LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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@25776.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 rBV 1272381 1181140 95.57% 13.780%
2 1.182 39 44 49 rvv 21056 18846 1.52% 0.220%
3 1.217 49 55 69 rVW 156040 140626 11.38% 1.641%
4 1.301 73 81 95 rVW2 866922 1235936 100.00% 14.419%
5 1.359 95 99 104 rw 25990 26345 2.13% 0.307%
6 1.391 104 109 112 rW 22389 26068 2.11% 0.304%
7 1.420 112 118 129 rVB 124871 140682 11.38% 1.641%
8 1.568 152 164 176 rVB2 118305 163438 13.22% 1.907%
9 1.635 177 185 198 rBV 160978 203377 16.46% 2.373%
10 1.770 217 227 233 rBV 233726 290704 23.52% 3.391%
11 1.812 233 240 259 rVW3 208799 388757 31.45%  4.535%
12 1.902 261 268 278 rVB 21622 28539 2.31% 0.333%
13 1.982 283 293 301 rBV 83177 120641 9.76% 1.407%
14 2.027 301 307 316 rVB2 18242 24681 2.00% 0.288%
15 2.111 322 333 344 rBV 137968 204851 16.57%  2.390%
16 2.352 400 408 420 rVB2 11078 18381 1.49% 0.214%
17 2.449 420 438 446 rBv4 23379 55985 4.53% 0.653%
18 2.532 456 464 472 rVV2 14547 24395 1.97% 0.285%
19 2.577 473 478 498 rVB5 10867 22611 1.83% 0.264%
20 2.767 524 537 554 rVB3 21558 43783 3.54% 0.511%
21  2.953 581 595 611 rVB5 49347 109365 8.85% 1.276%
22 3.040 613 622 642 rVB4 22289 47843 3.87% 0.558%
23 3.153 645 657 666 rBv9 8334 18373 1.49% 0.214%
24  3.458 738 752 765 rBV7 12320 30438 2.46%  0.355%
25 3.902 877 890 932 rBV2 47354 189690 15.35%  2.213%
26 4.352 1013 1030 1052 rBV2 99090 257251 20.81% 3.001%
27  4.912 1192 1204 1221 rVB6 7796 18226 1.47% 0.213%
28 5.050 1229 1247 1280 rBV3 206153 545719 44.15% 6.367%
29 5.326 1322 1333 1341 rBV6 6039 13008 1.05% 0.152%
30 5.381 1342 1350 1373 rVB6 11969 31243 2.53% 0.364%
31 5.493 1377 1385 1397 rBvV8 6426 13795 1.12% 0.161%
32 5.619 1410 1424 1454 rBV 160708 351773 28.46% 4.104%
33  6.069 1550 1564 1594 rBV 124103 273561 22.13%  3.191%
34 6.992 1835 1851 1871 rBV2 35557 73021 5.91% ©.852%
35 7.317 1941 1952 1968 rBV 216262 384057 31.07% 4.481%
36 7.394 1968 1976 1989 rVB 20994 39043 3.16% 0.455%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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 7.628 2041 2049 2067 rBv2 17992 38000 3.07% 0.443%
38 8.088 2183 2192 2222 rBV 227621 454558 36.78% 5.303%
39 8.853 2418 2430 2449 rBV 256572 421144 34.07% 4.913%
40 9.017 2473 2481 2491 rBV2 9240 15494 1.25% 0.181%
41 9.143 2512 2520 2533 rBV2 11057 19023 1.54% 0.222%
42 10.217 2841 2854 2869 rBV 85676 139192 11.26% 1.624%
43 11.249 3165 3175 3189 rBV 217660 342078 27.68% 3.991%
44 11.529 3252 3262 3274 rBV2 25102 44822 3.63% ©.523%
45 11.622 3281 3291 3311 rVB 207764 324169 26.23% 3.782%
46 12.345 3508 3516 3532 rVB7 10656 16984 1.37% ©0.198%

Sum of corrected areas: 8571656
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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: VV025776.D\data.ms
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Abundance TIC: VV025776.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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  16.79 ug/L 1181140  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 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance  Scan 22 (1.111 min): VV025776.D\data.ms (-15) (-) m/z 41.10 100.00%

