LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 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\SFAMVTRO31522WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25114.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 16 22 36 rVvB 25478 24947  3.29% 0.402%
2 1.179 37 43 50 rBvV 17912 17147 2.26% 0.276%
3 1.307 73 83 95 rVB 87165 97394 12.83% 1.568%
4 1.568 156 164 176 rBV 63173 71989  9.49% 1.159%
5 1.806 232 238 253 rVB 17583 24337  3.21% 0.392%
6 2.108 320 332 350 rBvV2 135542 211046 27.81%  3.398%
7 3.912 882 893 930 rBvV2 27124 116234 15.32% 1.871%
8 4.352 1015 1030 1056 rBV 81399 209597 27.62%  3.374%
9 5.050 1232 1247 1275 rBV3 192489 476154 62.75% 7.666%
10 5.619 1412 1424 1453 rBV 161235 328064 43.23% 5.282%
11 5.918 1507 1517 1533 rVB7 3987 10117 1.33% 0.163%
12 6.072 1551 1565 1592 rBV 103488 215482 28.40% 3.469%
13 6.291 1623 1633 1662 rBvV2 31337 71764 9.46% 1.155%
14 6.989 1840 1850 1875 rBV 45793 86508 11.40% 1.393%
15 7.317 1938 1952 1970 rBV 230184 403125 53.12% 6.490%
16 7.400 1970 1978 1992 rVB 7861 15094 1.99% 0.243%
17 7.625 2039 2048 2069 rBV 24345 44114 5.81% ©.710%
18 7.940 2132 2146 2156 rBV3 4606 8624 1.14% 0.139%
19 8.092 2182 2193 2227 rBV 168837 345367 45.51% 5.560%
20  8.236 2227 2238 2273 rVV 453705 758858 100.00% 12.217%
21  8.850 2419 2429 2462 rBV 226714 374081 49.30% 6.023%
22 9.146 2512 2521 2538 rVB3 4684 7935 1.05% 0.128%
23 9.805 2717 2726 2749 rBvV 84316 138783 18.29% 2.234%
24 10.217 2842 2854 2869 rBV 63973 101232 13.34% 1.630%
25 10.381 2891 2905 2916 rVB3 10334 16773 2.21% 0.270%
26 10.719 3001 3010 3015 rBV 10431 13932 1.84% 0.224%
27 10.757 3015 3022 3039 rVB2 27929 46159 6.08% ©0.743%
28 10.857 3046 3053 3061 rBV2 9589 14564 1.92% 0.234%
29 10.911 3063 3070 3090 rVB1lo 5319 13680 1.80% 0.220%

30 11.146 3133 3143 3164 rBV 255520 385208 50.76% 6.202%

31 11.246 3164 3174 3196 rVB 221322 340660 44.89% 5.484%
32 11.622 3280 3291 3308 rVB 185092 285526 37.63% 4.597%
33 12.008 3402 3411 3426 rBV2 24657 45356 5.98% 0.730%
34 12.249 3475 3486 3498 rBV2 7870 12255 1.61% ©.197%
35 12.342 3502 3515 3537 rBV = 297288 444751 58.61% 7.160%
36 13.136 3753 3762 3780 rBV5 13196 21075 2.78% 0.339%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 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\SFAMVTRO31522WMA.M

Title : TRACE VOA SFAM1.0

37 14.037 4032 4042 4054 rVB2 6882 11196 1.48% 0.180%

38 14.175 4072 4085 4111 rBV 208110 355209 46.81% 5.719%

39 15.143 4378 4386 4405 rVB2 30196 47001 6.19% 0.757%
Sum of corrected areas: 6211338
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve32122\

: VVe25114.D

: 21 Mar 2022 13:14

: SY/MD

: N2044-04

: 25mL/MSVOA_V/WATER

: 10 Sample Multiplier:

: TRACE VOA SFAM1.0

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

1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.M
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400000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Pentanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.291 1.09 ug/L 71764  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 86
2 Pentanal 86 C5H100 000110-62-3 83
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
4 Pentanal 86 C5H100 000110-62-3 64
5 1-Octadecanamine, N-methyl- 283 C19H41N 002439-55-6 43

