LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12121\
Data File : VU@42144.D

Acqg On : 21 Jan 2021 12:35
Operator : SY/MD

Sample : M1170-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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_ U\METHOD\SOMUTR@012021WMA.M
Title : TRACE VOA SOMe@l.eo

Signal : TIC: VU@42144.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 73 81 89 rBV 50980 51630 10.24% 1.305%
2 1.916 171 179 193 rVB 38076 47572 9.44% 1.203%
3 2.568 370 382 400 rBV 88603 143582 28.48%  3.630%
4 4.655 1015 1031 1081 rBV 38381 197982 39.28% 5.006%
5 5.073 1146 1161 1178 rBV 77084 169753 33.68% 4.292%
6 5.732 1345 1366 1392 rBV2 155190 407699 80.88% 10.308%
7 6.256 1515 1529 1552 rBV 149132 282598 56.06%  7.145%
8 6.700 1653 1667 1691 rVV2 95951 188053 37.31% 4.755%
9 7.575 1927 1939 1961 rBV 57213 101738 20.18% 2.572%
10 7.906 2029 2042 2059 rBV 189180 324871 64.45% 8.214%
11  8.185 2119 2129 2146 rBV 38419 65286 12.95% 1.651%
12 8.645 2258 2272 2303 rBV 264744 504069 100.00% 12.745%
13 8.796 2308 2319 2340 rVB2 19626 34777 6.90% 0.879%
14  9.427 2502 2515 2531 rBV 199933 332864 66.04%  8.416%
15 10.353 2791 2803 2817 rBvV2 13038 20565 4.08% 0.520%
16 10.764 2920 2931 2945 rVB 77117 123300 24.46% 3.118%
17 11.697 3210 3221 3233 rBV2 35120 54374 10.79% 1.375%
18 11.819 3247 3259 3277 rVB 205053 321380 63.76%  8.126%
19 12.070 3326 3337 3358 rBV2 26119 51465 10.21% 1.301%
20 12.201 3367 3378 3394 rVB 180544 291241 57.78% 7.364%
21 12.896 3582 3594 3606 rBV 112778 167494 33.23% 4.235%
22 13.992 3922 3935 3947 rBV4 6709 9616 1.91% 0.243%
23 14.459 4069 4080 4093 rBvV2 9886 14188 2.81% 0.359%
24 15.410 4364 4376 4385 rBV 30602 43577 8.65% 1.102%
25 16.304 4648 4654 4661 rVB6 4149 5379 1.07% 0.136%

Sum of corrected areas: 3955053
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42144.D

Acqg On : 21 Jan 2021 12:35
Operator : SY/MD

Sample : M1170-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU042144.D\data.ms
250000

200000
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100000 2.568 6.701
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Abundance TIC: VU042144.D\data.ms
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Abundance TIC: VU042144.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42144.D

Acqg On : 21 Jan 2021 12:35
Operator : SY/MD

Sample : M1170-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR912021WMA.M
: TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Hexanal Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.796 0.52 ug/L 34777  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 64
5 Butanal 72 C4HS80 000123-72-8 43
Abundance Scan 2319 (8.796 min): VU042144.D\data.ms (-2308) (-) m/z 43.95 100.00%
440 s56.0
5000
72.0 T
‘ ‘ ‘ 8.40 8.60 8.80 9.00 9.20
\\‘\\\\‘\\\\‘\\\\"\ \\‘\‘\ ‘\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘ m/z 56.06 86.7800
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3771: Hexanal
44.0
56.0
5000 DL B LN B R
29.0 8.40 8.60 8.80 9.00 9.20
72.0 m/z 41.00 83.90%
H‘HH‘H‘\M‘HH“’!‘\\‘\‘1‘\1‘H\‘\“!\\\8‘?\.9\‘\\]\-9?\.9\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
44,
1.0 56.0
BAREmRAEES SRR
8.40 8.60 8.80 9.00 9.20
5000 m/z 42.95 67 .36%
27.0
72.0
15.0 83.0 100.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3773: Hexanal P T
44.0 56.0 8.40 8.60 8.80 9.00 9.20
' m/z 57.00 63.06%
5000
29.0
72.0
,838'0 T
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42144.D

Acqg On : 21 Jan 2021 12:35
Operator : SY/MD

Sample : M1170-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.697 0.85 ug/L 54374 1,4-Dichlorobenzene-d4 11.819
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 87
5 Octanal 128 C8H160 000124-13-0 72

Abundance Scan 3221 (11.697 min): VU042144.D\data.ms (-3210) (- | m/z 41.00 100.00%

