LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@29094.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 14 21 48 rBV 1325827 1334016 48.52% 7.896%
2 1.214 48 54 71 rBV 287534 294378 10.71% 1.742%
3 1.298 72 80 92 rBV2 1034366 1440763 52.40%  8.528%
4 1.356 92 98 101 rBV2 90762 99092 3.60% ©.587%
5 1.413 113 116 153 rVB 246968 397674 14.46%  2.354%
6 1.561 154 162 174 rVB2 215779 299365 10.89% 1.772%
7 1.632 177 184 200 rVB 204198 253444  9.22%  1.500%
8 1.764 217 225 232 rBV 321104 398009 14.48%  2.356%
9 1.812 232 240 258 rVB3 252677 447568 16.28% 2.649%
106 1.899 260 267 277 rVB 62605 81090 2.95% 0.480%
11  1.979 284 292 300 rBV 108120 151268 5.50% ©.895%
12 2.024 300 306 321 rVvV 41988 67945 2.47% 0.402%
13 2.1065 322 331 345 rVB 166540 254397 9.25%  1.506%
14  2.349 397 407 421 rVB 22825 35957 1.31% 0.213%
15 2.446 421 437 455 rVW5 112627 318126 11.57% 1.883%
16 2.532 457 464 469 rVV2 34534 63214 2.30% 0.374%
17 2.574 469 477 496 rVB2 61254 130625 4.75% 0.773%
18 2.761 516 535 571 rBV 1289639 2749400 100.00% 16.274%
19 2.944 578 592 611 rVV2 130725 291665 10.61% 1.726%
20 3.040 611 622 640 rVB2 29262 59879 2.18% 0.354%
21  3.153 644 657 660 rBv3 21329 39642 1.44%  0.235%
22 3.191 663 669 688 rVvvs 33211 106906 3.89% 0.633%
23 3.452 733 750 777 rW3 37466 115343 4.20% 0.683%
24 3.905 877 891 941 rBV3 219738 659566 23.99%  3.904%
25 4.343 1010 1027 1049 rBV 144540 390180 14.19%  2.310%
26 4.455 1052 1062 1082 rVvvie 13262 43117 1.57% 0.255%
27 4.587 1082 1103 1118 rVB7 14332 51572 1.88% 0.305%
28 4.748 1140 1153 1180 rVBS5 25827 83302 3.03% 0.493%
29 4.905 1189 1202 1220 rVB3 12176 30450 1.11% 0.180%
30 5.043 1229 1245 1279 rBV2 310665 848544 30.86% 5.023%
31 5.320 1318 1331 1339 rBV4 13095 28796 1.05% ©.170%
32 5.378 1340 1349 1364 rVB7 16081 41436 1.51% 0.245%
33 5.613 1411 1422 1452 rBV 270126 611480 22.24% 3.619%
34 5.925 1505 1519 1544 rVB5 28143 79848 2.90% ©.473%
35 6.066 1550 1563 1581 rBV 173838 365551 13.30% 2.164%
36 6.986 1837 1849 1872 rBV 70664 145657 5.30% 0.862%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

37 7.310 1939 1950 1967 rBV 390816 697781 25.38% 4.130%
38 7.391 1967 1975 1996 rVB 37187 80529  2.93% 0.477%
39 7.622 2039 2047 2066 rVB 31528 65341 2.38% 0.387%
40  8.088 2175 2192 2224 rBV2 302913 719761 26.18% 4.260%
41 8.847 2417 2428 2451 rBV 382494 658805 23.96%  3.900%
42  9.011 2470 2479 2492 rBV 40182 69919 2.54% 0.414%
43  9.137 2508 2518 2535 rVB 44198 77540  2.82% ©.459%
44  9.542 2634 2644 2667 rVB 38846 69426  2.53% 0.411%
45 10.207 2840 2851 2869 rBV2 136267 224641  8.17% 1.330%
46 10.911 3061 3070 3082 rBV2 20063 32693 1.19% 0.194%
47 11.243 3161 3173 3191 rBV 393567 642877 23.38% 3.805%
48 11.522 3249 3260 3272 rBV 57584 99735 3.63% ©.590%
49 11.616 3278 3289 3316 rVB 398397 646169 23.50%  3.825%

