LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV025777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 21  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\SFAMVTRO40822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25777.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 38 rVV 1242448 1134867 93.00% 13.278%
2 1.182 39 44 49 rVB 15185 13950 1.14% 0.163%
3 1.217 49 55 70 rBV 166178 149030 12.21% 1.744%
4 1.301 73 81 95 rVv2 858331 1220228 100.00% 14.277%
5 1.359 95 99 103 rVWW2 25916 25665 2.10% ©0.300%
6 1.391 103 109 112 rW 26799 32919 2.70% 0.385%
7 1.420 112 118 135 rVB 123346 143163 11.73% 1.675%
8 1.568 152 164 176 rVB2 119767 168407 13.80% 1.970%
9 1.635 177 185 197 rVB 163554 202875 16.63% 2.374%
10 1.770 218 227 233 rBV 216900 272062 22.30% 3.183%
11 1.815 233 241 259 rVB3 206258 379929 31.14%  4.445%
12 1.905 261 269 278 rVB 21754 28339 2.32% 0.332%
13 1.982 282 293 301 rBvV2 82474 121406 9.95% 1.421%
14 2.027 301 307 314 rVB2 17125 22415 1.84% 0.262%
15 2.111 322 333 343 rBV 135833 201443 16.51% 2.357%
16 2.352 400 408 419 rVB2 15884 25910 2.12% 0.303%
17 2.445 424 437 450 rBV6 23456 63812 5.23% 0.747%
18 2.532 459 464 472 rVB2 13273 18253 1.50% 0.214%
19 2.577 474 478 490 rVB3 10099 17420 1.43% 0.204%
20 2.764 521 536 549 rBV3 21138 44955 3.68% 0.526%
21 2.953 583 595 611 rVB5 46388 102933  8.44% 1.204%
22 3.043 612 623 642 rVB3 19929 44609 3.66% 0.522%
23  3.156 645 658 666 rBV5 8973 19279 1.58% 0.226%
24 3.224 671 679 689 rVB6 6018 13012 1.07% 0.152%
25 3.458 740 752 767 rBV7 12032 29675 2.43% 0.347%
26 3.905 879 891 917 rBvV2 42928 166817 13.67% 1.952%
27 4.352 1013 1030 1053 rBV2 102470 263717 21.61% 3.086%
28 4.757 1143 1156 1177 rBvV2 6609 20048 1.64% 0.235%
29 4.915 1193 1205 1216 rBV5 6630 13502 1.11% 0.158%
30 5.050 1231 1247 1278 rBV2 203431 538116 44.10% 6.296%
31 5.320 1321 1331 1340 rBvV3 7190 14983 1.23% 0.175%
32 5.500 1375 1387 1397 rBvVv7 5882 13382 1.10% 0.157%
33 5.619 1412 1424 1450 rBV 170608 369122 30.25% 4.319%
34 6.072 1549 1565 1581 rBV 129111 271521 22.25% 3.177%
35 6.992 1838 1851 1872 rBV2 34520 69697 5.71% 0.815%

36 7.317 1941 1952 1968 rBV 216581 376785 30.88% 4.409%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV025777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 21  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\SFAMVTRO40822WMA.M
Title : TRACE VOA SFAM1.0
37 7.394 1969 1976 1990 rVB 18765 35466  2.91% 0.415%
38 7.628 2040 2049 2058 rBV2 17637 32961 2.70% ©.386%
39 8.091 2182 2193 2229 rBV 228391 467610 38.32% 5.471%
40  8.850 2418 2429 2447 rBV 266259 441921 36.22% 5.171%
41 9.017 2473 2481 2490 rBV2 10214 15159 1.24% 0.177%
42  9.143 2511 2520 2532 rBV3 10090 20509 1.68%  0.240%
43 10.217 2843 2854 2866 rVB 88331 141774 11.62%  1.659%
44 11.249 3163 3175 3197 rBV 237445 370867 30.39% 4.339%
45 11.529 3252 3262 3281 rBV3 29462 55958 4.59% 0.655%
46 11.622 3281 3291 3314 rVB 201353 320139 26.24%  3.746%
47 12.345 3505 3516 3526 rBV5 9524 15805 1.30% ©.185%
48 17.094 4983 4993 5001 rBV2 8400 14245 1.17% ©0.167%

