4197 4207 4221 rBvV4 9733 18571 1.29% 0.194%
44 14.805 4270 4281 4303 rBvV3 25828 51361 3.56% ©.536%
45 15.143 4379 4386 4405 rVB5 31526 51563 3.58% ©.539%
46 16.178 4700 4708 4720 rBVS 9758 14604 1.01% 0.153%

Sum of corrected areas: 9574899
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve41222\

: VWe25473.D

: 12 Apr 2022 14:45

: SY/MD

: N2372-01

: 25mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA .M
: TRACE VOA SFAM1.0

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

TIC: VV025473.D\data.ms

2111

5.050

11
1 307 5 619
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 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 4
R.T. EstConc Area Relative to ISTD R.T.
1.111 2.78 ug/L 210251 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 Cyclopropene 40 C3H4 002781-85-3 9

5 Cyclopropane 42 C3H6 000075-19-4 7
Abundance  Scan 22 (1.111 min): VV025473.D\data.ms (-15) (-) m/z 41.10 100.00%

41.1

1.101.201.301.401.50

5000
H 58.1 0
o"HH‘wH",m‘,‘H‘,‘m,wwww!w W2 /2 39.00 79.66%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 [TTTT T I i rrrrory
27.0 1.101.201.301.401.50
m/z 42.05 63.37%
Lo
OHHHHH\H’HH’H\}’H\{iHHiHH‘HHHH\‘\{\‘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 m/z 43.10 32.60%
20 180
Ot e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane BARaERaRRNEISEESREEN SR
42.0 1.101.201.301.401.50
m/z 44.05 32.14%
5000 270
14.0 ‘ H
Ol e e e e T Ty
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\VVv041222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 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: Cyclicl.770 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1.770 0.63 ug/L 47910 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 83
2 2-Pentene 70 C5H10 000109-68-2 72
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 64
4 1-Pentene 70 C5H10 000109-67-1 58
5 1-Pentene 70 C5H10 000109-67-1 58
Abundance Scan 227 (1.770 min): VV025473.D\data.ms (-219) (-) m/z 42.10 100.00%
42.1
55.0
5000 01
11 1.40 1.60 1.80 2.00
Obrreprrrrrrerr e et i b e SEE - m/z 55.05  80.41%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #656: Cyclopropane, ethyl-
42.0
5000 55.0
27.0 70.0 1.40 1.60 1.80 2.00
15.0 ‘ m/z 70.10 51.13%
0\\\‘.\\\\‘\}‘\\‘\\11‘\\\‘1l‘\\\i‘\‘{{\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #630: 2-Pentene
55.0 /\4‘
NN S Ay
1.40 1.60 1.80 2.00
5000 420 200 m/z 41.10 49.77%
29.0
wo | |
0L et et e
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #653: Cyclopropane, ethyl-
42.0 1.40 1.60 1.80 2.00
m/z 39.00 43.21%
5000 550
27.0 70.0
15.0 ‘
) S N | S [ ) R A —
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 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.
1.809 2.19 ug/L 165460 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 80
Abundance Scan 239 (1.809 min): VV025473.D\data.ms (-232) (-) m/z 43.05 100.00%
3.0
5000 AJ\\

57.0 P e

‘ 72.0 1.40 1.60 1.80 2.00 2.20
0Lttt e 39 mjz 42.05  56.32%

mlz--> 0 10 20 30 40 50 60 70 80 90 100

Abundance #809: Pentane

43.0
5000
1.40 1.60 1.80 2.00 2.20
. m/z 41.05 48.90%
27.0 570 /
15'0 \‘\‘ \‘\ | \M‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #810: Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.05 16.69%
27.0
57.0 720
15.0 ‘ ‘
O et et e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100 L
Abundance #806: Pentane R EEEATEE S S
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 16.32%
5000 27.0
15.0 ‘ ‘ 570 720
o290 A& N e e,
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 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\VVv041222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 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 Pentanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.288 0.96 ug/L 72219 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 90
2 Pentanal 86 C5H100 000110-62-3 78
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 74
4 Pentanal 86 C5H100 000110-62-3 72
5 Pentanal 86 C5H100 000110-62-3 64

Abundance Scan 1632 (6.288 min): VV025473.D\data.ms (-1622) (-) m/z 44.05 100.00%

44.0
5000 58.1
6.00 6.20 6.40 6.60
35_(“‘\ ‘ 67.0 83.9 00 6.20 6.40 6. .
o e m/z 41.00 48.97%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1917: Pentanal
44.0
5000 29.0
58.0 6.00 6.20 6.40 6.60
m/z 58.10 42.84%
ol 150 m Wl 710 seo
\\‘\\\\‘\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 50 60 70 80 90
Abundance #1916:Pentana
44,
29.0 0
R
58.0 6.00 6.20 6.40 6.60
5000 m/z 57.10 31.43%
T e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1961 Butanal, 3-methyl- At e
44.0 6.00 6.20 6.40 6.60
m/z 39.00 25.00%
5000 270 58.0
71.0
15.0 “ ‘ ‘ 86.0
o N S O PR AN SN
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\VVv041222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 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 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.236 8.88 ug/L 869398 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 81
3 Hexanal 100 C6H120 000066-25-1 74
4 Hexanal 100 C6H120 000066-25-1 59
5 Hexanal 100 C6H120 000066-25-1 53