Abundance Scan 1633 (6.291 min): VV025114.D\data.ms (-1623) (-) m/z 43.95 100.00%

44.0
5000 58.0

6.00 6.20 6.40 6.60
‘ 67.0 83.9 .
L e A I R L AR m/z 58.00 42.83%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
29.0

5000 T
6.00 6.20 6.40 6.60
58.0

m/z 41.00  39.55%

15\'0 \‘H \H 71.0 86.0
TTT ‘ T TT ’ T T ‘ T T ’ \ T ‘ T ’ T T ‘ T 1T ‘ T T ‘ T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1917: Pentanal
44.0

6.00 6.20 6.40 6.60

o

o

5000 20.0 m/z 57.00 35.10%
58.0
L 150 | 710 860
H\‘HH,HH‘HH, e R
m/z--> 10 20 30 50 60 70 80 90
Abundance #1961.Butanal,3—methyl— R RERR AR R
44.0 6.00 6.20 6.40 6.60

m/z 42.95 22.94%

5000 270 58.0
71.0
15.0 | ‘ ‘ 86.0
0 | i i ‘ Ly | 0oy L_gnha

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\VVv032122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.236 10.14 ug/L 758858  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 93
3 Hexanal 100 C6H120 000066-25-1 91
4 Hexanal 100 C6H120 000066-25-1 90
5 Hexanal 100 C6H120 000066-25-1 83

Abundance Scan 2238 (8.236 min): VV025114.D\data.ms (-2227) (-) m/z 56.00 100.00%

44.0 56.0
5000
72.0

“ ‘ 8.00 8.20 8.40 8.60
L

8£.0 100.0 0
SRS ‘q“\‘u‘hﬂ“wuuw“w“u‘w m/z 43.95  95.24%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44.0
56.0

5000 e
27.0 8.00 8.20 8.40 8.60

41.00 77.41%

72.0 m/z
TT %?\‘9 \\‘\1 TTT \“ ! ‘\ T \‘1‘ 1‘ TT \‘\ ‘! TT \8\3\.(\)\ \\]\-\00\.\0\\
m/z--> 1‘0 Zb 3b 4’0 5‘0 Gb 7b Sb 9‘0 160 |
Abundance #4251: Hexanal
44.0 56.0

8.00 8.20 8.40 8.60

o

o

5000 m/z 57.00 68.86%
29.0 72.0
: Y
et e e R e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal e
44.0 56.0 8.00 8.20 8.40 8.60

m/z 42.95 58.91%

5000 90,0
72.0

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\VVv032122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Heptanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.805 1.85 ug/L 138783  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 97
2 Heptanal 114 C7H140 000111-71-7 95
3 Heptanal 114 C7H140 000111-71-7 95

4 Heptanal 114 C7H140 000111-71-7 58
5 Heptanal 114 C7H140 000111-71-7 46

Abundance Scan 2726 (9.805 min): VV025114.D\data.ms (-2717) (-) m/z 70.10 100.00%