Sum of corrected areas: 8546660
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV025777.D\data.ms
12000001-}11

1000000
1.301
800000

600000

400000

137895 5.050 5619

635
1.4205 Loastt 4.352 6.072

1,182 90021 2. 3546872764 F09ammazass 05 [\ 4757015 | 530850

O\H‘\\H‘\ﬁ\‘uu‘\'\ﬁ \H‘\\H‘H\\/\‘ﬁu‘HH‘H'H‘HH‘HH‘HH‘HH‘HH‘H\\‘H\\‘H\\‘T\/\\T‘H\\‘\\/ﬁ/‘x\u\‘HH‘HH‘HH‘HH‘HH

‘ T
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: VV025777.D\data.ms
1200000

200000 |1.21

1000000
800000
600000

400000

2317 8.001 8.850 11.249 41 622
200000 '

10.217

o 9.007143 A 1.5
———rt; ‘ ‘ e e e e A
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV025777.D\data.ms
1200000

6.992 .3947.628

1000000

800000

600000

400000

200000

12.345 17.094
T T T ‘ T

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T
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\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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.
1.111  15.37 ug/L 1134870 1,4-Difluorobenzene 5.619

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 Cyclopropane 42 C3He 000075-19-4 7
5 Cyclopropene 40 C3H4 002781-85-3 5

