LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VWVv021122\
Data File : \W024598.D

Acq On : 11 Feb 2022 12:33
Operator : SY/MD

Sample = N1476-02

Misc : 25.0mL/MSVOA_V/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 - O 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: V024598 .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 15 22 37 rVB 276432 254223 19.68%  3.412%
2 1.179 37 43 48 rBY 37468 35728 2.77% 0.480%
3 1.217 48 55 61 rvB2 20956 24006 1.86% 0.322%
4 1.304 73 82 90 rBv2 168513 245722 19.02%  3.298%
5 1.423 104 119 131 rBVv5 21311 39017 3.02% 0.524%
6 1.571 157 165 178 rVB 68593 80737 6.25% 1.084%
7 1.638 178 186 195 rBV 11878 15550 1.20% 0.209%
8 1.770 219 227 233 rBY 26734 32451 2.51% 0.436%
9 1.809 233 239 248 rW2 20665 28496 2.21% 0.382%
10 1.979 284 292 304 rVB5 9110 15229 1.18% 0.204%
11 2.111 322 333 345 rBV 139368 208884 16.17%  2.804%
12 3.918 885 895 935 rBV 23877 112450 8.70%  1.509%
13 4.355 1016 1031 1059 rBvV2 79008 206509 15.98% 2.772%
14 5.053 1233 1248 1285 rBV2 182729 465016 35.99% 6.242%
15 5.622 1414 1425 1453 rBv2 134029 274975 21.28%  3.691%
16 5.921 1502 1518 1537 rBV5 6885 18251 1.41% 0.245%
17 6.072 1549 1565 1590 rBvV 103147 216173 16.73%  2.902%
18 6.297 1625 1635 1662 rBv4 15770 37646 2.91%  0.505%
19 6.992 1840 1851 1871 rBV 53568 102418 7.93% 1.375%
20 7.317 1939 1952 1969 rBvV 227336 397830 30.79% 5.340%
21  7.397 1969 1977 1997 rVB 18775 35583 2.75% 0.478%
22 7.625 2038 2048 2067 rBv2 30362 55982 4.33% 0.751%
23 7.976 2144 2157 2177 yrBv 778600 1292032 100.00% 17.342%
24 8.092 2183 2193 2229 rBv 183689 376704 29.16% 5.056%
25 8.239 2229 2239 2269 rW 158719 275464 21.32%  3.697%
26 8.854 2417 2430 2457 rBv 221804 363812 28.16% 4.883%
27 9.143 2510 2520 2535 rBV 18823 32663 2.53% 0.438%
28 9.548 2637 2646 2662 rVB2 11251 20229 1.57% 0.272%
29 9.809 2717 2727 2744 rBV 71165 115856 8.97%  1.555%
30 10.217 2840 2854 2873 rVB 62149 97905 7.58%  1.314%
31 10.452 2919 2927 2942 rBV3 7547 15692 1.21% 0.211%
32 10.719 2999 3010 3017 rBv2 15587 25029 1.94% 0.336%
33 10.760 3018 3023 3038 rW2 11871 20746 1.61% 0.278%
34 10.860 3038 3054 3062 rWw 7113 14293 1.11% 0.192%
35 10.915 3063 3071 3089 rVB 15492 28876 2.23% 0.388%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VWVv021122\
Data File : \W024598.D

Acq On : 11 Feb 2022 12:33
Operator : SY/MD

Sample = N1476-02

Misc : 25.0mL/MSVOA_V/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 - O 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
36 11.146 3132 3143 3163 rBVY 181363 278169 21.53% 3.734%
37 11.249 3164 3175 3192 rVB 248107 386083 29.88% 5.182%
38 11.532 3253 3263 3273 rBV5 10082 17818 1.38% 0.239%
39 11.622 3281 3291 3306 rVB 202771 318304 24.64% 4.272%
40 12.011 3398 3412 3426 rBv4 16971 32479 2.51% 0.436%
41 12.342 3500 3515 3534 rBV 440812 641987 49.69% 8.617%
42 14.175 4074 4085 4110 rBv2 81844 144483 11.18% 1.939%
43 14.805 4274 4281 4293 rBV3 8177 13017 1.01% 0.175%
44 15.143 4379 4386 4399 rVB5 13499 21851 1.69% 0.293%
45 16.178 4700 4708 4722 rVB6 8682 13997 1.08% 0.188%
Sum of corrected areas: 7450365
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\Data\VVv021122\
Data File : W024598.D