41.1
5000
M ‘ oo 1.101.201.301.401.50
58. 9
T e e e e m/z 39.00 82.93%
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 61.39%
10 180 \\
H\\H\\‘}\\\‘\H\‘\H}‘\HHHH‘HH‘HH‘HH‘ \M‘HH‘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
RRERR R e
1.101.201.301.401.50
5000 27.0 m/z 44.05 31.95%
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 RRRAEEEREREEEENsEEE
42.0 1.101.201.301.401.50
m/z 43.05 31.62%
5000 27.0
14.0 ‘ H
il AN . |
T e 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 : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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 2.00 ug/L 140682 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 83
2 1-Butene 56 C4H8 000106-98-9 80
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 72
4 1-Butene 56 C4H8 000106-98-9 72
5 2-Butene, (Z)- 56 C4H8 000590-18-1 68
Abundance Scan 118 (1.420 min): VV025776.D\data.ms (-112) (-) m/z 41.05 100.00%
41.0
56.0
5000
1.20 1.40 1.60 1.80
‘H,mwm_m_HMHml‘;‘\m”ﬂzﬁ?w m/z 56.05 68.38%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #199: 1-Butene
41.0
5000 LN L L L L B B
56.0 1.20 1.40 1.60 1.80
28.0 m/z 39.00 43.15%
miz-> 0 10 20 30 40 50 60 70 80
Abundance #198: 1-Butene
41.0
1.20 1.40 1.60 1.80
m/z 55.10  32.32%
5000 56.0
28.0
20 150 H 1] PR m‘
H‘,‘H“‘H“‘H T T
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #208: 1-Propene, 2-methyl-
41.0 1.20 1.40 1.60 1.80
m/z 53.05 13.64%
5000 56.0
28.0
ST N
m/z--> 0 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 : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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 2.89 ug/L 203377 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 91

3 Pentane 72 C5H12 000109-66-0 37

4 3-Buten-1-ol 72 C4H80 000627-27-0 28

5 1-Pentene 70 C5H10 000109-67-1 25

Abundance Scan 185 (1.635 min): VV025776.D\data.ms (-177) (-) m/z 43.05 100.00%

43.0
57.0
5000
72.1 1.40 1.60 1.80 2.00

T T T T T

mfz--> 0 10 20 30 40 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000

29.0 1.40 1.60 1.80 2.00
m/z 41.05 80.71%

72.
15.0 ‘ ‘ ! J 0
TTT ‘ TTTT ‘ TTTT ‘ TT 1T ‘ T T ‘ T ‘ TTTT ‘ TTTT ‘ T ‘ TTT
mi/z--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0

1.40 1.60 1.80 2.00
270 57.0
5000 . ITI z 57.05 71.93%
15.0
72.0
m/z--> 0 10 20 30 40 50 60 70 80 AA
Abundance #809: Pentane Amwuu_m_uwu
43.0 1.40 1.60 1.80 2.00
m/z 56.10 25.08%
5000
57.0
2.0 ‘ 72.0
m/z--> 0 10 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 : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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 4.13 ug/L 290704  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 81
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 78
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 78
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 74
5 1-Pentene 70 C5H10 000109-67-1 68
Abundance Scan 227 (1.770 min): VV025776.D\data.ms (-217) (-) m/z 42.05 100.00%
42.0
55.0
70.1
5000
1.40 1.60 1.80 2.00
e i s 788 sz 55,05 81.07%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #629: 1-Pentene
42.0
55.0
5000
700 1.40 1.60 1.80 2.00
29.0 m/z 70.10 51.83%
150 ‘\\\‘\‘\\‘\‘\\\\“\\\\‘\\\\
miz-> 0 10 30 40 50 60 70 80
Abundance #657 Cydopropane ethyl-
42.0
AL A RET
55.0 1.40 1.60 1.80 2.00
5000 m/z 41.10 49.91%
27.0 70.0
oo Al
\H‘HH‘HH‘HH‘HM‘ L e
m/iz--> 0 40 50 60 70 80
Abundance #656: Cydopropane ethyl-
42.0 1.40 1.60 1.80 2.00
m/z 39.00 42.26%
5000 58.0
27.0
70.0
15.0 ‘
‘H““W‘J‘w“llw‘wllM“yﬁ““u“‘u““u
m/z--> 0O 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 : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.812 5.53 ug/L 388757 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 72
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 64
Abundance Scan 240 (1.812 min): VV025776.D\data.ms (-233) (-) m/z 43.10 100.00%
43.1
5000 55.1 L /\_J\