Abundance  Scan 22 (1.111 min): VV025777.D\data.ms (-15) (-) m/z 41.10 100.00%

41.1
5000
M ‘ oo 1.101.201.301.401.50
T e R e e e m/z 39.00 81.88%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.401.50
m/z 42.10 61.04%
10 180 \\
H\\H\\H\H‘\H\‘\H}‘\HHHH‘HH‘HH‘HH‘ \M‘\\H‘HH‘HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
RRERE e
1.101.201.301.401.50
5000 27.0 m/z 43.05 32.72%
2.0 ‘J\-ﬁo , | |
e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane
42.0 1.101.201.301.401.50
m/z 44.05 32.55%
5000 27.0
14.0 ‘ H
il AN . |
T e e e RREEREE e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.420 1.94 ug/L 143163 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 72
2 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 72
3 2-Butene, (Z)- 56 C4H8 000590-18-1 72
4 2-Butene, (Z)- 56 C4H8 000590-18-1 68
5 2-Butene 56 C4H8 000107-01-7 64
Abundance Scan 118 (1.420 min): VV025777.D\data.ms (-112) (-) m/z 41.05 100.00%
41.0
56.0
5000
‘ 1.20 1.40 1.60 1.80
el 722 818 /s 56,05 69.89%
miz--> 0 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
1.20 1.40 1.60 1.80
28.0 m/z 39.00 44.60%
w0
\\\‘.\\\\‘\\‘\\‘\\}\‘\\\‘1‘}\\\}‘\“1\‘\’\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #210: 1-Propene, 2-methyl-
41.0
1.20 1.40 1.60 1.80
5000 56.0 m/z 55.05  32.20%
28.0
20 380 L il
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #203: 2-Butene, (2)-
41.0 1.20 1.40 1.60 1.80
m/z 53.05 14.57%
56.0
5000
28.0
sso il NN Wi
m/z--> 0O 10 20 30 40 50 60 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\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.635 2.75 ug/L 202875 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 37
5 1-Butanesulfonyl chloride 156 C4H9C102S 002386-60-9 10
Abundance Scan 185 (1.635 min): VV025777.D\data.ms (-177) (-) m/z 43.10 100.00%
43.
57.1
5000
‘ ‘ 721 1.40 1.60 1.80 2.00
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\}‘\\\‘“\‘\‘\}’\\\\“\‘\\\‘\ m/z 42.05 85.6600
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 41.10 83.97%
72.
15.0 ‘ AL | 1 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\
miz-> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0 1.40 1.60 1.80 2.00
5000 210 m/z 57.10  68.20%
15.0
72.0
““2:9"_;‘H_‘H_m; :Hiuu‘!;,”wluw
m/z--> 0 10 20 30 40 50 60 70 80 ﬂA
Abundance #752: 3-Buten-1-ol AT\ & N A NS
42.0 1.40 1.60 1.80 2.00
31.0 m/z 39.00 26.93%
5000
57.0 72.0
190 il
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\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.770 3.69 ug/L 272062 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H1e 000109-67-1 70
2 1-Pentene 70 C5H10 000109-67-1 68
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 64
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 64
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 62
Abundance Scan 227 (1.770 min): VV025777.D\data.ms (-218) (-) m/z 42.05 100.00%
42.0
55.0
5000 700
1.40 1.60 1.80 2.00
e perr e e e 292 m/z 55.05  79.55%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #631: 1-Pentene
42.0
55.0
5000
27.0 70.0 1.40 1.60 1.80 2.00
m/z 70.05 51.29%
15.0 ‘
\\\‘\\‘\\‘\\11‘\\\}} ‘\\\"\‘\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #629: 1-Pentene
42.0 j\&
R R
55.0 1.40 1.60 1.80 2.00
m/z 41.05 48.56%
5000 0.0 /
29.0
15.0 i \‘\ | Ll .
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #662: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.40 1.60 1.80 2.00
m/z 39.00 42.21%
5000 42.0 70.0
27.0
15.0
“W‘WH“ﬂl‘Hu\MuH;JH“H‘wp"w“u“u“
m/z--> 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
1.815 5.15 ug/L 379929 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene 70 C5H10 000109-68-2 64
2 1-Butene, 3-methyl- 70 C5H10 000563-45-1 58
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 50
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 49