Sum of corrected areas: 16894482
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\

¢ VV029094.D

: 18 Nov 2022 03:49

: SY/MD

: N5648-12

: 25.0mL/MSVOA_V/WATER

: 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M

Quant Title

TIC Library

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: VV029094.D\data.ms

.108 2.761

1.298

1.764

121414 812 5.043 5.613
"Poas 3.905 '

LU#S i 9799 5 446 2.944 4343

A 2348538 [s.0ame91 3.452 A@@%M&.go

6.066

5.925
N

Time-->

VAN o~ WANES
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/7‘\\\ T

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

1200000

1000000

800000

600000

400000

200000

TIC: VV029094.D\data.ms

7.310 8.847 11.243 11.616
8.088

10.207
6.986

0
Time-->

3917, 0.091137  9.542 115
Sl N | b oo N\ | =
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

1200000

1000000

800000

600000

400000

200000

Time-->

TIC: VV029094.D\data.ms

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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.
1.108 10.91 ug/L 1334020 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 1-Propyne, 3,3'-oxybis- 94 C6H60 006921-27-3 39
4 2-Butenenitrile 67 C4H5N 004786-20-3 9

5 3-Butenenitrile 67 C4H5N 000109-75-1 9
Abundance  Scan 21 (1.108 min): VV029094.D\data.ms (-14) (-) m/z 41.00 100.00%

1.101.201.301.401.50

“"§55“H95??4%?‘¥34??59§‘ m/z 39.00  78.95%

m/z--> 100 120 140
Abundance #61 Propene
5000

1.101.201.301.401.50
m/z 42.00 60.85%

150
\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 4 100 120 140
Abundance #62.Propene
41.0

1.101.201.301.401.50

mm Ll

o

5000 m/z 43.00 31.22%
15.0
l ‘
A L e e B
m/z--> 0 20 40 60 80 100 120 140
Abundance #2912: 1-Propyne, 3,3'-oxybis- BARR e R
39.0 1.101.201.301.401.50

m/z 43.95 30.31%

64.0
5000
930

m/z--> 0 20 40 60 80 100 120 140 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
1.214 2.41 ug/L 294378 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H1e 000075-28-5 72
3 Isobutane 58 C4H1e 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H10 000075-28-5 53
Abundance  Scan 54 (1.214 min): VV029094.D\data.ms (-48) (-) m/z 43.00 100.00%

43.0
5000

120 140 160
359 || 50,057:063.9 .
e ey | M/Z 41,00 47.94%

m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70
Abundance #266: Isobutane
43.0
5000

120 140 1.60

o

270 m/z 42.00  32.91%
150 ‘ 9/, 500570
\HH\\\‘H\\‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70
Abundance #267: Isobutane
43.0
\AA AN
1.20 1.40 1.60
5000 ITI z 39.00 19.98%
27.0
10 180 “ 360, | 50.057.0
T e e e
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70
Abundance #269: Isobutane
43.0 1.20 1.40 1.60

m/z 57.00 4.64%

5000
27.0
150 ‘ ‘ 50,0 58.0

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 120 1.40 1 60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49

Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
1.413 3.25 ug/L 397674  1,4-Difluorobenzene 5.613
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 90
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
3 2-Butene, (Z)- 56 C4H8 000590-18-1 87
4 1-Butene 56 C4H8 000106-98-9 86
5 1-Butene 56 C4H8 000106-98-9 86
Abundance Scan 116 (1.413 min): VV029094.D\data.ms (-113) (-) m/z 41.00 100.00%
41.0
56.0
5000
1.20 1.40 1.60 1.80
H‘_HwHH‘HH_ml“:HWl“““57"?“75:8‘”‘ m/z 56.00  77.27%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #208: 1-Propene, 2-methyl-
41.0
5000 560 LN L L L L B B B
1.20 1.40 1.60 1.80
28.0 m/z 39.00 43.77%
\\\‘2\\\\‘\]-\5\0\‘\\\H“\\!‘1[‘}\\\}‘\‘\‘\\‘\\\\‘\\\\‘\\\
miz--> 0 40 50 60 70 80
Abundance #210.1—Propene,2—methyh
41.0
1.20 1.40 1.60 1.80
5000 56.0 m/z 55.00  37.17%
28.0
20 w0 el
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #206: 2-Butene, (2)-
41.0 1.20 1.40 1.60 1.80
m/z 53.00 13.53%
5000 56.0
27.0
SN [N S e
m/z--> 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\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.632 2.07 ug/L 253444  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 83
3 Pentane 72 C5H12 000109-66-0 58
4 Oxirane, ethyl- 72 C4H80 000106-88-7 47
5 Pentane 72 C5H12 000109-66-0 42
Abundance Scan 184 (1.632 min): VV029094.D\data.ms (-177) (-) m/z 43.00 100.00%
48.0 57.0
5000
72‘-0 1.40 1.60 1.80 2.00
el L1128 s 41,00 98.87%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 57.00 92.27%
72.
150 AL “ ‘O
\H‘HH‘HH‘HH‘HH‘ H\‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #813: Butane, 2-methyl-
43.0 /\/\
L P L
1.40 1.60 1.80 2.00
270 57.0
5000 . ITI/Z 42.00 89.13%
72.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #809: Pentane
43.0 1.40 1.60 1.80 2.00
m/z 56.00 32.30%
5000
57.0
27"0 ‘ ‘ 72.0
\u‘\u\‘\\\\‘\m1“\\\w\M\‘m‘l\‘\u\‘\\u‘\m‘\m‘\m‘uu‘\ B RRREE SR
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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: Cyclicl.764 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.764 3.25 ug/L 398009 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 91
2 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 83
3 1-Pentene 70 C5H1e 000109-67-1 72
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 70
5 2-Pentene 70 C5H10 000109-68-2 68
Abundance Scan 225 (1.764 min): VV029094.D\data.ms (-217) (-) m/z 41.95 100.00%
42.0 55.0
70.0
5000
- 1.40 1.60 1.80 2.00
\\\’\\\\‘\\\\‘\\\\‘\\\‘1l‘\\\“‘i‘}}\‘\.\\‘\"‘\\\\‘ m/z 54.95 96-2600
miz--> 0 10 20 30 40 50 60 70 80
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
5000
270 70.0 1.40 1.60 1.80 2.00
m/z 70.00 70.54%
1o ‘ il \
\\\’\\\\‘\}\\‘\\\}‘\\\‘\‘ ‘\\\i‘\\i\‘\\\\’\\\\‘
miz--> 0 10 20 30 40 50 60 70 80
Abundance #656: Cyclopropane, ethyl-
42.0
R A EEEmERRE o
1.40 1.60 1.80 2.00
5000 55.0 m/z 40.95 51.64%
27.0
70.0
15.0 ‘
\\\,2?0”\‘\1‘”‘”!1‘\”” T N
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #629: 1-Pentene
42.0 1.40 1.60 1.80 2.00
m/z 39.00 44.38%
55.0
5000 70.0
29.0
m/z--> 0 10 20 30 40 50 60 70 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\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.812 3.66 ug/L 447568  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, (Z)- 70 C5H10 000627-20-3 87
2 2-Methyl-1-butene 70 C5H1e 000563-46-2 87
3 2-Pentene, (Z)- 70 C5H1e 000627-20-3 83
4 2-Pentene, (E)- 70 C5H1e 000646-04-8 83
5 2-Pentene 70 C5H1e 000109-68-2 83
Abundance Scan 240 (1.812 min): VV029094.D\data.ms (-232) (-) m/z 55.00 100.00%
55.0
43.0
5000 70.0
1.40 1.60 1.80 2.00 2.20
H““‘w“‘“H““‘m\‘;“ﬁhlk“‘muw“‘_ m/z 43.00 57.54%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #639: 2-Pentene, (Z)-
55.0
5000 42.
0 70.0 1.40 1.60 1.80 2.00 2.20
290 m/z 42.00  47.28%
so ||
\\\‘\\\\‘\\\\‘\\ \\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 0 10 20 30 40 50 60 70 80
Abundance #644: 2-Methyl-1-butene
55.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 41.00 45.,82%
b0 390 700
10150
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #640: 2-Pentene, (2)-
55.0 1.40 1.60 1.80 2.00 2.20
m/z 70.00  39.34%
5000 42.0
20.0 700
R AREEREE ““‘pﬁl““uq““w ‘H“_“W‘An,u“_‘
m/z--> 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\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
1.899 0.66 ug/L 81090 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 91
2 2-Pentene, (Z)- 70 C5H1e 000627-20-3 91
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 90
4 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 87
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
Abundance Scan 267 (1.899 min): VV029094.D\data.ms (-260) (-) m/z 54.95 100.00%
55.0
5000 70.0
42.0
‘H 1.60 1.80 2.00 2.20
\\\’\\\\’\\\\‘\\\‘\i\\\\““\M}\‘\H‘\“‘\H\‘\\\\’\\\\’\\\]\-‘].\2\.\8\‘\ m/z 79.09 42-9900
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #643: 2-Methyl-1-butene
55.0
5000 UL R U R
420 70.0 1.60 1.80 2.00 2.20
29.0 m/z 42.00 25.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #639: 2-Pentene, (Z)-
55.0
1.60 1.80 2.00 2.20
5000 42.0 m/z 39.00 22.21%
' 70.0
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.60 1.80 2.00 2.20
m/z 41.00 20.13%
5000 70.0
41.0
27.0 ‘
"‘,m‘,"‘H""1{mHiuH"‘Hu“wH“HH,HH,HH‘MW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.60 1.80 2.00 2.20