70.1
44.0
5000 50
86.0
‘ ‘ ‘ ‘ | 9.50 10, oo
o am——— T 1| O N N - B ey %
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 9.29%
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 #8414: Heptanal
44.0
27.0 70.0 9.50 10, oo
5000 57.0 m/z 43.00 9.00%
‘ ‘ 86.
SR ) - JEE T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal
44.0 950 10 00
29.0 70.0 m/z 55.00 0.43%
5000 57.0
‘ ‘ ‘ 86.0
ob 280 WLl Ll 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\VVv032122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 2-Heptenal, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.757 0.68 ug/L 46159 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (E)- 112 C7H120 018829-55-5 94
2 2-Heptenal, (E)- 112 C7H120 018829-55-5 83
3 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 957803-73-3 47
4 3-Ethylcyclopentanone 112 C7H120 010264-55-8 46
5 Cyclopropane, octyl- 154 C11H22 001472-09-9 38
Abundance Scan 3022 (10.757 min): VV025114.D\data.ms (-3015) (- m/z 83.00 100.00%
41.0 83.0
55.0
5000 69.0 /\
A
‘ A ‘ 13 1120 1050  11.00
1 L e A B Y =TS T-R -V OV
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7340: 2-Heptenal, (E)-
41.0
27.0 83.0
5000 e M‘ ‘
70.0 10.50 11.00
m/z 54.95 76.64%
150 | \\‘ \‘ 97\0 112.0
0\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7335: 2-Heptenal, (E)-
o M
— e
10.50 11.00
5000 27.0 55.0 m/z 57.00 61.96%
70.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15770: (S)-(+)-5-Methyl-1-heptanol e
55.0 83.0 10.50 11.00
' m/z 56.10 53.47%
5000 41.0
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.146 5.65 ug/L 385208 1,4-Dichlorobenzene-d4 11.246
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 90
4 Octanal 128 C8H160 000124-13-0 78
5 Octanal 128 C8H160 000124-13-0 78
Abundance Scan 3143 (11.146 min): VV025114.D\data.ms (-3133) (- m/z 43.00 100.00%
43.0 57.0
84.1
5000
100.1 — r——
‘ “ ‘ ‘ 11.00 11.50
Obrrrrreprerrprretb b bl b m/z 41.00 98.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0 N/k"‘ww i T
11.00 11.50
100.0 m/z 57.00  93.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0 L
e —
84.0 11.00 11.50
5000 m/z 56.00 84.25%
27.0
1000
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14266: Octanal Do T . A
43.0 11.00 11.50
m/z 43.95 80.27%
29.0
57.0
5000
84.0
I O O | a1 | —
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\VVv032122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 2-Octenal, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.008 0.67 ug/L 45356  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 72
2 2-Nonenal, (E)- 140 C9H160 018829-56-6 50
3 2-Octenal, (E)- 126 C8H140 002548-87-0 47
4 cis-2,4-Dimethylthiane, S,S-dioxide 162 C7H1402S 1000215-67-5 43
5 Butane, 2-cyclopropyl- 98 C7H14 005750-02-7 38

Abundance Scan 3411 (12.008 min): VV025114.D\data.ms (-3402) (- m/z 55.00 100.00%
55.0 70.0
5000 39,0
97.0 I ‘
| e
USSR EE  T m/z 70.00  90.95%
mfz--> 20 40 60 80 100 120 140
Abundance #12978: 2-Octenal, (E)-
41.0
70.0
5000 e :
12.00
m/z 41.80 84.50%
97.0
Ot ‘2\6‘1\ T \‘M\ \“i““‘ \‘H ‘\ T \“\M‘ T L R
m/z--> 20 40 60 80 100 120 140
Abundance #21486: 2-Nonenal, (E)-
41,0
P ‘
70.0 12.00
5000 ITI/Z 83.00 65.88%
‘ 96.0
111.0
o280 W 0 aseo
miz--> 20 40 60 80 100 120 140
Abundance #12976: 2-Octenal, (E)- R —
41.0 12.00
70.0 m/z 57.00 60.70%
5000
97.0
o 20 Ll e -
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14

Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Nonanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.342 6.53 ug/L 444751  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 90
3 Nonanal 142 C9H180 000124-19-6 86
4 Nonanal 142 C9H180 000124-19-6 83
5 2-Nonen-1-o0l1, (E)- 142 C9H180 031502-14-4 35
Abundance Scan 3515 (12.342 min): VV025114.D\data.ms (-3502) (- | m/z 57.00 100.00%
57.0
41.0
5000
820
‘ ‘ | 141 12,00 12,50
o‘m_m;“m‘ ‘u Al m/z 41.00 68.07%
m/z--> 20 40 80 100 120 140
Abundance #22963.N0nana
57.0
41.0
5000
82.0 1200 1250
m/z 56.00 57.58%
114.0
O\\\\‘\!\\‘i\‘\\“ “\“\“\\‘\\\\‘}\\174.‘1\-0\
m/z--> 20 40 80 100 120 140
Abundance #22961.N0nana
41.0 57.0
1200 1250
5000 m/z 55.00 52.99%
820 98.0
| \ |l e
ol 2eb WL e W T
miz--> 20 40 60 80 100 120 140
Abundance #22962: Nonanal
57.0 1200 1250
41.0 m/z 43.00 52.97%
5000
82.0
I
o“l?-‘o‘m‘;m“_“ww “““‘1“‘1“‘2‘-9
m/z--> 20 40 60 80 100 120 140 1200 1250
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\

