LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 25 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\SFAMVTRO20922WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@24614.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 35 rVB 126450 117594 6.66%  1.332%
2 1.179 37 43 47 rBV 43931 40915 2.32% 0.464%
3 1.204 47 51 61 rVB2 54003 55170 3.13% 0.625%
4 1.307 73 83 89 rBvV2 107016 149279 8.46% 1.691%
5 1.426 111 120 134 rVB3 16026 28889 1.64% 0.327%
6 1.568 156 164 176 rVB 64903 75413  4.27% 0.854%
7 1.767 219 226 232 rBV 14298 17817 1.01% 0.202%
8 1.809 232 239 255 rVB3 24470 38864 2.20% 0.440%
9 2.108 320 332 348 rBV3 139521 222883 12.63% 2.525%
16 2.770 523 538 551 rBV3 8782 19962 1.13% 0.226%
11  3.912 878 893 931 rBV3 86595 276993 15.69% 3.138%
12 4.349 1014 1029 1060 rBV 81322 213958 12.12% 2.424%
13 5.050 1231 1247 1279 rBV2 184978 469669 26.60% 5.321%
14 5.619 1412 1424 1455 rBV 136925 281652 15.95%  3.191%
15 5.912 1501 1515 1546 rBV 919013 1765367 100.00% 20.001%
16 6.069 1552 1564 1589 rVB 107509 221858 12.57%  2.514%
17 6.294 1624 1634 1649 rBV3 14440 31937 1.81% 0.362%
18 6.989 1836 1850 1870 rBV 54735 101098 5.73% 1.145%
19 7.317 1941 1952 1968 rBV 231265 399181 22.61% 4.523%
20 7.397 1969 1977 1990 rVB2 11878 23278 1.32% 0.264%
21 7.625 2038 2048 2069 rBvV2 30762 55242 3.13% 0.626%
22 7.973 2143 2156 2182 rBV 995247 1654477 93.72% 18.745%
23 8.088 2182 2192 2228 rVB 221531 416341 23.58% 4.717%
24  8.236 2228 2238 2263 rBV 164293 280668 15.90%  3.180%
25  8.850 2418 2429 2450 rBV = 223249 366736 20.77%  4.155%
26 9.809 2717 2727 2740 rBV 32691 53784 3.05% 0.609%
27 10.217 2843 2854 2872 rVB 63913 101013 5.72% 1.144%
28 10.718 2999 3010 3017 rBv2 23515 34596 1.96% 0.392%
29 11.146 3132 3143 3157 rBV 97381 150759 8.54% 1.708%
30 11.249 3164 3175 3195 rVB 250185 391110 22.15% 4.431%

31 11.622 3281 3291 3307 rBV 205227 319071 18.07%
32 12.008 3400 3411 3422 rBV5 9998 18116 1.03%
33 12.342 3504 3515 3533 rBV 190996 282819 16.02%
34 14.175 4074 4085 4107 rBV2 75359 130047 7.37%
35 15.143 4381 4386 4400 rVvB4 12973 19805 1.12%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 25 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\SFAMVTRO20922WMA .M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 8826361
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve21122\

: VW0e24614.D

: 11 Feb 2022 19:18

: SY/MD

: N1476-10

: 25.0mL/MSVOA_V/WATER
. 25

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20922WMA .M
: TRACE VOA SFAM1.0

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

Abundance

800000

600000

400000

200000

o

Time-->

1,568
5 e

TIC: VV024614.D\data.ms
5.912

2.108 5050
108 397 : 5619 16 069

3.912 4.349

2.770 6.294
Ty T T T T[T T T T[T T T[T T T T (L L L L B I I R I T

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

Abundance

800000

600000

400000

200000

TIC: VV024614.D\data.ms

7.973

11.249

7.317 8.088

8.236

8.850 11.622

11.14
10.217
6.989 /6\2 9.809 718 12.00¢

O+
Time-->

3977

5
I \
7.50

10.
L 7 \ \

8.00 8.50

10.00 10.50

(A B B R T T —

T I
7.00 9.00 9.50 11.00 11.50 12.00

Abundance

800000

600000

400000

200000

TIC: VV024614.D\data.ms

12.342

14.175
15.143

Time-->

‘
12.

