Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
: VN@70172.D

. 20

JC/MD

: M5039-08

: 17 Dec 2021 18:44

5.00mL/MSVOA_N/WATER
Sample Multiplier: 1

Parameters:

RTE
ON

01

0.2

. 0

Peak separation: 5

Method
Title

Signal

RTEINT.P

: TIC: VNO70172.D\data.ms

peak R.T. first

# min

.982
.956
.385
.618
.399

O 00N O
auviuv bhw

.699
.147
.091
.461
.539

iy
w
00 00 00N O

16
17
18
19
20

.968
.459
.974
10.204
10.239

O O 0

21
22
23
24
25

10.443
10.510
11.089
11.618
11.747

26
27
28
29
30

11.
11.

846
958
12.283
12.578
12.731

31
32
33
34
35

12.
12.
13.
13.
13.

921
986
061
222
372
36

13.704

82N120221W.M

scan

680

727
1064
1243
1320
1620

1736
1899
2259
2388
2430

2582
2779
2961
3046
3068

3137
3160
3370
3574
3620

3659
3697
3810
3937
3989

4061
4087
4120
4172
4219

4344

706

743
1106
1266
1353
1644

1756
1923
2275
2413
2442

2602
2785
2977
3063
3076

3152
3177
3393
3590
3638

3675
3717
3838
3948
4005

4076
4100
4128
4188
4244

4368

last
scan

726

785
1130
1315
1435
1660

1781
1975
2293
2429
2455

2634
2801
2987
3067
3095

3160
3211
3401
3619
3658

3696
3742
3856
3968
4019

4087
4107
4146
4214
4277

4396

PK

rVB
rBv
rVB
rvVB
rBv2

rBv4
rVB
rBv4
rBv2
rBv

rBv3
rvB2
rBv
rBv
rvVB

rBv
rVB5
rBv
rvB
rBv2

rBv3
rBv7
rBvV5
rVB

rBv5

rBv

rBv2
rvB2
rBv2
rBv3

rBv2

Thu Dec 23 03:42:16

peak corr.

height area
9087971 14343512
10467163 24252706
2528836 6106340
5930201 14319099
3170495 8408862
1361005 3789237
2900832 10294343
2109088 7279642
17786459 63623756
1221153 3974575
1617147 6701597
5247825 15756428
3413013 8760072
33331460 79754362
9321446 19899386
2914553 7457010
2136754 3896151
3656375 7021589
3623023 6078594
8850638 16317846
3097371 5767972
108790938 259598878
1962104 4185074
4570883 10268609
10306183 19436714
69965276 136342382

164513894 376070531
131784924 259677432

10858210
4462536

17380647
66199929
48550054
45884554

116856100 215159935

51896711

2021

Filtering: 5

Min Area:
Max Peaks:
Peak Location:

18481118
8085817

28676310
118806798
79187750
78940790

94975795

100
TOP

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

corr.
% max.

3.81%
6.45%
1.62%
3.81%
2.24%

1.01%
2.74%
1.94%
16.92%
1.06%

1.78%
4.19%
2.33%
21.21%
5.29%

.98%
.04%
.87%
.62%
.34%

AP RRPR

1.53%
69.03%

1.11%

2.73%
5.17%

36.25%

100.00%
69.05%
4.91%

2.15%

7.63%
31.59%
21.06%
20.99%

57.21%

25.25%

3 % of largest Peak

% of

total

0.617%
1.044%
0.263%
0.616%
0.362%

0.163%
0.443%
0.313%
2.738%
0.171%

0.288%
0.678%
0.377%
3.432%
0.856%

0.321%
0.168%
0.302%
0.262%
0.702%

0.248%
11.171%

0.180%

0.442%
0.836%

5.867%
16.183%
11.174%
0.795%
0.348%

1.234%
5.112%
3.408%
3.397%
9.259%

4.087%




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VN©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/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: 0.2 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_N\methods\82N120221W.M
Title : SW846 8260

37 13.876 4421 4432 4468 rVB4 39839491 88250892 23.47%  3.798%
38 14.064 4488 4502 4515 rVB2 4289963 8099070 2.15% ©.349%
39 14.131 4515 4527 4533 rBV 5779175 9507818 2.53% 0.409%
40 14.217 4548 4559 4572 rVB 10723856 16621960 4.42% 0.715%

41 14.327 4590 4600 4621 rVB2 8589689 14568699 3.87% ©.627%
42 14.458 4638 4649 4662 rVB 3039865 4956591 1.32% 0.213%
43 14.538 4664 4679 4686 rBV 6803536 10970917 2.92% 0.472%
44 14.579 4686 4694 4705 rVB 9119109 14064535 3.74%  ©.605%
45 14.809 4769 4780 4791 rBV 6599234 10268610 2.73%  0.442%