SFAMVTR111122WMA.M Fri Nov 18 13:19:53 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 (DEL) Alkane: Cyclic1.979 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.979 1.24 ug/L 151268 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 91
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 90
3 2-Methyl-1-butene 70 C5H1e 000563-46-2 90
4 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 83
Abundance Scan 292 (1.979 min): VV029094.D\data.ms (-284) (-) m/z 54.95 100.00%
55.0

5000 70.0

w
[Le]
o

‘ 62.0 1.60 1.80 2.00 2.20 2.40
b 820 0k m/z 70.00  46.45%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0
5000 39.0 70.0 MRS EUAVE LU
270 1.60 1.80 2.00 2.20 2.40
: m/z 39.00 27.19%
o | |
‘HH‘\H{}\\H‘HH‘1H\‘\1\\‘\‘11\"\\\\‘\\\\“\\\}\H‘H.\\‘HHH\H‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
1.60 1.80 2.00 2.20 2.40
m/z 41.95 26.73%
5000 70.0
41.0
29.0
wWH"w‘MWH_m‘m,‘mwm‘!:mﬁ%"(‘)‘ml,mww
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #643: 2-Methyl-1-butene
55.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 18.75%
5000 70.0
42.0
29.0
5o e
[ T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20 2.40

SFAMVTR111122WMA.M Fri Nov 18 13:19:54 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
2.024 0.56 ug/L 67945 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene 70 C5H1e 000109-68-2 90
2 2-Butene, 2-methyl- 70 C5H1e0 000513-35-9 83
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 83
4 2-Pentene, (E)- 70 C5H1e 000646-04-8 78
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 78
Abundance Scan 306 (2.024 min): VV029094.D\data.ms (-300) (-) m/z 55.00 100.00%
55.0
5000 70.0
39.0
‘ H 1.80 2.00 2.20 2.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“H\\}\‘\\\‘\“‘\\\\‘\ m/z 79.05 49-3900
m/z--> 0 10 20 60 70 80
Abundance #633.2-Pentene
558.0
5000 L B I L LI L B
42.0 70.0 1.80 2.00 2.20 2.40
29.0 m/z 39.00 23.59%
miz--> 0 10 20 40 50 60 70 80
Abundance #651.2—Butene,24neth -
55.0
1.80 2.00 2.20 2.40
5000 m/z 40.95 21.28%
41.0 70.0
27.0
Lo 150
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.80 2.00 2.20 2.40
m/z 41.95 20.10%
5000 70.0
41.0
29.0 ‘
m/z--> 0 10 20 40 50 60 70 80 1.80 2.00 2.20 2.40

