LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/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_U\Method\SFAMUTRO11822WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@46867.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 26 rVB 382474 393306 17.80%  3.345%
2 1.475 37 42 45 rBV 34075 32069 1.45% 0.273%
3 1.594 706 79 91 rBV3 185331 307788 13.93% 2.618%
4 1.739 118 124 136 rVB 20607 25124 1.14% 0.214%
5 1.919 170 180 196 rBV2 47280 68448 3.10% ©.582%
6 2.002 198 206 217 rVB 15764 23378 1.06% 0.199%
7 2.089 224 233 242 rBV 40480 57961 2.62% 0.493%
8 2.147 242 251 264 rVW2 97757 179009 8.10% 1.522%
9 2.215 264 272 291 rVB4 29589 61530 2.78% 0.523%
106 2.584 368 387 400 rBV4 263684 508623 23.02% 4.326%
11  3.369 609 631 655 rBV 195928 471686 21.34% 4.012%
12 3.877 770 789 808 rVB 86639 212313 9.61% 1.806%
13 4.671 1014 1036 1069 rBV2 457571 1144102 51.77% 9.731%
14 5.073 1144 1161 1184 rBV3 88772 267153 12.09%  2.272%
15 5.321 1224 1238 1255 rVB2 32650 72261 3.27% 0.615%
16 5.729 1345 1365 1380 rBV2 147301 390094 17.65%  3.318%
17 6.253 1514 1528 1553 rBV 124553 241584 10.93%  2.055%
18 6.546 1603 1619 1639 rBV 1187754 2209924 100.00% 18.796%
19 6.693 1653 1665 1687 rVB 92894 189195 8.56% 1.609%
20 6.883 1712 1724 1748 rBV 30672 61884 2.80% 0.526%
21  7.568 1924 1937 1950 rBV2 45062 77654 3.51% 0.660%
22 7.899 2025 2040 2056 rBV 166283 295910 13.39% 2.517%
23 8.182 2117 2128 2139 rBV 28216 46228 2.09% 0.393%
24  8.555 2230 2244 2258 rBV 687014 1173898 53.12% 9.984%
25  8.635 2258 2269 2299 rVB 257534 490135 22.18% 4.169%

26 8.787 2304 2316 2347 rVB 239787 416341 18.84%
27 9.420 2501 2513 2540 rBV 193230 331500 15.00%
28 10.343 2789 2800 2819 rBv2 72545 123927 5.61%
29 10.758 2918 2929 2943 rBV 84337 136997 6.20%
30 11.687 3206 3218 3230 rBV2 193506 296811 13.43%

N R RN W
()
Ul
I
R

31 11.812 3245 3257 3274 rVB 227588 368291 16.67%
32 12.195 3364 3376 3399 rBV 174097 294990 13.35%
33 12.545 3474 3485 3500 rVB4 20840 36612 1.66%
34 12.886 3578 3591 3609 rBV 398442 577974 26.15%
35 14.732 4153 4165 4182 rBV2 82518 127597  5.77%
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36 16.886 4823 4835 4846 rBV 29724 45325 2.05%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/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 U\Method\SFAMUTRO11822WMA.M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 11757622
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Abundance
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe12722\

: VUe46867.D

: 27 Jan 2022 13:40

: SY/MD

: N1260-12

: 25.0mL/MSVOA_U/WATER
11

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.M
: TRACE VOA SFAM1.0

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

TIC: VU046867.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.362 8.14 ug/L 393306 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): VU046867.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000
36 @ ‘ ‘ 1.401.501.601.70 1.80
o e m/z 39.00 76.52%
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 42.10 62.50%
10 120210 |
O\\\\\\\\’\\\\’\\\\’\\\\’\H\"HH“HH‘HHUH\‘ \M‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
Rman e e
1.401.501.601.70 1.80
5000 27.0 m/z 43.10 27.46%
29 180
O e R e
miz--> 0 5 10 15 20 25 30 35 40 45 50 jL
Abundance #64: Cyclopropane Raamananaiea e
42.0 1.401.501.601.70 1.80
m/z 44.05 26.84%
5000 27.0 L
1\4‘-‘0 \‘\ 36.‘¢ Il
O e e e EEEEEEEE RS EE 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\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
1.475 0.66 ug/L 32069 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
3 Carbonyl sulfide 60 COS 000463-58-1 4
4 Thiirane 60 C2H4S 000420-12-2 4
5 Carbonyl sulfide 60 COS 000463-58-1 3
Abundance  Scan 42 (1.475 min): VU046867.D\data.ms (-37) (-) m/z 61.00 100.00%
61.0
5000
46.0
e A o
1.40 160 180
O e e m/z 60.00 65.57%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #367: Methyl nitrite
30.0
5000 AL LA L A LA A
140 160 1.80
m/z 46.00 26.41%
15.0
O‘HH‘HH}HH‘HH’H! MH‘HH‘\\\%ﬁ\q\‘\\\\’\\\\eﬁ\o\\‘\\H‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #358: o-Ethylhydroxylamine
27.033.0
e B aaa
61.0 1.40 160 180
5000 m/z 62.00 2.22%
43.0
15.0 ‘ ‘
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #353: Carbonyl sulfide T
60.0 1.40 160 180
m/z 44.90 1.66%
32.0
5000
44.0 /\\
Obprrrrrrr e e bt e e e I Y 1 Y
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
1.739 0.52 ug/L 25124  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 86
2 1-Butene 56 C4HS8 000106-98-9 86
3 2-Butene, (Z)- 56 C4HS8 000590-18-1 83
4 2-Butene, (Z)- 56 C4H8 000590-18-1 80
5 2-Butene, (E)- 56 C4H8 000624-64-6 80
Abundance Scan 124 (1.739 min): VU046867.D\data.ms (-118) (-) m/z 41.00 100.00%
41.0
56.0
5000

