LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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\SFAMUTR122121WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@46703.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.362 3 7 20 rVB 305382 299660 17.78%  4.956%
2 1.494 41 48 66 rvB 23350 26429 1.57% 0.437%
3 1.600 70 81 95 rBV2 124551 203929 12.10% 3.373%
4 1.919 170 180 194 rvv2 31820 46492 2.76% ©0.769%
5 1.999 197 205 216 rVB 20145 28163 1.67% 0.466%
6 2.160 246 255 263 rBV 29343 40378 2.40% 0.668%
7 2.211 263 271 288 rVB2 28390 46836 2.78% ©0.775%
8 2.575 368 384 400 rBV 61917 102142 6.06% 1.689%
9 3.594 689 701 714 rBVS 7919 18090 1.07% 0.299%
10 4.655 1015 1031 1076 rBV2 33841 153481 9.11% 2.538%
11 5.066 1144 1159 1183 rVB2 55734 123860 7.35%  2.049%
12 5.729 1345 1365 1392 rBV2 109422 291994 17.33% 4.829%
13 6.253 1514 1528 1553 rBV 95375 181767 10.79%  3.006%
14 6.693 1652 1665 1685 rBV 69136 133675 7.93%  2.211%
15 6.883 1710 1724 1740 rBV2 8484 17032 1.01% 0.282%
16 7.568 1925 1937 1950 rBvV2 34773 61329 3.64% 1.014%
17 7.899 2026 2040 2054 rBV 129325 222775 13.22%  3.684%
18 8.134 2100 2113 2120 rBV3 11335 18199 1.08% 0.301%
19 8.182 2120 2128 2140 rVB2 22334 37175 2.21% 0.615%
20 8.639 2256 2270 2300 rBV 222166 426604 25.32% 7.056%
21 8.787 2305 2316 2337 rVB2 93789 159374 9.46% 2.636%
22 9.420 2501 2513 2529 rBV 149601 246932 14.65% 4.084%
23 10.343 2790 2800 2821 rBV2 62049 100777 5.98% 1.667%
24 10.758 2918 2929 2946 rBV 72017 117444  6.97%  1.942%
25 10.893 2960 2971 2983 rBV 14017 22269 1.32% 0.368%

26 11.687 3202 3218 3244 rBV 263239 392978 23.32%
27 11.812 3244 3257 3277 rVB 193287 305481 18.13%
28 12.060 3322 3334 3359 rBV 98916 178137 10.57%
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29 12.192 3364 3375 3392 rVB 156941 254703 15.12% 213%

30 12.539 3472 3483 3497 rBV4 17536 34386 2.04% 569%

31 12.770 3543 3555 3566 rBV 12133 20145 1.20% ©0.333%

32 12.886 3577 3591 3616 rBV 1176928 1685086 100.00% 27.870%

33 14.732 4156 4165 4179 rBV3 32888 48597 2.88% 0.804%
Sum of corrected areas: 6046319
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01

Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.362 8.24 ug/L 299660 1,4-Difluorobenzene 6.253

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 7 (1.362 min): VU046703.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000 /\
A S
36@ 1.40 1.50 1.60 1.70 1.80
Ol v m/z 39.00 78.77%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 62.70%
10 120210 |
O\H\HH’\\\\’HH’HH’HH"HH“\H\‘HHU\H‘ \M‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
1.401.501.601.70 1.80
5000 27.0 m/z 43.05 34.64%
20 180
O e R e
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64: Cyclopropane
42.0 1.401.501.601.70 1.80
m/z 44.00 33.34%
5000 27.0 L
1\4‘-‘0 \‘\ 36.‘¢ Il
O e e e EEEEEEEE s e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.501.601.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1.494 0.73 ug/L 26429 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 56
3 Isobutane 58 C4H1ie 000075-28-5 50
4 Isobutane 58 C4H1e 000075-28-5 50

5 Isobutane 58 C4H1e 000075-28-5 9
Abundance  Scan 48 (1.494 min): VU046703.D\data.ms (-41) (-) m/z 43.00 100.00%

43.0
5000 k
140 160 180
36$ 49.957.1 : ' '