Acq On : 11 Feb 2022 12:33

Operator : SY/MD

Sample : N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV024598.D\data.ms
700000
600000
500000
400000
3000001.111
200000 1.304 5.053

2.111 5.622

100000 1571 4.355
1
1/\;% 1.423){\.631@@03.97 3.918 5.921j\ 6.297

Time--> 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 TIC: VV024598.D\data.ms
7.976

6.072

o

700000
600000
500000
400000

300000
11.249

7.317 8.854
11.622
200000 8-09%,29 11.14
100000 6.992 9.809 10.217
. i 3077625 9.143  g54g [L | 10.452100318,605 115 12.011
T T T T T ‘ T T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T
0 8.50

T ‘ T T ‘ T T T ‘ T ‘ T T
Time--> 7.00 7.50 8.0 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV024598.D\data.ms
700000
600000
500000
12.342
400000
300000
200000

100000 14.175

o 14.805 15.143 16.178
[ — [—— L — N B Bt B A S S A e L I [ —
Time--> 12.50 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 : W024598.D

Acqg On : 11 Feb 2022 12:33

Operator : SY/MD

Sample = N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA -M
TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.111 4.62 ug/L 254223  1,4-Difluorcbenzene 5.622

Hit# of 5 Tentative ID MW MolForm CAS# 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 Cyclopropane 42 C3H6 000075-19-4 7
5 Cyclopropene 40 C3H4 002781-85-3 5
Abundance  Scan 22 (1.111 min): VV024598.D\data.ms (-15) (-) m/z 41.00 100.00%
41.0
5000
‘H 1.101.201.301.401.50
\HHH\‘HH‘HH‘HH‘\H\‘\H\‘HH‘\H\‘\H\‘ \H‘\H\‘\H\‘ m/Z 39-00 81-27%
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.401.50
m/z 42.10 61.00%
\HHH\]‘"}?H‘HH‘H:\L}S}.\O\\\Zi]\n\o\\i!\\\‘\H\HM\‘ \M‘\\H‘\H\‘
miz—-> 0 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
‘\H\‘\H\‘\H\‘\H\‘\H\‘
1.101.201.301.401.50
5000 27.0 m/z 43.10 28.92%
20 80 |
\HHH\‘HH‘HH‘HH‘\H\‘\H\‘HH‘\H\‘\H\‘ H‘\\H‘H\\‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64:CyC|0pr0pane BARANRRARARENRERRRRNRRRARE
42.0 1.101.201.301.401.50
m/z 44.00 27.07%
5000 270
14.0
i \‘\ 36@ |
\HHH\‘HH‘HH‘HH‘\H\‘\H\‘HH‘\H\‘\H\‘ H‘\\H‘H\\‘ ‘\H\‘\H\‘\H\‘\H\‘\H\‘

miz--> 0 5 10 15 20 25 30 35 40 45 50 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 : W024598.D