Abundance Scan 2238 (8.236 min): VV025473.D\data.ms (-2227) (-) m/z 56.05 100.00%

44.0 56.0
5000
72.1

I ‘ | ‘ oy 8.00 8.20 8.40 8.60
H_Ww_m}‘Hm\‘w“www??ﬂw m/z 44.05 97.49%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 58.0

2000 ' 8.008.20 840 8.60
29.0 72.0 :

m/z 41.10 84.78%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44,
0 56.0

800820840860

o

o

27.0
72.0
o150 Il ] eso o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0 56.0 8.00 8.20 8.40 8.60

m/z 43.05 61.93%

5000 290.0
72.0
| 850 1000
0 H““W“\lw“ﬂﬂ ‘“Hkl‘u‘hﬂ‘u“‘u““u“‘u‘

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\VVv041222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 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 Heptanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.805 1.71 ug/L 167245  Chlorobenzene-d5 8.854

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 95
4 Heptanal 114 C7H140 000111-71-7 93
5 Heptanal 114 C7H140 000111-71-7 43

Abundance Scan 2726 (9.805 min): VV025473.D\data.ms (-2713) (-) m/z 70.10 100.00%

70.1
41.0
55.0
5000
86.1
‘ I H ‘ | s 9.50 1000
Ot bl M2 s 41,05 79.53%
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 43.95 %
0\\‘]-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 43.05 8.17%
‘ ‘ 86.0
Ol L 990 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal
44.0 950 1000
20.0 70.0 m z 55.05 8.12%
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\VVve41222\
Data File : VV@25473.D

Acqg On : 12 Apr 2022 14:45

Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Furan, 2-pentyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.715 1.21 ug/L 126902 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 ©03777-69-3 90
3 Furan, 2-pentyl- 138 C9H140 003777-69-3 72
4 2-[(2-Furylmethyl)amino]-2-methy... 169 C9H15NO2 889949-94-4 45
5 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 42

Abundance Scan 3009 (10.715 min): VV025473.D\data.ms (-2999) (-
81.1

m/z 81.10 100.00%

5000 [\\
138.1
s 57-0 ‘ 1001 10.50 11.00
ob o B8O R L myz 82.10 23.10%
miz--> 20 40 60 80 100 120 140
Abundance #20157: Furan, 2-pentyl-
81.0
5000 L
1050 11.00
3.0 138.0 m/z 138.05 17.09%
2ro- 109.0
0\\\‘\\‘\\‘\\\\‘\W\\“\\\H\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #20161: Furan, 2-pentyl-
81.0
—— —
10.50 11.00
5000 m/z 53.00 14.28%
53.0 138.0
210 109.0
T ] it N M
m/z--> 20 40 60 80 100 120 140
Abundance #20160: Furan, 2-pentyl- Tk
81.0 1050 11.00
m/z 41.10 6.86%
5000
27.0 53.0
138.0
ol et b 2090 T N Y-
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\VVv041222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 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 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.146 4.30 ug/L 450876  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 94
3 Octanal 128 C8H160 000124-13-0 93
4 Octanal 128 C8H160 000124-13-0 91
5 Octanal 128 C8H160 000124-13-0 50

Abundance Scan 3143 (11.146 min): VV025473.D\data.ms (-3133) (- m/z 41.10 100.00%
41,1

57.1
84.1
5000
Mo —
‘ | | ‘ 1‘0“)'1 e 11.00 11.50
Obrprerrperreprrelll Ul il L1259 hys 43,05 95.36%
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 84.07%
0 \‘H’H‘H!H\\‘\\\\’%\\8‘9\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
e e
57.0 11.00 11.50
29.0 84.0 o
5000 : m/z 56.10 79.10%
1000
Oberprrrrprrpeert m_‘l” w“!m Mol reebrrer 228:0.
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14262: Octanal T~ =
43.0 11.00 11.50
m/z 55.10 74.21%
84.0
5000 200 || °f0
|
oH&?F’w\_m;m‘_miuH‘HHW,HH_HW,H?%QH S L G
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\VVv041222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 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 10 (DEL) Alkane: Cyclic12.008 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.008 0.70 ug/L 73785 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-cyclopropyl- 112 C8H16 005458-16-2 49
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 38
3 Cyclobutanone, 2,3,3-trimethyl- 112 C7H120 028290-01-9 38
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 30
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 30