O e e e e m/z 40.95 45.46%

mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65

Abundance #266: Isobutane

43.0
5000
140 160 1.80
27.0 S
m/z 42.00 34.65%
o 1.0 “m 36|/, 500570
\H\H\\‘\H\‘\\H‘H\\‘\H\‘HH‘HH’HH‘HH‘H \’\\H‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane
43.0
P
140 160 1.80
5000 ITI/Z 38.95 21.97%
27.0
0 15\0 \‘\\ \\‘\ | 50.0 5§0
T e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0 140 160 1.80
m/z 57.10 4.86%
5000
27.0
oL 10 180 “m 360, | 500570 A )
T e e e e A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
1.999 0.77 ug/L 28163 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 3-Buten-1-o0l 72 C4H80 000627-27-0 38
5 3-Buten-1-o0l 72 C4H80 000627-27-0 37
Abundance Scan 205 (1.999 min): VU046703.D\data.ms (-197) (-) m/z 42.95 100.00%
43.0
57.1
5000
Prem s e e
72.1 1.60 1.80 2.00 2.20 2.40
Ol el sz 42,08 92.16%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0 K
5000 ‘\\\\‘\\/\\\‘\\\\’\\\\‘/\\A\
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 88.38%
so ||| ™o
0\\\‘\\\\‘\\‘\\‘\\}\‘\\\ii\\\‘\\\\‘\\\\“\\\\‘\
miz-> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
LIGA W A AL
1.60 1.80 2.00 2.20 2.40
27.0 570
5000 . m/z 57.10 76.32%
15.0
72.0
0“‘?9“‘my“ullw“‘}1“pu‘1_“‘ﬂ“‘_
miz--> 0O 10 20 30 40 50 60 70 80 A
Abundance #750: 3-Buten-1-ol 8 S K W K
42.0 1.60 1.80 2.00 2.20 2.40
810 m/z 39.60  34.74%
5000
so JI|L gl 0 e
oot e LA VA S A
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 (DEL) Alkane: Cyclic2.160 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.160 1.11 ug/L 40378 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 91
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 87
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 68
4 1-Pentene 70 C5H10 000109-67-1 64
5 1-Pentene 70 C5H10 000109-67-1 59
Abundance Scan 255 (2.160 min): VU046703.D\data.ms (-246) (-) m/z 42.00 100.00%
42.0
55.0
70.1
5000
e L
- 1.80 2.00 2.20 2.40
Ol b S m/z 5500 82.59%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
270 70.0 1.80 2.00 2.20 2.40
m/z 70.10 65.82%
15.0
O H‘HH‘H\}}HH‘\\H‘l\}!‘\\\\‘\”\l\ }\‘H\\H\l\ }\\\6‘%.\(\)‘\\\\‘\\\\‘\\\\‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #637: 2-Pentene, (2)-
55.0 /\
| O AT
1.80 2.00 2.20 2.40
5000 420 0.0 m/z 41.00 53.64%
29.0
ohtso ALl
T e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #653: Cyclopropane, ethyl- W““‘H““‘H““W‘
42.0 1.80 2.00 2.20 2.40
m/z 39.00 45.53%
5000 550
27.0 70.0
15.0 ‘
0 A [ I TR 63.0
P e e
5 10 15 20 25 30 35 4

m/z-->

45 50 55 60 65 70 75 80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
2.211 1.29 ug/L 46836 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 83
3 Pentane 72 C5H12 000109-66-0 78

4 Pentane 72 C5H12 000109-66-0 72
5 Oxirane, ethyl- 72 C4H80 000106-88-7 42

Abundance Scan 271 (2.211 min): VU046703.D\data.ms (-263) (-) m/z 43.00 100.00%

43.0
5000
57.1

72.1 ‘mwuu,mwuwu
“ 1.80 2.00 2.20 2.40 2.60

0 m‘m‘_m_mwm‘;m‘_m_m_m_ m/z 42.00  62.94%

m/z--> 0 10 20 30 40 70 80
Abundance #808: Pentane
43.0
5000 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
1.80 2.00 2.20 2.40 2.60
27.0 57.0 72.0 m/z 41.00 55.30%
50 || |
O\\\‘\\\\‘\\\\‘\\\}‘\\\\‘i\1\\‘\\”\‘\\\\‘!\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
WHWH,HHWHW
1.80 2.00 2.20 2.40 2.60
5000 ITI/Z 57.10 20.59%
27.0
57.0 72.0
15.0 ‘ |
L0 L 0w
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane meuu,uu_u/‘\w
43.0 1.80 2.00 2.20 2.40 2.60

m/z 39.00 19.31%

5000
27.0

57.0
(LSS | M 1 EBERASSS NESSISMBASS S
m/z--> 0 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 4

R.T. EstConc Area Relative to ISTD R.T.