Data File : VV@25114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 2-Decenal, (E)-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.175 5.21 ug/L 355209 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual

2-Decenal, (E)-

2-Decenal, (E)-

3 Cyclopentane, 1,1,3,3-tetramethyl-
4 2-Cyclohexen-1-o0l

5 n-Heptadecanol-1

N -

154 C10H180
154 C10H180
126 COH18

98 C6H100
256 C17H360

003913-81-3 90
003913-81-3 80
050876-33-0 55
000822-67-3 49
001454-85-9 49

Abundance Scan 4085 (14.175 min): VV025114.D\data.ms (-4072) (- m/z 70.00 100.00%
70.0
41.0
5000
98.1
—— —
21.0 14.00 14.50
0! “ Iy b 2002  m/z 55.00  89.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30982: 2-Decenal, (E)-
438.0
70.0
5000 — —r—
14.00 14.50
m/z 41.00 82.83%
98.0
M\\H . 136.0
0- H"\‘Hh\‘\i‘u“u\HHH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30983: 2-Decenal, (E)-
70.0
" —
41.0 14.00 14.50
5000 ITI/Z 43.00 77 .53%
98.0
‘621.0
0 P R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13279: Cyclopentane, 1,1,3,3-tetramethyl- —r— -~
70.0 14.00 14.50
41.0 m/z 83.00 67.64%
111.0
5000
15.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 2-Undecenal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.143 0.69 ug/L 47001 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecenal 168 C11H200 002463-77-6 86
2 2-Dodecenal, (E)- 182 C12H220 020407-84-5 64
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 49
4 2-Dodecenal, (E)- 182 C12H220 020407-84-5 47
5 n-Pentadecanol 228 C15H320 000629-76-5 43
Abundance Scan 4386 (15 143 mln) VV025114.D\data.ms (-4378) (- m/z 70.00 100.00%
41.0
5000
97.1 —r— ——
121.0 15.00 15.50
NN 206.9 ;
0“‘_““ AR e R e m/z 40.95 78.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43319: 2-Undecenal
41.0 70.0
5000 B e
15.00 15.50
m/z 55.00 71.15%
18‘ 0 | "}2‘1‘ 0 150.0
O\\\‘\‘\\\i\\\ \W\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56838: 2-Dodecenal, (E)-
.0 700
T ORI BT
15.00 15.50
5000 m/z 57.00 70.71%
70 121.0
0 1640
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3634: 2-Methylene cyclopentanol T —
70.0 15.00 15.50
m/z 83.00 65.37%
5000 97.0
0“‘_“‘ b —r
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32122\
Data File : VV025114.D

Acqg On : 21 Mar 2022 13:14
Operator : SY/MD

Sample : N2044-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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|
Pentanal 6.291 1.1 ug/L 71764 1 5.619 328064 5.0
Hexanal 8.236 10.1 ug/L 758858 2 8.850 374081 5.0
Heptanal 9.805 1.9 ug/L 138783 2 8.850 374081 5.0
2-Heptenal, (E)- 10.757 0.7 ug/L 46159 3 11.246 340660 5.0
Octanal 11.146 5.7 ug/L 385208 3 11.246 340660 5.0
2-Octenal, (E)- 12.008 0.7 ug/L 45356 3 11.246 340660 5.0
Nonanal 12.342 6.5 ug/L 444751 3 11.246 340660 5.0
2-Decenal, (E)- 14.175 5.2 ug/L 355209 3 11.246 340660 5.0
2-Undecenal 15.143 0.7 ug/L 47001 3 11.246 340660 5.0
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