T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
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\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.108 2.09 ug/L 117594  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 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 9
4 Cyclopropane 42 C3He 000075-19-4 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance  Scan 21 (1.108 min): VV024614.D\data.ms (-15) (-) m/z 41.00 100.00%

41.0
5000
RREaR e e
M H 1.101.201.301.401.50
r--r—v¥it—— m/z 39.00 81.25%
miz--> 0 10 20 30 40 50 60 70
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.401.50
m/z 42.00 64.18%
0 180 | |
0 \H“\H\‘\}H‘i\\‘\\‘HM’\‘H\‘HH‘HH‘HH
miz--> 0O 10 20 30 40 50 60 70
Abundance #62: Propene
41.0
RRman R EE
1.101.201.301.401.50
5000 27.0 m/z 39.95 23.67%
Ottt e
m/iz--> 0O 10 20 30 40 50 60 70
Abundance #1875: 2-Oxetanone, 4-methyl- BARRREERREREEEEERaEssusy
42.0 1.101.201.301.401.50
m/z 43.00 23.15%
5000
27.0
0 m_wwl:s"‘?, il wl‘,“ :“?‘379‘_“‘7‘179‘ - R L e
m/z--> 0 10 20 30 40 50 60 70 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.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 Propyne Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.179 0.73 ug/L 40915 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyne 40 C3H4 000074-99-7 90
2 Allene 40 C3H4 000463-49-0 90
3 Ethane, nitro- 75 C2H5NO2 000079-24-3 1

4 3-Methyl-1,2-diazirine 56 C2H4N2 1000305-83-7 1
5 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 1

Abundance  Scan 43 (1.179 min): VV024614.D\data.ms (-37) (-) m/z 40.00 100.00%

40.0
5000

S A—
120 140 160
e e e e M/Z 3895 81.45%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #53: Propyne
40.0

o

5000 \\\\\\‘\\\\\\
1.20 140 1.60
m/z 38.00 30.56%
13.0 26.0 ‘
OH‘HH’HH’\H\‘HH‘\\H‘\\H‘HH \H\‘\H\‘HH‘\\H‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #52: Allene
40.0
“
120 140 1.60
5000 m/z 37.00 24 .65%
12.0 2002‘6‘0
0H‘HH,AH,Mum:‘mwm‘m e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 A
Abundance #1006: Ethane, nitro- e R e ‘ T
29.0 1. 140 1.60

m/z 36.00 6.36%

5000 /\
41.0
15.0 il ‘ 57.0 n LMY 0

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.204 0.98 ug/L 55170  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroguanidine 113 CH2F3N3 037950-72-4 9
2 Methyl nitrite 61 CH3NO2 000624-91-9 5
3 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
4 Cyanogen chloride 61 CCIN 000506-77-4 4
5 Cyanogen chloride 61 CCIN 000506-77-4 4
Abundance  Scan 51 (1.204 min): VV024614.D\data.ms (-47) (-) m/z 61.00 100.00%
61.0
5000
46.0
— A
120 140 1.60
O+ e e m/z 60.00 70.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7947: Trifluoroguanidine
61.0
28.0
42.0
5000 L I L B N B

120 140 1.60
m/z 46.00  28.41%

0 750 113.0
\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #367: Methyl nitrite
30.0
—
120 140 1.60
5000 ITI/Z 44.00 2.89%
S L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #358: o-Ethylhydroxylamine T
27.0 120 140 1.60
m/z 43.00 2.00%
61.0
5000
43.0
O S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.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 1-Butyne Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1.426 0.51 ug/L 28889 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butyne 54 C4H6 000107-00-6 86
2 1,2-Butadiene 54 C4H6 000590-19-2 78
3 1,2-Butadiene 54 C4H6 000590-19-2 78
4 1-Butyne 54 C4He 000107-00-6 78
5 1,3-Butadiene 54 C4He 000106-99-0 72
Abundance Scan 120 (1.426 min): VV024614.D\data.ms (-111) (-) m/z 54.00 100.00%
54.0
39.0
5000
-
‘ ‘ \‘ 1.20 1.40 1.60 1.80
Ol e A ey m/z 38.95  72.86%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #153: 1-Butyne
54.0
39.0
A\
5000 T T T [ T T T T T
270 1.20 1.40 1.60 1.80
m/z 53.00 56.03%
1.0 15.0 ‘
O\\HHH‘HH‘HH‘H\\}HH‘HHiHH‘HH‘HH‘HH‘HH‘ T ‘HH‘HH‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #163: 1,2-Butadiene
54.0
27.0 1.20 1.40 1.60 1.80
5000 m/z 49.90 26.69%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 A
Abundance #160: 1,2-Butadiene TN RIS Mff
54.0 1.20 1.40 1.60 1.80
m/z 50.95 22.75%
5000 210
o 10 150 |
Huuuwuwuuwuwuuwuq‘H‘HWHHMHWHH‘H‘HHMHW I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
1.809 0.69 ug/L 38864 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 83
3 Pentane 72 C5H12 000109-66-0 83
4 Pentane 72 C5H12 000109-66-0 78
5 Pentane 72 C5H12 000109-66-0 78
Abundance Scan 239 (1.809 min): VV024614.D\data.ms (-232) (-) m/z 43.00 100.00%
43.0
5000
AN
571 [Tr T rrrrfrorrrprs
‘ ‘ 72"1 1.40 1.60 1.80 2.00 2.20
0l myz 42,00 58.61%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane
43.0
PN
5000 DL B L B R
21.0 1.40 1.60 1.80 2.00 2.20
m/z 41.00 46.18%
15.0 ‘ ‘ 570 720
0\\\‘2.\0\\\‘\\‘\\‘\\11‘\\\\i\}\\‘\\w\‘\\\\‘l\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
R ARARNEESE eSS SR
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.10 18.40%
27.0 57.0 720
15'0 ‘\ ‘\ | M
L0 L o NS sy s
m/z--> 0 10 20 30 40 50 60 70 80 \
Abundance #810: Pentane e s AT
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 15.91%
5000
27.0
57.0
72.0
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\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.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 Pentanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.294 0.57 ug/L 31937 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 83
2 Pentanal 86 C5H100 000110-62-3 78
3 Pentanal 86 C5H100 000110-62-3 78
4 Cyclopropyl carbinol 72 C4H80 002516-33-8 33
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 9
Abundance Scan 1634 (6.294 min): VV024614.D\data.ms (-1624) (-) m/z 43.95 100.00%
44.0
5000 58.0
AR
‘ Il e 6.006.20 640 6.60
-+ttt m/z 41.00 54.43%
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 58.00 46.68%
Do Ul | mo s
\\\‘\\\\’\\\\‘\\\\’ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 50 60 70 80 90
Abundance #1915:Pentana
44.0
e
290 6.00 6.20 6.40 6.60
5000 m/z 57.00 31.88%
58.0
o 20 L L e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal ““H““‘H“‘H,“‘
290 44.0 6.00 6.20 6.40 6.60
' m/z 43.00  28.46%
58.0
5000
R e R R e
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\VVve21122\
Data File : VV@24614.D