SFAMVTR111122WMA.M Fri Nov 18 13:19:55 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
2.446 2.60 ug/L 318126  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 91
2 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 90
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 90
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 87
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 86
Abundance Scan 437 (2.446 min): VV029094.D\data.ms (-421) (-) m/z 55.00 100.00%
55.0 69.0
41.0
5000 84.1
‘ 2.20 2.40 2.60 2.80
\\\‘\\\\‘\\\\‘\\\\‘\\\‘}“\\\\“M‘\\‘\‘\\‘\‘}“\\\\‘\\‘\\‘\\ m/z 69.09 97-1300
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methyl-
55.0 69.0
41.0
5000 LI L L DL NI SO A LA
210 84.0 2.20 2.40 2.60 2.80
m/z 41.00 76.04%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1710: Cyclopropane, 1-ethyl-1-methyl-
41.0
55.0
69.0 2.20 2.40 2.60 2.80
5000 27.0 m/z 56.00 59.43%
84.0
15.0 ‘
‘H%pu“HV‘_‘1M“m‘ﬂu‘wﬁ‘u_‘wq“u“m“‘
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1667: 1-Pentene, 3-methyl-
41.0 55.0 2.20 2.40 2.60 2.80
69.0 m/z 84.10 43.23%
5000 27.0
84.0
et et S N
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80

SFAMVTR111122WMA.M Fri Nov 18 13:19:56 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
2.532 0.52 ug/L 63214 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 72
2 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 64
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 59
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 58
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 42
Abundance Scan 464 (2.532 min): VV029094.D\data.ms (-457) (-) m/z 43.00 100.00%
43.0
71.0
5000
57.0
| H‘ | eso 220240260280
\\‘\\H‘\H\‘\\‘H‘\1\\“i“\\‘\‘\1\\“\‘\H‘HW\‘HH‘HH‘ m/Z 71.00 52.267%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 \/\\‘\\\\‘\\\\’\\\\‘\\\\‘/
2.20 2.40 2.60 2.80
270 570 m/z 40.95 40.08%
\\‘\\\.\‘\\\‘\“\\\\“\}\\‘\\H‘\‘\\\\l\\\\‘ﬁ?-\o‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5044: 1-Butanol, 2,3-dimethyl-
43.0
2.20 2.40 2.60 2.80
5000 710 m/z 42.00  31.61%
31.0 ‘ 55.0 ‘ 84.0
S ] Y VA Y-
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2047: Pentane, 2-methyl- L ey
43.0 2.20 2.40 2.60 2.80
m/z 57.00 23.16%
5000 71.0
27.0 57"0 86.0
- Ll 1 L. N
T e e e e R RARsEaEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.40 2.60 2.80

SFAMVTR111122WMA.M Fri Nov 18 13:19:57 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.574 1.07 ug/L 130625 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 72
2 Pentane, 3-methylene- 84 C6H12 000760-21-4 64
3 2-Pentene, 4-methyl-, (E)- 84 CeH12 000674-76-0 64

4 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 64
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 59

Abundance Scan 477 (2.574 min): VV029094.D\data.ms (-469) (-) m/z 69.00 100.00%

69.0
41.0
5000
84.0
55.0

‘ “ 2.20 2.40 2.60 2.80
H\‘\H\’\H\‘\H‘\’H\\‘\M1\’\‘\‘\\“\\\\‘\‘\\\‘\\ mZ 41.00 73.36%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1691: 2-Butene, 2,3-dimethyl-
41.0
69.0
5000