Acq On : 11 Feb 2022 12:33
Operator : SY/MD

Sample : N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 Propyne Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.179 0.65 ug/L 35728 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Propyne 40 C3H4 000074-99-7 90
2 Allene 40 C3H4 000463-49-0 90
3 Cyclopropene 40 C3H4 002781-85-3 43
4 Propane 44 C3H8 000074-98-6 1
5 Propane 44 C3H8 000074-98-6 1
Abundance  Scan 43 (1.179 min): VV024598.D\data.ms (-37) (-) m/z 39.95 100.00%
40.0
5000
T ‘ T T ‘ T T T ‘ T
1.20 140 1.60
TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ 1 T } \4:4\..9 TTT ‘ TTT m/Z 38-95 87-80%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #53: Propyne
40.0
5000 T \/\‘“\ j\N T
1.20 140 1.60
m/z 38.00 35.91%
130 260 |
TT ‘ TTTT ‘ T T ‘ TTTT ‘ L ‘ LA ‘ TTTT ‘ T LA ‘ TTTT ‘ TTT
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #52: Allene
ik .
T ‘ T T T ‘ T T T T ‘ T
1.20 140 1.60
5000 m/z 37.00 25.56%
120 200 260
TT ‘ TTTT ‘ T T ‘ TTT } i TTT } ‘ T TT ‘ TTTT ‘ L } TTT ‘ TTTT ‘ TTT
m/z--> 5 10 15 20 25 30 35 40 45 50 j\ /k
Abundance #54: CyClOpl’Opene L e I
39.0 1.20 140 1.60
m/z 36.00 7.36%
5000
26.0
\\‘\\\\‘\\\\‘\\\\‘\\\\il}\l‘\\\\‘}\\‘!1\\‘\\\\‘\\\ \\‘\A\[\\/\\‘m\/\\\/\r\\‘ﬂ/\\\
m/z--> 5 10 15 20 25 30 35 40 45 50 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv021122\
Data File : W024598.D

Acqg On : 11 Feb 2022 12:33

Operator : SY/MD

Sample = N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA -M
TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 3 1-Butyne Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.423 0.71 ug/L 39017 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Butyne 54 C4H6 000107-00-6 87
2 1,3-Butadiene 54 C4H6 000106-99-0 72
3 1-Methylcyclopropene 54 C4H6 003100-04-7 72
4 Methylenecyclopropane 54 C4H6 006142-73-0 72
5 1-Butyne 54 C4H6 000107-00-6 64
Abundance  Scan 119 (1.423 min): VV024598.D\data.ms (-104) (-) m/z 40.95 100.00%
410 540
5000
‘ ‘ 770 1.20 1.40 1.60 1.80
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\}\!\\“!\\‘\\\\‘\\\‘\.‘\\\ m/Z 38-95 86-67%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #157: 1-Butyne
39.0 54.0
5000
27.0 1.20 1.40 1.60 1.80
m/z 54.00 85.22%
w0 |||
| \ I L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
miz—-> 0 10 20 30 40 60 70 80
Abundance #162: 1,3—Butad|ene
39.0 54.0
\\‘\\\\‘\\\/\'\\‘\\\/\“\\\
1.20 1.40 1.60 1.80
5000 27.0 m/z 56.10 59.63%
.14.0 ‘\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #165: 1-Meth |CyC|0pr0pene T \]\\‘}\\\ T T
270 39.0 1.20 1.40 1.60 1.80
' 54.0 m/z 53.00 47 .67%
5000
150 ‘ 1l H )

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ H‘HH‘HH‘HH‘H/\

miz--> 0 10 20 30 40 50 70 80 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 : W024598.D

Acqg On : 11 Feb 2022 12:33

Operator : SY/MD

Sample = N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA -M
TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
1.770 0.59 ug/L 32451 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 91
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 78
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cyclopentane 70 C5H10 000287-92-3 59
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 58
Abundance  Scan 227 (1.770 min): VV024598.D\data.ms (-219) (-) m/z 42.05 100.00%
42.0
55.0
5000 700
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
35 62.9 1.40 1.60 1.80 2.00

H‘\H\‘HH‘\H\‘HH‘HH‘HH‘\'\%\“\ H‘\H\“}\‘H‘\‘H\‘\H.\‘H\‘\HH\‘HH‘\ m/Z 55.00 77.18%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Abundance #629: 1-Pentene
42.0
55.0
5000
70.0 1.40 1.60 1.80 2.00
29.0 m/z 70.00 51.13%
15.0 iR W\‘ Ll 620 |

H‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\ H‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Abundance #657: Cyclopropane, ethyl-