Acqg On : 11 Feb 2022 19:18

Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20922WMA .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 Hexanal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.236 3.83 ug/L 280668 Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 91
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 86
4 Hexanal 100 C6H120 000066-25-1 86
5 Hexanal 100 C6H120 000066-25-1 81

Abundance Scan 2238 (8.236 min): VV024614.D\data.ms (-2228) (-) m/z 44.00 100.00%

44.0 56.1
5000
72.0

H ‘ | siso 8.00 8.20 8.40 8.60
bt el bl 8202002 7 s6.10 93.74%

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

Abundance #4248: Hexanal
44.0
56.0
27.0

5000 UL B B I LN B
8.00 8.20 8.40 8.60
720 m/z 41.05 84.10%

o

15.0 ‘
\\‘\\‘\\‘\\‘1!1‘\\\}"\ \\‘\\‘\1‘\\\‘\“!\\\8‘\3\9\‘\\]\-\0‘0\\0\\‘
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
5000 m/z 57.00 65.16%

o

5000

44

27.0

.0

56.0

72.0
il \ \‘ 830

29.0
72.0
b WL o 000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance :

#4250: Hexanal

8.00 8.20 8.40 8.60

m/

z 43.05 61.05%

J

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\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.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 Heptanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.809 0.73 ug/L 53784  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Heptanal 114 C7H140 000111-71-7 72
3 Heptanal 114 C7H140 000111-71-7 72
4 Heptanal 114 C7H140 000111-71-7 53
5 Heptanal 114 C7H140 000111-71-7 50
Abundance Scan 2727 (9.809 min): VV024614.D\data.ms (-2717) (-) m/z 70.10 100.00%
41.0 70.1
55.1
5000
86 0
‘ “ | 9.50 10.00
 B— ] 1‘H_m_m,www m/z 41.00 86.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000 MA A‘AA‘ ; n/\/\r\‘
27. 9. 50 lO 00
86.0 m/z 44.00 79.07%
0 H%ﬂ-\q’\\}l‘uﬂ}\ ‘\\i‘\‘l“,\u“\‘ !\\\‘\\‘!\‘\#\9’(\)\\%%\4.\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8416: Heptanal
44.0 70.0
9. 50 10 00
5000 29.0 57.0 m/z 43.10 77 .68%
86 0
0 “‘1‘?;9,”;&_”“;‘ ,9,01140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal
44.0 9. 50 lO 00
m/z 55.10 60.75%
27.0 70.0
5000 57.0
‘ ‘ 86.0
Ol oot 990 1140
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\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.146 1.93 ug/L 150759 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 91
4 Octanal 128 C8H160 000124-13-0 90
5 Octanal 128 C8H160 000124-13-0 86
Abundance Scan 3143 (11.146 min): VV024614.D\data.ms (-3132) (| m/z 41.00 100.00%
41)0
57.0
84.1
5000
/\/\H‘ﬁ‘ i ; f
‘ “ 10‘01 11.00 11.50
Obrrprrrrerreprertle el Wl L wjz 43.10 96.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0
5000 e SRPAY
270 11.00 11.50
m/z 57.00 73.56%
‘ 100.0
O H‘HH‘HH“\\Hl\\\\“\” \‘HH‘HH\‘HH’HH‘HH}HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0 A A
P —
11.00 11.50
5000 29.0 m/z 56.10 71.84%
‘ 100.0
0 P 1 1.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 f\ j\