R EEEaRREEEE S

‘ ‘ 72.1 1.40 1.60 1.80 2.00 2.20
m_‘H_‘H‘mWH:;mwum??:s?ﬂm_H m/z 42.10  64.02%

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

Abundance #809: Pentane

43.0
5000
1.40 1.60 1.80 2.00 2.20
m/z 41.10 56.68%
27.0 570 ., /
H\‘HH‘:\L?;Q‘H\“}“\H\“i\}\\‘\‘\u\|\\\\‘\‘\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 ITI/Z 55.10 45 .84%
27.0
57.0 72.0
150 | | |
LA e e s L R
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 26.83%
5000
27.0
57.0
72.0
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\VVv050222\
Data File : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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: Cyclic1.982 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.982 1.71 ug/L 120641 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 87
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 87
3 2-Pentene 70 C5H10 000109-68-2 86
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 86
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
Abundance Scan 293 (1.982 min): VV025776.D\data.ms (-283) (-) m/z 55.05 100.00%
55.0
5000
42.0 701
‘ | ea0y| 760 1.60 1.80 2.00 2.20 2.40
e e e e M/Z 70,18 39.61%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #658: Cyclopropane, 1,1-dimethyl-
55.0
5000 390 /\\‘HH‘HH’HH‘HH‘H
70.0 1.60 1.80 2.00 2.20 2.40
27.0 m/z 42.05 34.52%
wo
\\‘H\\‘H\\}H\\‘H\\‘1\}\‘HH‘\{E\}HH‘HHH\H}\\\‘H-H‘HH‘HH‘HH‘HH‘\
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #639: 2-Pentene, (Z)-
55.0
R E s Rammana e e
1.60 1.80 2.00 2.20 2.40
5000 42.0 m/z 39.00 34.35%
' 70.0
29.0
lE,\.O \‘\ “‘\ M‘\‘ 63.0“
rr T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #633: 2-Pentene
55.0 1.60 1.80 2.00 2.20 2.40
m/z 41.05 23.62%
5000 42.0 70.0
29.0
S B O 1| SOOI . R A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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 : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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.
2.449 0.80 ug/L 55985 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 90
2 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 76
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 72
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 68
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 59
Abundance Scan 438 (2.449 min): VV025776.D\data.ms (-420) (-) m/z 55.10 100.00%
411 551 69.1
5000
84.0 /
PR e R A
‘ ‘ 2.20 2.40 2.60 2.80
\\\‘\\\\‘\\\\‘\\\\‘\\\‘1}\\‘\\i“\‘\\‘\‘\‘\w‘\‘“\‘\\‘\“\”\\\‘\\ m/z 41.19 98.2600
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methyl-
55.0 69.0
41.0 M J\
5000 LI L R B L IR B
210 84.0 2.20 2.40 2.60 2.80
m/z 69.10 88.37%
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1710: Cyclopropane, 1-ethyl-1-methyl-
41.0 j\/\
55.0 69.0 ‘m@_‘u‘u‘w‘mAw‘
’ 2.20 2.40 2.60 2.80
5000 27.0 m/z 56.00 54.60%
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 #1677: Pentane, 3-methylene- A¥¥ﬁ““‘_““u““‘
41.0 69.0 2.20 2.40 2.60 2.80
55.0 m/z 39.00 51.46%
5000 210 84.0
15.0 ‘
S 1 S ] N N A RS
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 : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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 12
R.T. EstConc Area Relative to ISTD R.T.
2.767 0.62 ug/L 43783  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 53
Abundance Scan 537 (2.767 min): VV025776.D\data.ms (-524) (-) m/z 57.10 100.00%
57.1
41.0
5000
\‘\\\\‘\\\\‘\\\\’\\\\“\
“ ‘ ‘ 69‘.‘1 86.0 2.40 2.60 2.80 3.00 .
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘H\H 1“\\\‘\i\\\\‘\‘\”1\‘\\\ m/Z 56.10 93.52%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0
29.0 41.0
5000 L L L N B B I
2.40 2.60 2.80 3.00
m/z 41.00 68.99%
om0 ||| om0 w
\\\‘\\\\‘\\\\‘\\}\‘\\\\i\\\\‘\‘\\\‘\\\\‘\\\\‘\\}\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0
S e
29.0 41.0 2.40 2.60 2.80 3.00
5000 m/z 43.00 28.14%
15.0 “ | 710 g6.0
. | | il LA |
R R B e A e B
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl- R ARREaRA R S
57.0 2.40 2.60 2.80 3.00
m/z 38.95 17.72%
41.0
5000 29.0
‘ ‘ A 71.0 g0
L L iy e B B e s e B e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050222\
Data File : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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 1.55 ug/L 109365 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene 84 C6H12 000592-41-6 76
2 1-Hexene 84 C6H12 000592-41-6 58
3 1-Hexene 84 C6H12 000592-41-6 58

4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 58
5 2-Hexene, (Z)- 84 C6H12 007688-21-3 50

Abundance Scan 595 (2.953 min): VV025776.D\data.ms (-581) (-) m/z 56.05 100.00%

41.0 56.0
5000
84.1
L, /\

2.60 2.80 3.00 3.20
\\\‘\\\\‘\\\\‘\\\\‘\\\‘1}\\\\}‘\‘!‘\‘\\\‘\‘\‘\\\‘\\\\‘\\ mz 4106 99750