78.2 1.60 1.80 2.00
bbbl S m/z s6.05  74.54%

miz--> 0 10 20 30 40 50 60 70 80

Abundance #198: 1-Butene

41.0
5000 L L B B L B B B
56.0 1.60 1.80 2.00
28.0 m/z 39.00 42.72%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #199: 1-Butene
41.0
P e T
1.60 1.80 2.00
5000 56.0 m/z 55.05 34.74%
28.0
o 20 150
miz--> 0 10 20 30 40 50 60 70 80 /\
Abundance #206: 2-Butene, (2)- “““‘AW“““““
41.0 1.60 1.80 2.00
m/z 53.00 14.52%
5000 56.0
27.0
| \
om_HWuH_‘!“_m;;H‘;www_ww LY AN 1)
m/z--> 0 10 20 30 40 50 70 80 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 Fluorodichloromethane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.089 1.20 ug/L 57961 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluorodichloromethane 102 CHCI12F 000075-43-4 91
2 Fluorodichloromethane 102 CHC12F 000075-43-4 91
3 Fluorodichloromethane 102 CHC12F 000075-43-4 91
4 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 7
5 1-Hexyne 82 C6H10 000693-02-7 7

Abundance Scan 233 (2.089 min): VU046867.D\data.ms (-224) (-) m/z 67.00 100.00%

67.0
5000 }\
A RAR T
46.9 83.0 1020 1.80 2.00 2.20 2.40
Obrrrprrrrprerrrrreprrpreb e e e M/Z 6908 33.47%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5071: Fluorodichloromethane
67.0
5000 UL L B BRI AL LR
1.80 2.00 2.20 2.40
m/z 46.90 8.93%
330 480 83.0
OH\2‘;\0\\‘\\]\-\9‘-(\)\H‘H\‘\‘\‘Hﬁ‘.i\\\\‘HH‘\\H‘\‘\.‘\\‘\H]_\O“\Z}.\O\‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5072: Fluorodichloromethane
67.0 }\
A RAREE e
1.80 2.00 2.20 2.40
5000 m/z 83.00 5.55%
31.0 47‘-0 830 1020
o e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5070: Fluorodichloromethane R ‘ﬂ, e
67.0 1.80 2.00 2.20 2.40
m/z 48.00 5.43%
5000
130 310 0 1 830 1020 | |
O e e e e e Ema  RAREEEEEE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.215 1.27 ug/L 61530 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 72
2 Pentane 72 C5H12 000109-66-0 64
3 Pentane 72 C5H12 000109-66-0 45
4 Oxirane, ethyl- 72 C4H80 000106-88-7 43
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 43
Abundance Scan 272 (2.215 min): VU046867.D\data.ms (-264) (-) m/z 43.10 100.00%
43.1
5000 55.0 J\
e T e T
‘ ‘ 70‘(‘) 1.80 2.00 2.20 2.40 2.60
0 e e e m/z 42,05 64.42%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 ‘\\/\\\‘\\\\‘\\\\‘/\\\\\‘\\
1.80 2.00 2.20 2.40 2.60
) m/z 41.05 57.58%
27.0 570, /
150 \‘\‘ \‘\ | L M‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\
1.80 2.00 2.20 2.40 2.60
5000 m/z 55.05 45 .86%
27.0
57.0 72.0
o ||| |
L0 L 0w
miz--> 0O 10 20 30 40 50 60 70 80 A f\
Abundance #806: Pentane A S
43.0 1.80 2.00 2.20 2.40 2.60
m/z 38.95 27.88%
5000 27.0
15.0 ‘ ‘ 570 720 j\/\
0 “‘%Q““J“"Jl““‘i‘1‘w“wk“““ﬁ““ p‘uﬂ‘u“_‘Aw‘ﬁ/ﬁA‘
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\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
6.883 1.28 ug/L 61884 1,4-Difluorobenzene 6.253