8.787 3.23 ug/L 159374  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 86
3 Hexanal 100 C6H120 000066-25-1 78
4 Hexanal 100 C6H120 000066-25-1 78
5 Hexanal 100 C6H120 000066-25-1 72

Abundance Scan 2316 (8.787 min): VU046703.D\data.ms (-2305) (-) m/z 56.10 100.00%

440 56.1
5000
721
SNY\NU S
“ ‘ %o 8.40 8.60 8.80 9.00 9.20
Ottt Ll SRO 981 43,95 96.56%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexanal
440 58.0
5000 [T T T
200 . 8.40 8.60 8.80 9.00 9.20
m/z 41.00 84.46%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal
44.0
56-0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.40 8.60 8.80 9.00 9.20
5000 270 m/z 57.00  74.93%
72.0
T e
Ot e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal ‘H“‘H“‘H“‘H“‘H
44.0 8.40 8.60 8.80 9.00 9.20
56.0 m/z 43.00 60.05%
27.0
5000
72.0
15.0 ‘
o2 ML M e ae00 ML
miz--> 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\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.343 2.04 ug/L 100777  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 90
2 Heptanal 114 C7H140 000111-71-7 72
3 Heptanal 114 C7H140 000111-71-7 72
4 Heptanal 114 C7H140 000111-71-7 72
5 Heptanal 114 C7H140 000111-71-7 64

Abundance Scan 2800 (10.343 min): VU046703.D\data.ms (-2790) (- m/z 70.10 100.00%

21.0 70.1
55.1
5000
861
‘ ‘ M ‘ 10. 00 10 50
0 Frr i Hw‘l‘l,m;“ 1‘m‘mwm,www m/z 41.00 82.87%
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. 1000 1050
86.0 m/z 44.00 75.76%
O\\‘]-ﬂ-\q’\\}l‘\\\{}\‘\\i‘\wll’\\\“\‘!\H‘\\‘!\‘\\#\9’(\)\\\]-‘1\-\4.\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8416: Heptanal
44.0 70.0
1000 1050
m/z 55.10 74.66%
5000 90 57.0 /
860
P e e e “,“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal P L —
44.0 10.00 10.50
0.0 m/z 43.00 71.71%
27.0 ’
5000 57.0
‘ ‘ 86.0
Obeerrrrrprberrti it ML 990 1140 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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.
11.687 6.43 ug/L 392978 1,4-Dichlorobenzene-d4 11.812
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 3218 (11.687 min): VU046703.D\data.ms (-3202) (- m/z 41.00 100.00%

41.0 57.1
84.1
5000 IL
1001 T ‘ T T ‘ T
‘ ‘ ‘ ‘ ‘ 11.50 12.00
owHWW;}WWH‘!‘Hmm,mwWJW,WW m/z 43.10 91.71%
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 ‘ /\\
11.50 12.00
100.0 m/z 57.10 82.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
—r— —
84.0 11.50 12.00
5000 m/z 56.10 78.14%
270
‘ 1000
0 ““‘lp” ‘H , rrerbrerr e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 k
Abundance #14266: Octanal T A -
43.0 11.50 12.00
m/z 55.00 73.56%
29.0
57.0
5000
84.0
100.0
bbbyl et e 282 L k
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.060 2.92 ug/L 178137 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53

Abundance Scan 3334 (12.060 min): VU046703.D\data.ms (-3322) - m/z 57.10 100.00%
57.1

5000
83.1 — ‘
T
oHwW‘_m‘Wm:_Hw!wm‘ww,wwww m/z 41.80 37.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 : /k :
12.00
83.0 m/z 55.10 31.61%
OH‘\H\‘\\H‘HH‘H\\‘HH‘HH‘\H\‘\H\‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
1200
m/z 43.00 28.79%
5000 410 /
27,0
O
0\w\uw\uu\uw\u\_ul_u\_u\_\u_\u_\u,uu‘uu‘u\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /L
Abundance #15685: 1-Hexanol, 2-ethyl- T ‘
57.0 12.00
m/z 70.10  25.99%
5000
41.0
83.0
I i A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01

Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 1-Octanol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.539 0.56 ug/L 34386 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol 130 C8H180 000111-87-5 64
2 1-Octanol 130 C8H180 000111-87-5 59
3 Pentane, 2-cyclopropyl- 112 C8H16 005458-16-2 43
4 3-Chlorohexane 120 C6H13C1l 002346-81-8 43
5 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 38

Abundance Scan 3483 (12.539 min): VU046703.D\data.ms (-3472) (- m/z 55.00 100.00%