42.0 /\
\‘\\\\‘\\\\‘\\/\\\‘A\\/\\\‘\
55.0 1.40 1.60 1.80 2.00
5000 m/z 41.00 47 .57%
27.0 70.0
15.0
H‘\H\‘H\}}\H\‘\H\‘l\}\‘\\\\‘\w\l\ }\‘\H\i}\1\HH\G‘%.\\O‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #631: 1-Pentene T T T T T T T T
42.0 1.40 1.60 1.80 2.00
m/z 39.00 39.71%
55.0
5000
27.0 70.0
15.034.0 }\‘\H\‘i\1\HH\‘\H.\‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv021122\
Data File : W024598.D

Acqg On : 11 Feb 2022 12:33

Operator : SY/MD

Sample = N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA -M
TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1.809 0.52 ug/L 28496 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 78
4 Pentane 72 C5H12 000109-66-0 50
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 38
Abundance  Scan 239 (1.809 min): VV024598.D\data.ms (-233) (-) m/z 43.05 100.00%
43.0
5000
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
510 72l 1.40 1.60 1.80 2.00 2.20
‘ M‘ 81.2

H\‘HH‘HH‘HH‘H\‘\‘\M\“HH‘HH‘\‘H\‘HH‘ m/Z 42.00 55-71%

m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0

5000 BAERARERAREARRERERRRRE
1.40 1.60 1.80 2.00 2.20

27.0
m/z 41.00 47.12%

57.0 72.0
150 | | |
\\\‘\\\\‘\\\\‘\\{\‘\\\\‘\}\\‘\\w\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #808: Pentane
43.0

1.40 1.60 1.80 2.00 2.20

5000 m/z 38.95 15.75%
27.0 57.0 720
H\‘HH‘:\L\S\.O\‘\H‘}“\H\‘i\}u‘uw‘\‘uu‘!u\‘HH
miz—-> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane EERAEEARARRARRE R RN R
43.0 1.40 1.60 1.80 2.00 2.20

m/z 72.10 15.60%

5000 27.0

15\'0 \‘ ‘ 57\'0 fn
| I

miz--> 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 : W024598.D

Acqg On : 11 Feb 2022 12:33 Instrument :
Operator : SY/MD MSVOA_V
Sample - N1476-02 ClientSampleld :
Misc : 25.0mL/MSVOA_V/WATER ezl

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA -M
TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 6 Pentanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.297 0.68 ug/L 37646 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 78
2 Pentanal 86 C5H100 000110-62-3 78
3 Pentanal 86 C5H100 000110-62-3 74
4 Cyclopropyl carbinol 72 C4H80 002516-33-8 50
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 40

Abundance Scan 1635 (6.297 min): VV024598.D\data.ms (-1625) (-) m/z 44.00 100.00%

44.0
5000 58.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
“ 6.00 6.20 6.40 6.60
TTT ‘ T 1T ‘ T 1T ‘ TTT } “ ! ‘\ T “\‘\‘\ T ‘ T \\7‘]-;0\\ T ‘ L ‘ T m/Z 41-00 46-48%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
29.0 44.0
58.0
5000
6.00 6.20 6.40 6.60
m/z 58.00 41.53%
O PSP
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
29.0 \\\‘\\\\‘\\\\‘\\\A\‘\\\\
6.00 6.20 6.40 6.60
5000 m/z 57.00 31.79%
58.0
15.0 71.086.0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1917: Pentanal \\\‘\\.\\‘\\\\‘\\\\‘\\\\
44.0 6.00 6.20 6.40 6.60
m/z 43.00 23.31%
5000 29.0
58.0
5o |l mo s
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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\VVv021122\
Data File : W024598.D

Acqg On : 11 Feb 2022 12:33

Operator : SY/MD

Sample = N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA -M
TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 8 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.239 3.79 ug/L 275464  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 93
2 Hexanal 100 C6H120 000066-25-1 91
3 Hexanal 100 C6H120 000066-25-1 90
4 Hexanal 100 C6H120 000066-25-1 86
5 Hexanal 100 C6H120 000066-25-1 64

Abundance Scan 2239 (8.239 min): VV024598.D\data.ms (-2229) (-) m/z 44.00 100.00%