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 46
Abundance Scan 241 (1.815 min): VV025777.D\data.ms (-233) (-) m/z 55.05 100.00%
43.1 58.0
5000
70.1
- ‘ ‘ 62.0 1771 1.40 1.60 1.80 2.00 2.20
e e et e m/z 43,10 88.73%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #630: 2-Pentene
55.0
5000 ‘\\\\’M\\\‘\\\\‘\\
42.0 70.0 1.40 1.60 1.80 2.00 2.20
29.0 m/z 42.10 67.98%
15.0 1\\\‘\\\;‘\MHMH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #648: 1-Butene, 3-methyl-
55.0
1.40 1.60 1.80 2.00 2.20
5000 270 399 m/z 41.10 62.61%
70.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #659: Cyclopropane, 1,1-dimethyl-
55.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 42.83%
5000 39.0 70.0
27.0
15.0 ‘
‘_meuuuwuﬂﬂwuwmwuuﬁmﬂw:mwumwmﬁuwuwuwu
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
1.982 1.64 ug/L 121406  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
3 2-Pentene 70 C5H1e 000109-68-2 86
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 83
5 2-Methyl-1-butene 70 C5H10 000563-46-2 83
Abundance Scan 293 (1.982 min): VV025777.D\data.ms (-282) (-) m/z 55.05 100.00%
55.0
5000 70.1
39.0
‘ ‘ 62.9 1.60 1.80 2.00 2.20 2.40
H‘\H\‘H\\‘HH‘HH‘\H\‘\\H‘\‘\l\}\\h‘HHHHW‘ \‘H\‘H‘\‘\iu‘\‘uhu‘uu‘u ITI/Z 70.10 43.2300
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #642: 2-Pentene, (E)-
55.0
1L
5000 T T T T
39.0 0.0 1.60 1.80 2.00 2.20 2.40
20.0 m/Z 39.00 35.85%
H‘\H\‘\\]\_?‘\9\‘\\\\‘}!}!‘H\\‘\”\}Hhﬁgl\q\i!l 1\\?%.\(\)‘\}\}“\\\‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0
1.60 1.80 2.00 2.20 2.40
5000 70.0 m/z 42.05 34.62%
41.0
29.0
wm‘m“m,m“!‘!_wm!{mwuih!l 1‘”?%}91‘1‘1”“””‘”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #633: 2-Pentene A
55.0 1.60 1.80 2.00 2.20 2.40
m/z 41.05 25.40%
5000 42.0 70.0
29.0
150"0
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.445 0.86 ug/L 63812 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 87
2 Pentane, 3-methylene- 84 C6H12 000760-21-4 81
3 Cyclopropane, 1l-ethyl-1-methyl- 84 C6H12 053778-43-1 76
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 62
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 58
Abundance Scan 437 (2.445 min): VV025777.D\data.ms (-424) (-) m/z 41.05 100.00%
410 551 69.0
5000 84.1 /\M
e AREssEaREEEE N AT
‘ ‘ 2.20 2.40 2.60 2.80
\\\‘H\\‘\H\‘\\\\|\\\‘\}\\\\“\1\\‘\‘\”4\\\\“\\\\‘\\ m/Z 55.10 99.9400
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 uu‘uu,/\\d‘quu‘\u/
210 84.0 2.20 2.40 2.60 2.80
m/z 69.00 97.02%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1677: Pentane, 3-methylene-
41.0 69.0 A
55.0 ISP WVANA
2.20 2.40 2.60 2.80
5000 27.0 84.0 m/z 56.00 62.14%
15.0 ‘
S o1 MO OO N
m/iz--> 0 10 20 30 40 50 60 70 80 90 /\
Abundance #1710: Cyclopropane, 1-ethyl-1-methyl- A%¥ﬁW“‘W“$ﬁ“H“‘
41.0 2.20 2.40 2.60 2.80
55.0 69.0 m/z 43.05 50.94%
5000 27.0
84.0
15.0 ‘
‘H%PH“HV‘_‘1M“m‘ﬂu‘wﬁ‘u_“q“u“u““ e
m/z--> 0 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.764 0.61 ug/L 44955  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 59
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 50
Abundance Scan 536 (2.764 min): VV025777.D\data.ms (-521) (-) m/z 57.10 100.00%
57.1
41.0
5000
e R LR
‘ | 70 g60 2.40 2.60 2.80 3.00
bl el SR e m/z 56.10 95.50%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0 /\
5000 \‘\\/\\\A\‘\\\\‘\\\\‘\\\\‘\
270 2.40 2.60 2.80 3.00
m/z 41.00 62.46%
o \“ |, 70 880
\H‘HH‘HH‘\H\‘HHi\H\‘\‘\\\‘HH‘\H\‘H}\‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2043: Pentane, 3-methyl-
57.0
R BARRaEEEESEE
2.40 2.60 2.80 3.00
5000 41.0 m/z 43.00  24.08%
27.0
) T30 seo
T T T T P e T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 A
Abundance #14583: Hexane, 2,2,3-trimethyl- o EAARUmaSaEEEESEE
57.0 2.40 2.60 2.80 3.00
m/z 39.10 18.92%
5000 41.0
27.0 o
80 130 AN U
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.40 2.60 2.80 3.00