46 14.930 4806 4825 4839 rBV3 12188908 26091452 6.94% 1.123%
47 15.083 4869 4882 4900 rBV2 2566091 4661584 1.24%  0.201%
48 15.196 4901 4924 4934 rBV5 2161649 5597628 1.49% 0.241%
49 15.314 4953 4968 4997 rVB4 2029826 4985779 1.33% 0.215%
50 15.504 5022 5039 5059 rVB2 27317066 52513601 13.96% 2.260%

51 16.617 5437 5454 5486 rVB 4815132 10999924 2.92% 0.473%

Sum of corrected areas: 2323856072

82N120221W.M Thu Dec 23 03:42:16 2021 Page: 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M5039-08
: 5.00mL/MSVOA_N/WATER
. 20

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\

: VNO70172.D
: 17 Dec 2021 18:44

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.6e+08

1.4e+08
1.2e+08
le+08
8e+07
6e+07
4e+07
2e+07

0
Time--> 2

TIC: VNO70172.D\data.ms

5.618
2.440 3.132

3.508370% 8838>

L L L L DL L B B R A I

4.956 5.385 6.399 6.699

L L L I I L L L L B L L L L B B B

.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 6.60 6.80

Abundance
1.6e+08

1.4e+08

1.2e+08

1le+08

8e+07

6e+07

4e+07

2e+07

TIC: VNO70172.D\data.ms

10.510

11.8

8.968 11.089

0
Time-->

9.459
— — — T ‘ ‘ o
9.00 9.50

9.9741%%%910.4 3
A

10.00

10.50 11.00

Abundance
1.6e+08

1.4e+08

1.2e+08

1le+08

8e+07

6e+07

4e+07

2e+07

0

TIC: VNO70172.D\data.ms

12.283
13.372

13.704
13.876

15.504

Time-->

146%%376334@%5%?14"361%2.03@%14 L

‘ T T T ‘ T T ‘ T T T
14.00 14.50 15.00 15.50 16.00

T ‘ T T
12.00 12.50 13.00 13.50

82N120221W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VN@70172.D

Acqg On : 17 Dec 2021 18:44

Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

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 Butane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.440 81.87 ug/l 14343500  Pentafluorobenzene 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 72
2 Isopropylsulfonyl chloride 142 C3H7C1l02S 010147-37-2 9
3 Isobutane 58 C4H1e 000075-28-5 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5
Abundance Scan 168 (2.440 min): VN070172.D\data.ms (-150) (-) m/z 42.95 100.00%
43.0
5000 /\
A
| 58‘-0 2.20 2.40 2.60 2.80
0l e e 00 2990 m/z 41.00 36.22%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #263: Butane
43.0
5000 29.0 LR B B B S I B B
2.20 2.40 2.60 2.80
m/z 39.00 17.21%
58.0
\\\]_‘.9\\‘]:?\'\O’Hl\’\\\\"!}H’\H‘!‘\\H‘\\H‘HH‘HH‘HH‘HH‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
AmaEE s e EamEE
2.20 2.40 2.60 2.80
5000 m/z 42.00 13.96%
27.0
64.0 830 99.0
T T T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #266: Isobutane AR EEE RN e AR
43.0 2.20 2.40 2.60 2.80
m/z 58.00 12.36%
5000
27.0
13.0 “w L, 70
TR e e e e e e e R R e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.20 2.40 2.60 2.80

82N120221W.M Thu Dec 23 03:42:17 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.132 138.43 ug/1 24252700  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Pentane 72 C5H12 000109-66-0 36
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 1-Butene 56 C4H8 000106-98-9 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 426 (3.132 min): VN070172.D\data.ms (-404) (-) m/z 42.95 100.00%

43.0
5000 A
R R RAARREEEE T
‘ 721 2.80 3.00 3.20 3.40
’ C
ol el 20702068 /7 41,00 90.84%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 \\‘\\\\‘\\\\‘\\\\/‘}\/M
2.80 3.00 3.20 3.40
15.0 m/Z 42.00 86.29%
‘ I \‘7%0
A | il
\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
2.80 3.00 3.20 3.40
5000 m/z 57.00 61.73%
72.0
15.0
R B e mEmmE BAS S e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol R Rmaa e BERRE R
42.0 2.80 3.00 3.20 3.40
m/z 39.00 31.75%
5000 k/\\
72.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40

82N120221W.M Thu Dec 23 03:42:17 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 Pentane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.508 34.85 ug/l 6106340  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 53
3 Oxirane, ethyl- 72 C4H80 000106-88-7 40
4 Isobutyl nitrite 103 C4H9NO2 000542-56-3 9
5 Cyclobutylamine 71 C4HON 002516-34-9 9