84.0 2.20 2.40 2.60 2.80
27.0 55.0 m/z 84.00 36.37%
15\'0 ‘\ Il \‘\ |
R R e R L S R RS R R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1684: Pentane, 3-methylene-
41.0 69.0
55.0 AU AR AR
2.20 2.40 2.60 2.80
5000 84.0 m/z 42.00 33.02%
27.0
HwH*‘vH*HwH*‘i*‘H*\‘*Hva‘*i”w”w”
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1705: 2-Pentene, 4-methyl-, (E)- R EARNRRESS RS
41.0 2.20 2.40 2.60 2.80
69.0 m/z 55.00 26.99%
5000
84.0
27\0 L5 AA
| il L1 L1

m/z--> 10 20 40 50 60 70 80 90 2.20 2.40 2.60 2.80

SFAMVTR111122WMA.M Fri Nov 18 13:19:58 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.944 2.38 ug/L 291665 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 91
3 1-Hexene 84 CeH12 000592-41-6 90
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 80
5 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 80
Abundance Scan 592 (2.944 min): VV029094.D\data.ms (-578) (-) m/z 55.95 100.00%
56.0
41.0
5000
69.0 84.0
‘ 2.60 2.80 3.00 3.20
et bl L m/z 41,00 71.99%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0
5000 L L BRI B R
27.0 69.0 84.0 2.60 2.80 3.00 3.20
m/z 55.00 55.52%
15.0 ‘
\\\‘\\‘\\‘\\}1‘\\\}}\‘\\\1‘\‘}‘\‘\\\‘\i\\\\‘\\‘\\‘\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl-
56.0
41.0 2.60 2.80 3.00 3.20
5000 m/z 84.00 41.93%
69.0 84.0
29.0 ‘
‘H_m_w‘l‘_m;””_h e e
miz--> 10 20 30 40 50 60 70 80 90 /\/\\ J
Abundance #1639: 1-Hexene s o AR
41.0 56.0 2.60 2.80 3.00 3.20
m/z 42.00 38.57%
5000
27.0
69.0 84.0 /k\
150 el W\M/
m/z--> 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20

SFAMVTR111122WMA.M Fri Nov 18 13:19:59 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.452 0.94 ug/L 115343  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Hexene, (Z)- 84 C6H12 007688-21-3 81
2 2-Hexene, (Z)- 84 C6H12 007688-21-3 81
3 2-Hexene 84 C6H12 000592-43-8 81
4 3-Hexene, (Z)- 84 C6H12 007642-09-3 74
5 3-Hexene, (E)- 84 C6H12 013269-52-8 74
Abundance Scan 750 (3.452 min): VV029094.D\data.ms (-733) (-) m/z 54.95 100.00%

55.0

84.0
5000 241.0
69.0

WARNVAV. .
‘ 3.20 3.40 3.60 3.80
“‘_““H““‘m\‘ﬁ‘qhu“_“‘,‘H‘uWwH,“ m/z 84.00 49.76%

miz--> 10 20 30 40 50 90
Abundance #1653: 2- Hexene (Z)

55.0

41.0 M

5000 A
27.0 84.0 3.20 3.40 3.60 3.80

69.0 m/z 40.95 38.28%

mi/z--> 10 20 30 40 50 60 70 80 90
Abundance #1650: 2-Hexene, (2)-
55.0

420 3.20 3.40 3.60 3.80
5000 27.0 m/z 42.00 37.26%

84.0
69.0
15.0
Y G | T P W
m/z--> 10 20 30 40 50 60 70 80 90 M
Abundance #1641: 2-Hexene

55.0 3.20 3.40 3.60 3.80
m/z 38.95 29.64%

5000 41.0

27.0
69.0
15.0 | \‘ il ‘ I H ‘ ‘

m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80

SFAMVTR111122WMA.M Fri Nov 18 13:20:00 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.748 0.68 ug/L 83302 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 64
2 (Z)-2-Heptene 98 C7H14 006443-92-1 59
3 1-Methylpentyl cyclopropane 126 C9H18 006976-28-9 59
4 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 59
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 50