440 56.1
5000
72.0

TTT [T TT [ TTT T[T ir T rrT
8.00 8.20 8.40 8.60
| ‘ ‘ m\\‘ 8\£0 1000

L L I L L L L L B L B L IR IR m/Z 56.10 99-04%

miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexanal
44.0 56.0

5000 L L B R B
8.00 8.20 8.40 8.60

29.0 72.0 m/z 41.00 83.40%

8£.0100.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248 Hexanal
44.0
56.0

8.00 8.20 8.40 8.60

5000 27.0 m/z 57.00 67.02%
72.0
15.0 |
H‘H‘H‘H}!“HHM \\‘\‘\‘\1‘\\\‘\“!\\\?\3\.9\‘\\]\-\0‘0\.\0\\
miz—-> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal T T T T T
44.0 8.00 8.20 8.40 8.60
56.0 m/z 43.00 60.08%
27.0
5000
72.0
H‘HH‘HH“HH“\‘\\‘\‘i\1‘\\\‘\“!\\\?\3\.9\‘””‘”” T T T T T T
miz-> 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 : W024598.D

Acqg On : 11 Feb 2022 12:33

Operator : SY/MD

Sample = N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA -M
TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 9 Heptanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.809 1.59 ug/L 115856  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Heptanal 114 C7H140 000111-71-7 80
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 2727 (9.809 min): VV024598.D\data.ms (-2717) (-) m/z 70.10 100.00%

41.0 70.1
55.0
5000

86.0 \
9.50 10.00
H‘HH‘HH‘\HH‘ H‘HHH H\\‘H‘H‘HH‘HH‘HH‘H m/Z 41.00 90-40%

e 1 ‘
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 9.50 10.00
86.0 m/z 44.00 88.98%
\\:‘Lﬂil\o\‘\\}l‘\\\{}\ ‘\\i‘\w 11‘\\\‘!‘ !\\ \‘i\‘!\‘\\é\g‘.\o\\\]-‘]\-ﬁl\o‘\\
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 43.00 78.03%
‘ 86.0
\\‘]T\S;\O‘\\\l‘\\\\‘i\ ‘\\‘\‘111‘\\\‘!‘ 1\\\‘\‘\‘\\‘\\?\9‘\0\\\]-‘]\-\4.\\0‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal o i
44.0 9.50 10.00
20,0 m/z 55.00 66.61%
27.0 ’
5000 57.0
‘ ‘ 86.0
o T 99,0 1140

miz--> 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 : W024598.D

Acqg On : 11 Feb 2022 12:33

Operator : SY/MD

Sample = N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA -M
TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 10 Octanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.146 3.60 ug/L 278169 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CAS# 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): VV024598.D\data.ms (-3132) () m/z 41.00 100.00%

410
57.0
84.1
5000

T ‘ T T ‘ T
‘ H | 100 1 11.00 11.50
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘!\\‘HH‘!\\\“\‘\}\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\ m/Z 43-05 98-73%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0

5000 e —
270 11.00 11.50
m/z 57.00 78.43%
‘ ‘ 100.0
H‘HH‘\\}M‘HHl\H\“‘!\“HHHH\“H} H‘H‘H\}HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0 NN
T ‘ T
11.00 11.50
‘ 100.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0 11 OO 11 50
m/z 56.10 72.02%
57.0
290 84.0
5000
W L L e
il H | 128.0 A

miz--> 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 : W024598.D

Acqg On : 11 Feb 2022 12:33

Operator : SY/MD

Sample = N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA -M
TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 11 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.342 8.31 ug/L 641987 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 90
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 25

Abundance Scan 3515 (12.342 min): VV024598.D\data.ms (-3500) () m/z 57.00 100.00%