Abundance Scan 566 (3.508 min): VN070172.D\data.ms (-549) (-) m/z 43.00 100.00%

5000 A
e
‘ ‘ 72.1 3.20 3.40 3.60 3.80
Ol A 2871279 2070 n/z 42,08 57.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0
5000 AR M
3.20 3.40 3.60 3.80
m/z 41.00 55.59%
‘ 72.0
\\]-\E)\.‘C)\M\\“}\\u‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
il NI
A E A
3.20 3.40 3.60 3.80
5000 m/z 39.00 19.28%
15.0 72.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #762: Oxirane, ethyl- R RmE
42.0 3.20 3.40 3.60 3.80
m/z 57.00 14.33%
5000
71.0
g | AN
|
et e e e e A A REEaRE R
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80

82N120221W.M Thu Dec 23 03:42:17 2021 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 2-Pentene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.709 81.73 ug/1 14319100  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 2-Methyl-1-butene 70 C5H10 000563-46-2 90
3 2-Pentene, (Z)- 70 C5H10 000627-20-3 90
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 87
Abundance Scan 641 (3.709 min): VN070172.D\data.ms (-619) (-) m/z 54.95 100.00%
55.0
5000
42.0 70.0
3.40 3.60 3.80 4.00
O el bl BLO_ 939 ho 76,00 36.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #642: 2-Pentene, (E)-
55.0
5000
39.0 70.0 3.40 3.60 3.80 4.00
270 m/z 42.00  36.10%
\\\‘]\-\5\.(\)‘\\}‘}“\\\‘1}\\\\"‘\M}\‘\\\‘\“‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
3.40 3.60 3.80 4.00
m/z 38.95 34.41%
5000 70.0
42.0
29.0
15.0
L A o T B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #639: 2-Pentene, (2)-
55.0 3.40 3.60 3.80 4.00
m/z 41.00 28.43%
5000 42.0
70.0
29.0
150 \H 1] Ll
R B ma e A
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00

82N120221W.M Thu Dec 23 03:42:18 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 2-Pentene, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.883 48.00 ug/l 8408860 Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (Z)- 70 C5H10 000627-20-3 90
2 2-Methyl-1-butene 70 C5H10 000563-46-2 90
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 87
4 2-Pentene 70 C5H10 000109-68-2 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
Abundance Scan 706 (3.883 min): VN070172.D\data.ms (-680) (-) m/z 55.00 100.00%
55.0
5000 390 700
3.60 3.80 4.00 4.20
et 981 s 70,08 37.81%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #639: 2-Pentene, (2)-
55.0
5000 42 LB L B I B LA LR
0 70.0 3.60 3.80 4.00 4.20
29.0 m/z 39.80  35.67%
15'0 \‘\‘ \‘\\ L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
R AR RRE R
3.60 3.80 4.00 4.20
m/z 42.00 35.25%
5000 70.0
42.0
29.0
15.0
R R R RN R R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis- o ARRaREEEEE L
55.0 3.60 3.80 4.00 4.20
m/z 41.00 25.76%
5000 70.0
41.0
29.0 ‘
T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20

82N120221W.M Thu Dec 23 03:42:18 2021 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 Cyclopentene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4,956 58.76 ug/l 10294300  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 78
3 Bicyclo[2.1.0]pentane 68 C5H8 000185-94-4 59
4 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 59
5 1,4-Pentadiene 68 C5H8 000591-93-5 53
Abundance Scan 1106 (4.956 min): VN070172.D\data.ms (-1064) (-) m/z 67.00 100.00%
67.0
5000
39.0
4.60 4.80 5.00 5.20
0 e e Sl m/z 68.08  38.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #498: Cyclopentene
67.0
5000 L L AL B B I
4.60 4.80 5.00 5.20
39.0 m/z 39.00  33.74%
15.0 m ‘ il
\\\‘\\\\\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0
I ERREE R
4.60 4.80 5.00 5.20
m/z 53.00 21.84%
5000 390
97.0
i R A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #527: Bicyclo[2.1.0]pentane R A BARESR
67.0 4.60 4.80 5.00 5.20
m/z 40.95 19.75%
5000 39.0 M\/\
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 Cyclopentene, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.699 38.25 ug/l 6701600 Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 91
3 1,3,3-Trimethylcyclopropene 82 C6H10 003664-56-0 91
4 2,4-Hexadiene 82 CeH1e 000592-46-1 90
5 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 90
Abundance Scan 1756 (6.699 min): VN070172.D\data.ms (-1736) (-) m/z 67.00 100.00%
67.0
5000 A/\/\v\
39.0 R BAamsEs R
“ ‘ 6.40 6.60 6.80 7.00
e el 2070 h; 82,00 23.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1394: Cyclopentene, 3-methyl-
67.0
5000 LB L B L B R
6.40 6.60 6.80 7.00
39.0 m/z 39.00 22.16%
%I-\!:_)\.‘O\‘\\\M\\‘\h\‘\H\\\““\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0
S REARBREEE N
6.40 6.60 6.80 7.00
5000 m/z 41.00 16.81%
39.0
15.0
A A B AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1424: 1,3,3-Trimethylcyclopropene ARRARAREEE R S
67.0 6.40 6.60 6.80 7.00
41.0 m/z 81.00 10.50%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 Cyclopentane, methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.147 89.93 ug/l 15756400  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclohexane 84 C6H12 000110-82-7 56
5 Cyclobutane 56 C4H8 000287-23-0 53
Abundance Scan 1923 (7.147 min): VN070172.D\data.ms (-1899) (-) m/z 56.00 100.00%
56.0
5000 JL
R R mEmaRREEE
84.0 6.80 7.00 7.20 7.40
ol 2071 n/z 41,00 58.48%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0
5000 LN R R B
6.80 7.00 7.20 7.40
m/z 69.00 41.40%
ZTO 84.0
P | 1
\‘\\\\‘\\\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
27.0 \‘\\\\‘\\\\’\\\\‘\\\\’\
6.80 7.00 7.20 7.40
5000 m/z 39.00 27.50%
84.0
T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1659: Cyclobutane, ethyl- R e
56.0 6.80 7.00 7.20 7.40
m/z 55.00  25.84%
5000
27.0
101840
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 Amylene hydrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.539 133.43 ug/l 19899400 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 72
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 42
3 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 38
4 1-Hepten-4-ol 114 C7H140 003521-91-3 10
5 (Aminomethyl)cyclopropane 71 C4HON 002516-47-4 9