410 580
69.1
5000 83.1
k\ T ‘ T ‘
Ll
Ot Ul m/z se.ee  s4.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15651: 1-Octanol
41.0 56.0
70.0
27. 84.0
5000 —— ‘
12.50
m/z 41.00 84.31%
O\\\%\4\).\0\‘\\}!i\ui}\“u“\wH\H‘!“\‘\H‘1\‘\\‘\?1.(‘)\\\1\::-}2\.9\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15647: 1-Octanol
56.0
41.0
T
70.0 12.50
5000 84.0 ITI/Z 69.10 66.73%
27,
“ | I | 970 1120
O v peeHpee bt e b b b s SR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7582: Pentane, 2-cyclopropyl- 7 I
41.0 56.0 69.0 12.50
m/z 70.10 66.15%
84.0
5000
27.0
Ob et el gl 970 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.886  27.58 ug/L 1685090 1,4-Dichlorobenzene-d4 11.812
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 83
5 Butane, 1-isocyanato- 99 C5HONO 000111-36-4 27

Abundance Scan 3591 (12.886 min): VU046703.D\data.ms (-3577) (- m/z 57.10 100.00%
57.1

41.0
5000
821 981
— -
LD Loy 5
o‘m_m;“m‘ Ul ‘mu\m‘wsmlﬂ‘ch n/z 41.00  74.61%
m/z--> 20 40 80 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000
82.0 98.0 12.50 13.00
m/z 56.10 57.68%

| |, o
O\\\\‘2\5‘\‘\\}\\‘\“ ‘\“\H\\‘\\\\‘}\\\‘\\
m/z--> 20 40 6 80 100 120 140
Abundance #22963: Nonana
57.0
41.0

1250 1300
5000 m/z 43.00 55.35%
82.0
1140
L 1410
Ot “““““““
m/z--> 20 40 6 0 100 120 140
Abundance #22962: Nonanal
57.0 1250 1300
41.0 m/z 55.05 53.69%
5000
82.0 0
114.0
EET P
m/z--> 20 40 60 80 100 120 140 1250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 13 2-Decenal, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.732 0.80 ug/L 48597 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (E)- 154 C10H180 003913-81-3 68
2 2-Undecenal 168 C11H200 002463-77-6 53
3 Bicyclo[3.1.0]hexan-2-0l 98 C6H100 1000194-18-6 49
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 45
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 43

Abundance Scan 4165 (14.732 min): VU046703.D\data.ms (-4156) (- m/z 55.10 100.00%

55.1
83.0
5000
110.1 S I
m “ - 14.50 15.00
0’ A LR m/z 4l.e0 98.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30983: 2-Decenal, (E)-
70.0
41.0 A
5000 14so | 1500
98.0 : SO
m/z 70.00 98.05%
‘121.0
0 L AL 3s0
m/z--> 20 40 60 80 100 120 140 160
Abundance #43319: 2-Undecena
41.0 70.0
T ‘”\ T ‘ T
14.50 15.00
5000 ITI/Z 43.00 95.68%
97.0 121.0
0 1‘8‘.0\‘ \‘ | \HH H\ 1 15p01680
el A I
miz--> 20 40 60 80 100 120 140 160
Abundance #3618: Bicyclo[3.1.0]hexan-2-ol P 4
57.0 14.50 15.00
m/z 83.00 66.95%
5000
39.0 83.0
0““HHMH S ERR — —
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46703.D

Acqg On : 08 Jan 2022 14:01
Operator : SY/MD

Sample : N1e77-e1

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 1.362 8.2 ug/L 299660 1 6.253 181767 5.0
(DEL) Alkane: S... 1.494 0.7 ug/L 26429 1 6.253 181767 5.0
(DEL) Alkane: S... 1.999 0.8 ug/L 28163 1 6.253 181767 5.0
(DEL) Alkane: C 2.160 1.1 ug/L 40378 1 6.253 181767 5.0
(DEL) Alkane: S... 2.211 1.3 ug/L 46836 1 6.253 181767 5.0
Hexanal 8.787 3.2 ug/L 159374 2 9.420 246932 5.0
Heptanal 10.343 2.0 ug/L 100777 2 9.420 246932 5.0
Octanal 11.687 6.4 ug/L 392978 3 11.812 305481 5.0
1-Hexanol, 2-et... 12.060 2.9 ug/L 178137 3 11.812 305481 5.0
1-Octanol 12.539 0.6 ug/L 34386 3 11.812 3054381 5.0
Nonanal 12.886 27.6 ug/L 1685090 3 11.812 305481 5.0
2-Decenal, (E)- 14.732 0.8 ug/L 48597 3 11.812 305481 5.0
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