Abundance Scan 3411 (12.008 min): VV025473.D\data.ms (-3401) (- m/z 55.10 100.00%
41.1 551

70.1
83.1
5000
T \
“ 97.0 .94 12.00
oH_MWN‘M‘}HH1‘H‘m“”w‘}HMWWWmm‘im m/z 41.1@ 95.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7582: Pentane, 2-cyclopropyl-
41.0 5.0 69.0
84.0
5000 —f— ‘
12.00
27.0 m/z 70.10  82.58%
097'?||
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #3805: Cyclopentane, 1,3-dimethyl-
0
55.0
T T
41.0 12.00
5000 ITI/Z 69.10 80.53%
210 83.0
‘ 98.0
O‘WHMW‘AW‘HWJquhhanMHWNH‘MH!“‘H“‘H“‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #7459: Cyclobutanone, 2,3,3-trimethyl- —r— ‘
55.0 70.0 12.00
41.0 m/z 56.10  79.31%
5000
‘ 84‘.0 97.0 112.0
A L S e B —
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 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 11 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.339 13.75 ug/L 1441340  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 Heptane, 2-chloro- 134 C7H15C1 001001-89-4 27

Abundance Scan 3514 (12.339 min): VV025473.D\data.ms (-3502) (-  m/z 57.10 100.00%

57.1
41.1
5000
821 ’
‘ ‘ 4. 1200 1250
] USRS " ‘w ‘_muwlﬂ‘ch m/z 41.10 81.09%
m/z--> 20 40 6 80 100 120 140
Abundance #22961: Nonana
41.0 57.0
5000
82.0 98.0 1200 1250
m/z 43.05 61.37%
Ll L e
O\\\\‘2\5‘\‘\\}\\‘\“ ‘\“\H\\ ‘\\\\‘}\\\‘\\
m/z--> 20 40 80 100 120 140
Abundance #22963.N0nana
57.0
41.0
1200 1250
5000 m/z 56.10 60.80%
82.0
1140
Ll \\ . 1410
Ot “““““““
m/z--> 20 40 0 100 120 140
Abundance #22962: Nonanal
57.0 1200 1250
41.0 m/z 55.05 55.94%
5000
82.0 0
I
o“l?’-P_mim‘_“m “““‘1“‘1“‘2‘-9
m/z--> 20 40 80 100 120 140 1200 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 11 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 12 2-Cyclohexen-1-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.172 2.44 ug/L 255655 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 53
2 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18 050876-33-0 46
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 38
4 n-Heptadecanol-1 256 C17H360 001454-85-9 38
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 38

Abundance Scan 4084 (14.172 min): VV025473.D\data.ms (-4073) (- m/z 70.10 100.00%

55.1 70.1
5000 39
98.1
e —
Ll s Y10 w4
ol :Nsm‘ﬂ‘h‘“}ﬂ‘W1\th‘ by " m/z 55.18  89.46%
miz--> 20 40 60 80 100 120 140
Abundance #3585: 2-Cyclohexen-1-0
70.0
5000 Tt e
39.0
55.0 98.0 14.00 14.50
m/z 41.00  88.54%
O T \‘M‘\ \‘HH}“ \“M‘\ T L e e e e
miz--> 20 40 60 80 100 120 140
Abundance #13279: Cyclopentane, 1,1,3,3-tetramethyl-
55.0 70.0
Py =
111.0 14.00 14.50
5000 3900 ITI/Z 43.10 78.80%
15.0 ‘
ol ) 80| a0
miz--> 20 40 60 80 100 120 140
Abundance #3772: 1-Pentene, 2,3-dimethyl- Py =
41.0 69.0 14.00 14.50
m/z 83.10 64.76%
5000
| 1
o bl ol N — —
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41222\
Data File : VV025473.D

Acqg On : 12 Apr 2022 14:45
Operator : SY/MD

Sample : N2372-01

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 11 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... 1.111 2.8 ug/L 210251 1 5.619 377494 5.0
(DEL) Alkane: C... 1.770 0.6 ug/L 47910 1 5.619 377494 5.0
(DEL) Alkane: S... 1.809 2.2 ug/L 165460 1 5.619 377494 5.0
Pentanal 6.288 1.0 ug/L 72219 1 5.619 377494 5.0
Hexanal 8.236 8.9 ug/L 869398 2 8.854 489658 5.0
Heptanal 9.805 1.7 ug/L 167245 2 8.854 489658 5.0
Furan, 2-pentyl- 10.715 1.2 wug/L 126902 3 11.246 524150 5.0
Octanal 11.146 4.3 ug/L 450876 3 11.246 524150 5.0
(DEL) Alkane: C... 12.008 0.7 ug/L 73785 3 11.246 524150 5.0
Nonanal 12.339 13.8 wug/L 1441340 3 11.246 524150 5.0
2-Cyclohexen-1-01 14.172 2.4 wug/L 255655 3 11.246 524150 5.0
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