Abundance #14265: Octanal Do IS
43.0 11.00 11.50
m/z 43.95 70.90%
29.0 o170
: 4.
5000 84.0
1000
0 A 128.0
H_‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘_H‘W‘HM‘H T o
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\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.342 3.62 ug/L 282819 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 CS9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 90
5 2-Nonen-1-o0l1, (E)- 142 C9H180 031502-14-4 35
Abundance Scan 3515 (12.342 min): VV024614.D\data.ms (-3504) (- m/z 57.10 100.00%
41.0 57.1
5000
821 98.1
o —r—
‘ H 1141 12.00 12.50
o‘m_m;m‘ “‘m b m/z 41.00  88.37%
m/z--> 20 40 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000 - et
82.0 08.0 12.00 12.50
m/z 42.95 63.13%
L e
O\\\\‘z\s‘\‘\\}\\‘\“ ‘\“\H\\ ‘\\\\‘}\\\‘\\
m/z--> 20 40 80 100 120 140
Abundance #22962.N0nana
57.0
41.0 T L
12.00 12.50
5000 m/z 56.10 59.67%
82.0
114.0
ol 130 H_m‘!ml‘}zc‘?
miz--> 20 40 80 100 120 140
Abundance #22963.Nonanal o .
57.0 12.00 12.50
41.0 m/z 55.00 58.06%
5000
82.0
L
ow““lw‘p‘”“‘ 1 7S SN | W
m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.175 1.66 ug/L 130047 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (E)- 154 C10H180 003913-81-3 90
2 2-Decenal, (E)- 154 C10H180 003913-81-3 80
3 2-Dodecenal, (E)- 182 C12H220 020407-84-5 64
4 2-Tridecenal, (E)- 196 C13H240 007069-41-2 59
5 2-Decenal, (Z)- 154 C10H180 002497-25-8 59

Abundance Scan 4085 (14.175 min): VV024614.D\data.ms (-4074) (] ' m/z 41.00 100.00%

41.0 | 70.0
5000
980 \‘\ \‘\
21.0 14.00 14.50
207.1
or ‘M‘H‘ HH‘M;_wa_ww m/z 55.00  99.07%

—

miz--> 40 60 80 100 120 140 160 180 200
Abundance #30982: 2-Decenal, (E)-
48.0
70.0
5000 — ey
14.00 14.50
m/z 70.00  88.98%
O' \\““\“\1“‘\”’\\\\‘\]\-\3\6‘(\)\\\‘\\\\‘\\\\‘\\\\
m/z--> 60 80 100 120 140 160 180 200
Abundance #30978: 2-Decenal, (E)-
43.0
70.0 L T
14.00 14.50
5000 ITI/Z 43.00 85.99%
98.0
H | 1360
O bt A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56837: 2-Dodecenal, (E)- = e
41.0 0.0 14.00 14.50
' m/z 83.00 61.33%
5000
97.0
121.0
o P ese
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\VVv021122\
Data File : VV024614.D

Acqg On : 11 Feb 2022 19:18
Operator : SY/MD

Sample : N1476-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20922WMA.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 2.1 ug/L 117594 1 5.619 281652 5.0
Propyne 1.179 0.7 ug/L 40915 1 5.619 281652 5.0
unknown-01 1.204 1.0 ug/L 55176 1 5.619 281652 5.0
1-Butyne 1.426 0.5 ug/L 28889 1 5.619 281652 5.0
(DEL) Alkane: S... 1.809 0.7 ug/L 38864 1 5.619 281652 5.0
Pentanal 6.294 0.6 ug/L 31937 1 5.619 281652 5.0
Hexanal 8.236 3.8 ug/L 280668 2 8.850 366736 5.0
Heptanal 9.809 0.7 ug/L 53784 2 8.850 366736 5.0
Octanal 11.146 1.9 ug/L 150759 3 11.249 391110 5.0
Nonanal 12.342 3.6 ug/L 282819 3 11.249 391110 5.0
2-Decenal, (E)- 14.175 1.7 ug/L 130047 3 11.249 3911180 5.0
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