Abundance Scan 1153 (4.748 min): VV029094.D\data.ms (-1140) (-) m/z 40.95 100.00%
41.0 57.0
5000
310 981 Do
‘ 4.40 4.60 4.80 5.00
\\‘H\\‘H\\‘H\}“l\\\i‘\\ \‘\H\“\H\‘\H\‘\\1\‘\\\\‘\\\\‘\\\\‘\\ m Z 56 95 96 540
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3736: 1-Hexene, 4-methyl-
41.0
57.0 j\
5000 w‘uu‘uu,uu‘/\\u”‘ﬂw
4.40 4.60 4.80 5.00
2rp m/z 56.00  96.46%
I Y
| L
\\‘H\\‘H\\‘H\\‘\H\‘\\ \‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3714: (Z2)-2-Heptene
41.0 560
Ve e T
4.40 4.60 4.80 5.00
5000 21.0 m/z 69.00  57.51%
98.0
70.0 ‘
‘wuhwulwu‘ww‘qw‘WHHJH‘WMKWH‘WH‘WH‘WH‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13238: 1-Methylpentyl cyclopropane ‘_““‘H‘,‘fNW“?W
41.0 56.0 4.40 4.60 4.80 5.00
m/z 54.95 40.77%
5000 70.0
27.0 84.0 98.0
H_W\:\WH;ml\WMM\Mle_wwﬁz‘ﬁ-e‘ MW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 17 1Indane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.522 0.78 ug/L 99735 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1le 000496-11-7 95
2 Indane 118 C9H1e0 000496-11-7 91
3 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 74
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
Abundance Scan 3260 (11.522 min): VV029094.D\data.ms (-3249) (- m/z 117.00 100.00%
117.0
5000
T T
39.0 62.9 91"0 " 11.50
\H\‘HH““\\“\iH“‘\‘\‘H”“\\“H“H\ ‘\\\\‘\\9\.\9‘\\\\‘\\\\2‘96\.\8\ m/Z 118.00 52.6100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 D AP :
11.50
m/z 115.00 37.02%
390 630 %0
\\].\'5\.‘()\‘\\\“.\\H\\““\‘\\\h‘\\“\\“‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
11.50
5000 m/z 91.00 14.08%
39.0 ?3.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10211: 7-Methylenecycloocta-1,3,5-triene [ ‘\/\ ‘/\/‘\M (/‘H o W”‘A
117.0 11.50
m/z 116.00 11.83%
5000 91.0
39.0
65.0
Rmama e AR Eamas —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029094.D

Acqg On : 18 Nov 2022 03:49
Operator : SY/MD

Sample : N5648-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 1.108 10.9 ug/L 1334020 1 5.613 611480 5.0
(DEL) Alkane: S 1.214 2.4 ug/L 294378 1 5.613 611480 5.0
(DEL) Alkane: S 1.413 3.3 ug/L 397674 1 5.613 611480 5.0
(DEL) Alkane: S 1.632 2.1 ug/L 253444 1 5.613 611480 5.0
(DEL) Alkane: C 1.764 3.3 ug/L 398009 1 5.613 611480 5.0
(DEL) Alkane: S 1.812 3.7 ug/L 447568 1 5.613 611480 5.0
(DEL) Alkane: S... 1.899 0.7 ug/L 81090 1 5.613 611480 5.0
(DEL) Alkane: C... 1.979 1.2 ug/L 151268 1 5.613 611480 5.0
(DEL) Alkane: S 2.024 0.6 ug/L 67945 1 5.613 611480 5.0
(DEL) Alkane: S 2.446 2.6 ug/L 318126 1 5.613 611480 5.0
(DEL) Alkane: S 2.532 0.5 ug/L 63214 1 5.613 611480 5.0
(DEL) Alkane: S 2.574 1.1 ug/L 130625 1 5.613 611480 5.0
(DEL) Alkane: S 2.944 2.4 ug/L 291665 1 5.613 611480 5.0
(DEL) Alkane: S 3.452 0.9 ug/L 115343 1 5.613 611480 5.0
(DEL) Alkane: S 4.748 0.7 ug/L 83302 1 5.613 611480 5.0
Indane 11.522 0.8 ug/L 99735 3 11.243 642877 5.0
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