41,0
84.0
5000
MR ATA
H‘ ‘ﬂl?'o 206.9 11.50 12.00 ]
\“‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\ m/z 43.09 95.570

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12423: Octanal
840 n‘mt/‘w ‘/\/\‘ s n

43.0
5000 ' j I
10.0
\\\‘\‘}\\i %

11.50 12.00
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 /\
S A O N

m/z 57.00 71.75%

84.0 11.50 12.00
5000 ITI/Z 43.95 68.45%
15.0 110.0
B e e S R I N N N B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12425: Octanal T ——
43.0 84.0 11.50 12.00
m/z 56.00 65.81%
5000
ﬂlao
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42144.D

Acqg On : 21 Jan 2021 12:35
Operator : SY/MD

Sample : M1170-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.070 0.80 ug/L 51465 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 64
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
Abundance Scan 3337 (12.070 min): VU042144.D\data.ms (-3326) (- | m/z 57.00 100.00%
57.0
83.0 U, \
‘ ‘ 1121 12.00
\H\‘\H\‘H\‘HM‘\i‘h\\“‘HH“\\M.‘\H\‘HH‘HH‘HHZ‘O\§.\9\ m/Z 41.00 43.6200
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 e ple
12.00
20.0 83.0 m/Z 43.00 31.21%
112'0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
A cet ‘NFM
12.00
5000 m/z 55.00 29.11%
83.0
29.0
112.0
B o A BT S e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13661: 1-Hexanol, 2-ethyl- L ‘“A — AR ‘A
57.0 12.00
m/z 70.00 22.22%
5000
29.0
‘ ‘ 83.0
N L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12121\
Data File : VU@42144.D

Acqg On : 21 Jan 2021 12:35

Operator : SY/MD

Sample : M1170-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR912021WMA.M
: TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Nonanal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.896 2.61 ug/L 167494  1,4-Dichlorobenzene-d4 11.819
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 91
5 2-Heptene 98 C7H14 000592-77-8 30

Abundance Scan 3594 (12.896 min): VU042144.D\data.ms (-3582) (- | m/z 57.00 100.00%
o
5000
98.0
= —
H H 12.50 13.00
oo M F239 2069y 46.95  91.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19919: Nonanal
57.0
29.0
5000 = Pores
98.0 12.50 13.00
m/z 43.00 66.77%
}24.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0
- Pt
12.50 13.00
5000 70.0 m/z 56.00 59.08%
980
124.0
R o o M R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19922: Nonanal = i
57.0 12.50 13.00
m/z 55.00 53.91%
98.0
5000 29.0
20 DTS AU
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12121\
Data File : VU@42144.D

Acqg On : 21 Jan 2021 12:35

Operator : SY/MD

Sample : M1170-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR912021WMA.M
: TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.410  0.68 ug/l 43577  1,4-Dichlorobenzene-d4  11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 clamze 000629-59-4 97

2 Tetradecane 198 C14H30 000629-59-4 96
3 Tetradecane 198 C14H30 000629-59-4 96
4 Tetradecane 198 C14H30 000629-59-4 95
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 4376 (15.410 min): VU042144.D\data.ms (-4364) (- | m/z 57.00 100.00%
57.0
5000
85.1
=
15.50
112.0 141.0 198.0
‘H,‘H‘-‘HW‘HW‘NM‘N_“w“‘w“u,‘u“‘u“u m/z 42.95 79.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59882: Tetradecane
57.0
5000 85.0 T
15.50
29.0 m/z 71.10  60.39%
1130 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
/\f\ﬂ‘ﬂ‘/\‘ ‘/\‘/\A‘A ‘f\‘
15.50
5000 m/Z 41.00 44 ,88%
85.0
29.0
113.0 1410 169.0 198.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane —
57.0 15.50
m/z 85.10 37.01%
5000 85.0
29.0
ol a0 w0 a0 1980 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12121\
Data File : VU@42144.D

Acqg On : 21 Jan 2021 12:35
Operator : SY/MD

Sample : M1170-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR012021WMA.M
Quant Title : TRACE VOA SOM@1.90

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexanal 8.796 0.5 ug/L 34777 2 9.427 332864 5.0
Octanal 11.697 0.8 ug/L 54374 3 11.819 321380 5.0
1-Hexanol, 2-et... 12.070 0.8 ug/L 51465 3 11.819 321380 5.0
Nonanal 12.896 2.6 ug/L 167494 3 11.819 321380 5.0
(DEL) Alkane: S... 15.410 0.7 ug/L 43577 3 11.819 321380 5.0
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