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

Abundance Scan 1724 (6.883 min): VU046867.D\data.ms (-1712) (-) m/z 43.95 100.00%

44.0
5000 58.1
6.60 6.80 7.00 7.20
\‘\“‘ H‘\ 67\0 839 : 9
O e e e e e m/z 41.00 49.42%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
29.0
5000 /\\\\‘\\\\‘\\\\‘\\\\‘\\\\
6.60 6.80 7.00 7.20
58.0 .
m/z 58.10 44.07%
0 1?0 \‘H w\‘ ‘\“ 71.0  86.0
\\\‘\\\\’\\\\‘\\\\’ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
44,
29.0 0
R e R
58.0 6.60 6.80 7.00 7.20
5000 m/z 57.10 39.09%
(O IR s o S e e o
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1961 Butanal, 3-methyl- R RARRA ST
44.0 6.60 6.80 7.00 7.20
m/z 43.10 26.68%
5000 270 58.0
71.0
150 O
0 | i }’\‘ Ll ‘

m/z--> 10 20 30 40 50 60 70 80 90 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.787 6.28 ug/L 416341 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 96
2 Hexanal 100 C6H120 000066-25-1 91
3 Hexanal 100 C6H120 000066-25-1 91
4 Hexanal 100 C6H120 000066-25-1 90
5 Hexanal 100 C6H120 000066-25-1 72

Abundance Scan 2316 (8.787 min): VU046867.D\data.ms (-2304) (-) m/z 56.10 100.00%

44.0 56.1
5000
72.1
e e
H ‘ ‘ ‘ 8430 8.40 8.60 8.80 9.00 9.20
0l plll Ll 8RO 980 s 4g.00  93.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 58.0
5000 [T T T i T[T T T T
290 720 8.40 8.60 8.80 9.00 9.20
' ' m/z 41.00 79.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44,
0 56.0
R e
8.40 8.60 8.80 9.00 9.20
5000 m/z 57.10 65.29%
27.0
72.0
o150 Il ] eso o
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal R e
44.0 56.0 8.40 8.60 8.80 9.00 9.20
' m/z 43.00 57.82%
5000 290.0
72.0
e e e e e R R AR

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\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.343 1.87 ug/L 123927  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Heptanal 114 C7H140 000111-71-7 83
3 Heptanal 114 C7H140 000111-71-7 83
4 Heptanal 114 C7H140 000111-71-7 83
5 Heptanal 114 C7H140 000111-71-7 53
Abundance Scan 2800 (10.343 min): VU046867.D\data.ms (-2789) (- m/z 70.10 100.00%
41.0 70.1
55.1
5000
86.1 — ——
H ‘ ‘ 10.00 10.50
| B H\M‘!H,w‘1‘H‘mmm,www m/z 41.00  84.39%
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. 10. 00 10 50
86.0 m/z 43.95 81.07%
0 H‘lﬂ-\q’uw‘HH}\ ‘\\i‘\‘l“,\u“\‘ !\\\‘\\‘!\‘\\#\9’9\\\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 10.00 10,50
5000 57.0 m/z 55.10 76.44%
‘ ‘ 86.0
Ol L 990 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: Heptanal
44.0 10. 00 10 50
700 m/z 43.00  73.83%
29.0
5000 5r.0
‘ ‘ 86.0
ooyt 990 1140
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\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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.

11.687 4.03 ug/L 296811 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 83
5 Cyclopentanone 84 C5H80 000120-92-3 50

Abundance Scan 3218 (11.687 min): VU046867.D\data.ms (-3206) (- m/z 41.00 100.00%

410 56.1
84.1
5000
100.1 JM‘ ‘ T
‘ ‘ H ‘ ‘ ‘ 11.50 12.00
o ESEE.——— H‘u‘m Al L m/z 43.10 95.62%
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
11.50 12.00
100.0 m/z 56.10 87.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
510 S LV —’
84.0 11.50 12.00
5000 m/z 57.10 85.85%
270
‘ 1000
0 ““‘lp” ‘H , rrerbrerr e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14266: Octanal O —
43.0 11.50 12.00
m/z 55.10 84.21%
29.0
57.0
5000
84.0
100.0
N | 1 O - W GO A GO
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\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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.
12.886 7.85 ug/L 577974  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 86
4 Nonanal 142 C9H180 000124-19-6 83
5 Cyclohexanol, 2-methyl-, cis- 114 C7H140 007443-70-1 38

Abundance Scan 3591 (12.886 min): VU046867.D\data.ms (-3578) (- m/z 57.10 100.00%
57.1