a10 210
5000
82.1 98.1
‘ T T ‘ T
L || 1o L
LA B B } T \‘\‘ “ b 1 \“ ‘\“\ T \“‘ T \‘\‘\ T T T m/Z 41.00 82.53%
miz--> 20 40 60 80 100 120 140
Abundance #22961: Nonana
41.0 57.0
5000 — ——
82.0 98.0 12.00 12.50
m/z 43.00 60.96%
114.0
L ‘2\6‘{ ‘\ T } \‘ T ‘\“ “ \“\ M T T H‘ “ T \‘ \‘\ ‘ } LI ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #22962: Nonana
57.0
41.0 ‘ T T ‘ T
12.00 12.50
5000 98.0 m/z 56.10 57.14%
82.0 ‘
114.0
L ‘2\61\ T i \‘ T \“ “ \‘\ M T ‘ H“\ T \‘ “ T \‘ \‘\ ‘ 1 T ]\-4‘2\.0\
Miz--> 20 40 60 80 100 120 140
Abundance #22963: Nonanal o 1
57.0 12.00 12.50
41.0 m/z 55.00 54.65%
98.0
5000
82.0
114.0
L ‘Z\Gl\ T ‘i \‘ T \“ “ \‘\ ‘1 T ‘ ‘\“\ T \‘ “ T \‘ \‘\ ‘ } T \]-\4‘1‘.0‘ ‘ T T ‘ T
miz--> 20 40 60 80 100 120 140 12.00 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv021122\
Data File : W024598.D

Acqg On : 11 Feb 2022 12:33

Operator : SY/MD

Sample = N1476-02

Misc - 25.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA -M
TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 12 2-Decenal, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.175 1.87 ug/L 144483 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Decenal, (E)- 154 C10H180 003913-81-3 91
2 2-Decenal, (E)- 154 C10H180 003913-81-3 58
3 2-Undecanethiol, 2-methyl- 202 C12H26S 010059-13-9 47
4 n-Heptadecanol-1 256 C17H360 001454-85-9 38
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 38

Abundance Scan 4085 (14.175 min): VV024598.D\data.ms (-4074) () m/z 70.00 100.00%

41.0 | 70.0
5000
97.0 T ‘ T T ‘ T
121.0 14.00 14.50
‘ \‘\ h\ T “‘\‘\ T \ ‘ TTTT ‘ TTTT ‘ TTT \2‘0\\7 \0\ m/Z 55-00 97-51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30983: 2-Decenal, (E)-
70.0
5000 ey =
98.0 14.00 14.50
m/z 41.00 96.31%
‘121 0
‘ \M‘ “ \‘1“1 T ‘H\ T } ‘ \]-\5\4\.‘0\ TTT ‘ TTTT ‘ TTTT k

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30978: 2-Decenal, (E)-
43.0
T ‘ T T ‘ T
14.00 14.50
5000 m/z 43.05 86.77%
98.0
‘\MH 1360
ll |
‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #77855: 2-Undecanethiol, 2-methyl- ey e
41.0 14.00 14.50

m/z 83.00 62.26%

5000
69.0
“ \H u‘\ 91‘0 123.0 154.0 ) .

miz--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Tentatively ldentified Compound (LSC) summary

Z:\voasrv\HPCHEMI\MSVOA V\Data\VV021122\

: W024598.D

: 11 Feb 2022 12:33

- SY/MD

= N1476-02

: 25.0mL/MSVOA_V/WATER

: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA V\Method\SFAMVTR020922WMA .M

Quant Title

TIC Library

- TRACE VOA SFAM1.0

: 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.. 1.111 4.6 ug/L 254223 1 5.622 274975 5.0
Propyne 1.179 0.7 ug/L 35728 1 5.622 274975 5.0
1-Butyne 1.423 0.7 ug/L 39017 1 5.622 274975 5.0
(DEL) Alkane: S.. 1.770 0.6 ug/L 32451 1 5.622 274975 5.0
(DEL) Alkane: S.. 1.809 0.5 ug/L 28496 1 5.622 274975 5.0
Pentanal 6.297 0.7 ug/L 37646 1 5.622 274975 5.0
Hexanal 8.239 3.8 ug/L 275464 2 8.854 363812 5.0
Heptanal 9.809 1.6 ug/L 115856 2 8.854 363812 5.0
Octanal 11.146 3.6 ug/L 278169 3 11.249 386083 5.0
Nonanal 12.342 8.3 ug/L 641987 3 11.249 386083 5.0
2-Decenal, (E)- 14.175 1.9 wug/L 144483 3 11.249 386083 5.0
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