SFAMVTRO40822WMA.M Mon May @9 06:07:38 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
2.953 1.39 ug/L 102933  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 74
2 1-Hexene 84 C6H12 000592-41-6 68
3 1-Hexene 84 C6H12 000592-41-6 64
4 1-Hexene 84 C6H12 000592-41-6 58
5 Cyclohexane 84 C6H12 000110-82-7 50
Abundance Scan 595 (2.953 min): VV025777.D\data.ms (-583) (-) m/z 41.00 100.00%
41.0 56.1
5000
69.0 84.1

2.60 2.80 3.00 3.20
el m/z 56,18 95.27%

miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0
5000 270 690 \J\\A\‘HH‘HH‘HH‘HH‘/\
Y sa0 2.60 2.80 3.00 3.20
m/z 54.95 58.86%
15.0
\\\‘\\\\‘\{‘\\‘\\11‘\\\\l\‘\\\“{‘}‘\‘\\\‘\i\\\\‘\\‘\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1640: 1-Hexene
410 560 IV\W
“H‘W‘H“H‘w‘u“
27.0 2.60 2.80 3.00 3.20
5000 m/Z 38.95 53.95%
84.0
69.0
15.0 ‘
H‘%Q‘w‘ﬁ‘_‘w,u‘:k‘upﬂ‘w“u,u‘w‘u‘_‘
m/iz--> 0O 10 20 30 40 50 60 70 80 90 \JW\ /\ﬁ ,AJ
Abundance #1639: 1-Hexene TRt
41.0 56.0 2.60 2.80 3.00 3.20

m/z 42.00 48.02%

5000
27.0
o 840 JL
15.0 \‘ | Ll

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\V‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 2-Ethyl-oxetane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.043 0.60 ug/L 44609 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 90
2 n-Hexane 86 C6H14 000110-54-3 78
3 n-Hexane 86 C6H14 000110-54-3 78
4 n-Hexane 86 C6H14 000110-54-3 56
5 1-Butanol 74 C4Hl1le0 000071-36-3 43

Abundance Scan 623 (3.043 min): VV025777.D\data.ms (-612) (-) m/z 57.10 100.00%

57.1
41.0
5000
86.1 LY VAN S S S
‘ ‘ 711 2.80 3.00 3.20 3.40
el T m/z 41,00 63.03%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0
5000 LI L B BRI SO RN BB
2.80 3.00 3.20 3.40
29.0 86.0 m/z 56.05 51.55%
‘ ‘ | \ 71\'0
h | | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0 SAWS R VN WOwiN
29.0 2.80 3.00 3.20 3.40
5000 m/z 43.00 46.67%
150 ‘ 86.0
71.0
"“2:9""“H"‘11""‘;‘;"‘m_m,mwuw
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0 2.80 3.00 3.20 3.40
m/z 41.95 32.18%
29.0
5000
86.0
15‘.0 ‘ 71.0
| | | |
A L e A
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV@25777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.529 0.75 ug/L 55958 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 3262 (11.529 min): VV025777.D\data.ms (-3252) (- | m/z 57.10 100.00%
57.1
70.1 83.0
‘ ‘ “ ‘ 980 1171 11,50
el ol mjz 4l.e0 39.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
!‘/\’\"/\r\/\/\ AM
5000 ‘
41.0 11.50
270 ‘ 70.0 83.0 . m/z 55.10 36.23%
\\‘HH‘\H‘\“\H\“l\H‘\\J\‘\H\‘!HH‘\‘1\\’\\\‘1‘\\\].\]‘-\2\\0\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
A/\/\mﬂ‘h Aph‘ Y A ‘nm(‘”
11.50
5000 m/z 43.10 29.01%
43.0
29.0 70.0 83.0
N S Y:
R R L A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15694: 1-Hexanol, 2-ethyl- By sl Aronelid
57.0 11.50
m/z 70.10 27.57%
5000
70.0 83.0
98.0
,1120, S A PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV025777.D

Acqg On : 02 May 2022 19:39
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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.. 1.111 15.4 ug/L 1134870 1 5.619 369122 5.0
(DEL) Alkane: S.. 1.420 1.9 ug/L 143163 1 5.619 369122 5.0
(DEL) Alkane: S.. 1.635 2.8 ug/L 202875 1 5.619 369122 5.0
(DEL) Alkane: S... 1.770 3.7 ug/L 272062 1 5.619 369122 5.0
(DEL) Alkane: S.. 1.815 5.2 ug/L 379929 1 5.619 369122 5.0
(DEL) Alkane: S.. 1.982 1.6 ug/L 121406 1 5.619 369122 5.0
(DEL) Alkane: S.. 2.445 0.9 ug/L 63812 1 5.619 369122 5.0
(DEL) Alkane: S.. 2.764 0.6 ug/L 44955 1 5.619 369122 5.0
(DEL) Alkane: S.. 2.953 1.4 ug/L 102933 1 5.619 369122 5.0
2-Ethyl-oxetane 3.043 0.6 ug/L 44609 1 5.619 369122 5.0
1-Hexanol, 2-et... 11.529 0.8 ug/L 55958 3 11.249 370867 5.0
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