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1640: 1-Hexene
41.0 56.0
27.0 \/V\M

5000 e e
2.60 2.80 3.00 3.20
84.0

m/z 55.10 60.33%

69.0

15.0 ‘
\\\‘2\0\\\‘\\‘\\‘\\1!‘\\\}}\\\\“\‘1 \‘\\\‘\‘\\\\‘\\‘\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1639: 1-Hexene
413.0 56.0

2.60 2.80 3.00 3.20

5000 ITI z 38.95 54.80%
27.0
60.0 840
S N
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1642: 1-Hexene wmwm‘mwm_
410 56.0 2.60 2.80 3.00 3.20

m/z 42.00  48.95%

27.0
5000 84.0 J\/\
150 | b ol 890 | UA\\ M

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 : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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 10
R.T. EstConc Area Relative to ISTD R.T.
3.040 0.68 ug/L 47843  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 87
2 n-Hexane 86 C6H14 000110-54-3 80
3 n-Hexane 86 C6H14 000110-54-3 64
4 n-Hexane 86 C6H14 000110-54-3 50
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 622 (3.040 min): VV025776.D\data.ms (-613) (-) m/z 57.10 100.00%

57.1
41.0
5000
86.1 LSV PIIY A N
“ ‘ 67.2 2.80 3.00 3.20 3.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\w\\“\\\‘\“\\\\‘\\‘\\‘\\\ m/z 41.09 68.2600
ml/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0 NA
5000 LI L L L L B AL L B
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.05 55.79%
‘ ‘ | \ 71\'0
M | I |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0 /\
R BRRRAN
23.0 2.80 3.00 3.20 3.40
5000 ITI/Z 56.05 49, 29%
86.0
71.0 ‘
Ly |
A o R RRRRRY
m/z--> 0O 10 20 30 40 50 60 70 80 90 ]\
Abundance #2040: n-Hexane AR EE L R
57.0 2.80 3.00 3.20 3.40
43.0 m/z 42.05 35.67%
29.0
5000
150 ‘ 86.0 /\
71.0
"":""‘“""‘11""w“;"m:_m‘hmw!wm el A S
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 : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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 11
R.T. EstConc Area Relative to ISTD R.T.
11.529 0.66 ug/L 44822 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 80
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

Abundance Scan 3262 (11.529 min): VV025776.D\data.ms (-3252) (- m/z 57.10 100.00%

57.1
5000 41.0
70.1 83 1

‘ M 981 117.1 11.50
H_‘H‘H‘w‘quu‘_uu‘wam‘w‘u‘“‘ﬂ_‘u‘mﬂw‘u m/z 41.00  40.93%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 m/kmwm Doaf " !
11.50
700 830 m/z 43.10  33.54%
M\ Lm0
\\‘HH‘\H\[\H\‘HH‘!H\‘\HHHH‘\\H’\H\‘HHMH\’\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
11.50
m/z 55.00 32.41%
5000 41.0
27.0 70.0 830 060
wH_H‘W‘WM1‘H_H‘;‘w‘!mH_‘m,m\]HH?:?,W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #15695: 1-Hexanol, 2-ethyl- woll g g ey g 2
57.0 11.50

m/z 70.10  25.28%

5000
43.0
29.0 7W)%0 %o
15.0 \“ | “ d 112.0 ! I Ll

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 : VV025776.D

Acqg On : 02 May 2022 19:15
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 20 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 16.8 wug/L 1181140 1 5.619 351773 5.0
(DEL) Alkane: S.. 1.420 2.0 ug/L 140682 1 5.619 351773 5.0
(DEL) Alkane: S.. 1.635 2.9 ug/L 203377 1 5.619 351773 5.0
(DEL) Alkane: S.. 1.770 4.1 ug/L 290704 1 5.619 351773 5.0
(DEL) Alkane: S.. 1.812 5.5 ug/L 388757 1 5.619 351773 5.0
(DEL) Alkane: C.. 1.982 1.7 ug/L 120641 1 5.619 351773 5.0
(DEL) Alkane: S.. 2.449 0.8 ug/L 55985 1 5.619 351773 5.0
(DEL) Alkane: S.. 2.767 0.6 ug/L 43783 1 5.619 351773 5.0
(DEL) Alkane: S.. 2.953 1.6 ug/L 109365 1 5.619 351773 5.0
2-Ethyl-oxetane 3.040 0.7 ug/L 47843 1 5.619 351773 5.0
1-Hexanol, 2-et... 11.529 0.7 ug/L 44822 3 11.249 342078 5.0
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