41.0
5000
821 98.1
- ——
‘ ‘ I 114.1 12.50 13.00
o‘m_m;“m‘ ‘w ‘_m‘smw m/z 41.00  71.88%
m/z--> 20 40 80 100 120 140
Abundance #22963.N0nana
57.0
41.0
5000 - —
82.0 12.50 13.00
m/z 56.10 59.40%
‘ ‘ M ‘ 114.0
O\\\\‘\!\\i\‘\\“ ‘\“\h\\ ‘\\\‘\‘}\\174"1\.()\
miz--> 20 40 100 120 140
Abundance #22961.N0nana
41.0 57.0
o P
12.50 13.00
5000 m/z 55.10 55.78%
820 98.0
| \ |l 10
ol 2z L e W T
miz--> 20 40 60 80 100 120 140
Abundance #22962: Nonanal ‘ﬁ\ =
57.0 12.50 13.00
41.0 m/z 43.00 53.72%
5000
82.0
I
o“l?’no"lmim‘“_“w!‘ “““‘1“‘1“‘2‘-9 - -
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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.
14.732 1.73 ug/L 127597 1,4-Dichlorobenzene-d4 11.812
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-Methylene cyclopentanol 98 C6H100 020461-31-8 49
4 Bicyclo[3.1.0]hexan-2-0l 98 C6H100 1000194-18-6 49
5 n-Heptadecanol-1 256 C17H360 001454-85-9 49

Abundance Scan 4165 (14.732 min): VU046867.D\data.ms (-4153) (- m/z 55.10 100.00%

5I:
83.1
5000 39
tot 1450 1500
l HW Ay, 1361 | '
L L L TR 1 m/z 70.10  99.51%
m/z--> 20 0 60 100 120 140
Abundance #30982. 2-Decena|, (E)-
43.0
70.0
5000{ 27.0 —re ——
14.50 15.00
m/z 41.00 95.56%
0+ T ety }‘\ T T \“f“\ T !“‘\H ’1‘14:(‘)\ \1\3\6‘0\ T
m/z--> 20 40 60 80 100 120 140
Abundance #30978: 2-Decenal, (E)-
43.0
70.0 — -
14.50 15.00
5000/ 270 m/z 43.10  82.24%
98.0
‘ H I \‘ i H A 1900 1540
0“””‘””‘” “‘ e
m/z--> 20 40 80 100 120 140
Abundance #3634: 2—Methylene cyclopentanol T B
70.0 14.50 15.00
m/z 83.10 65.22%
41.0
5000 97.0
02 ‘&) o -
m/z--> 20 80 100 120 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 Butylated Hydroxytoluene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.886 0.62 ug/L 45325 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
4 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 96
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
Abundance Scan 4835 (16.886 min): VU046867.D\data.ms (-4823) (- m/z 205.30 100.00%
205.3
5000
57.0 — e
‘ 91.0 1451 | ‘ - 1650 17.00
0 ‘H‘H‘“‘uwu‘l,d‘m“,“““"“"W‘U‘Mu“\u“‘m“,H‘H,Hm“HH“HW%E‘;‘JTT m/z 220.30  20.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99219: Butylated Hydroxytoluene
205.0
5000 T A T
16.50 17.00
57.0 m/z 57.00 20.14%
105.0 14T0 ‘
0 \H‘Z\O\“\H\’\‘H\M"\\‘\‘\‘\‘\\‘N“\W\“\‘MH‘\\H‘H?’\()H\’\‘\H“HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99214: Butylated Hydroxytoluene
205.0
16.50 17.00
5000 m/z 206.30 14.75%
57.0
1050 450 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99218: Butylated Hydroxytoluene “ 7
205.0 16.50 17.00
m/z 145.05 12.57%
5000
570 1050 1450 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12722\
Data File : VU@46867.D

Acqg On : 27 Jan 2022 13:40
Operator : SY/MD

Sample : N1260-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 8.1 ug/L 393306 1 6.253 241584 5.0
unknown-01 1.475 0.7 ug/L 32069 1 6.253 241584 5.0
(DEL) Alkane: S... 1.739 0.5 ug/L 25124 1 6.253 241584 5.0
Fluorodichlorom... 2.089 1.2 ug/L 57961 1 6.253 241584 5.0
(DEL) Alkane: S... 2.215 1.3 ug/L 61530 1 6.253 241584 5.0
Pentanal 6.883 1.3 ug/L 61884 1 6.253 241584 5.0
Hexanal 8.787 6.3 ug/L 416341 2 9.420 331500 5.0
Heptanal 10.343 1.9 ug/L 123927 2 9.420 331500 5.0
Octanal 11.687 4.0 ug/L 296811 3 11.812 368291 5.0
Nonanal 12.886 7.8 ug/L 577974 3 11.812 368291 5.0
2-Decenal, (E)- 14.732 1.7 wug/L 127597 3 11.812 368291 5.0
Butylated Hydro... 16.886 0.6 ug/L 45325 3 11.812 368291 5.0
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