Abundance Scan 2442 (8.539 min): VN070172.D\data.ms (-2430) (-) m/z 59.00 100.00%

59.0
73.0
5000 43.0

H 8.20 8.40 8.60 8.80

Ot e el e i BT 990 s 73 08 58.67%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2360: Amylene hydrate
59.0
5000 73.0  ARARRNEEERE SRS E s En
310 430 8.20 8.40 8.60 8.80

m/z 55.00 54.34%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0

8.20 8.40 8.60 8.80

5000 31.0 43.0 m/z 43.00 38.29%
15.0
89.0
T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5026: 3-Pentanol, 2-methyl-
59.0 8.20 8.40 8.60 8.80

m/z 41.00 20.57%

5000 73.0
31.0 43.0
850 1010

m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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@ Cyclobutane, (1-methylethyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.974 47.08 ug/l 7021590 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 90
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 90
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 83
5 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 72
Abundance Scan 2977 (9.974 min): VN070172.D\data.ms (-2961) (-) m/z 81.00 100.00%
81.0
5000
390 T T T T T T
" CON
el Ja200 2070 0 9665 26.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 L e — j\—\/‘
10.00
39.0 m/z 79.00 24.71%
\\\\‘\‘\‘\\“i‘\\‘h“‘\‘\“‘}\\“i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
T
10.00
5000 m/z 39.00 18.14%
39.0
15.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3270: Cyclopentene, 4,4-dimethyl- .
81.0 10.00
m/z 67.00 14.24%
5000
39.0
150 SR
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 2-Butanol, 2,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.204 40.76 ug/l 6078590 1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 64
3 Amylene hydrate 88 C5H120 000075-85-4 53
4 DL-Lactamide, N,O-dimethyl- 117 C5H11NO2 1000452-56-3 50
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 45
Abundance Scan 3063 (10.204 min): VN0O70172.D\data.ms (-3046) (- | m/z 59.00 100.00%
59.0
5000
87.0
— —
\ ‘ 10.00 10.50
Ol el 11282070 /7 41.e0  42.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
5000 Sans M
10.00 10.50
87.0 m/z 69.00  35.53%
31.0H ‘
\\\“\‘\H“{\“‘\‘\\‘\Hi\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
—F =
10.00 10.50
m/z 43.00 26.91%
5000 870
31.0
A B A L A REEE e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2363: Amylene hydrate
59.0 10.00 10.50
m/z 86.95 26.74%
5000
31.0
\m‘\M‘H“‘w‘u\iH‘H‘HH‘\H\‘\m‘\m‘\m‘\m‘uu — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

82N120221W.M Thu Dec 23 03:42:21 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 2-Pentanol, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.239 109.41 ug/1 16317800 1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 64
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 53
4 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 32
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 28

Abundance Scan 3076 (10.239 min): VN070172.D\data.ms (-3068) (- | m/z 59.00 100.00%
59.0
5000
87.0 — ——
L ‘ 10.00 10.50
O SO Ly 1121 2081 ;4500 41.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
5000 T T T J\ T T T
10.00 10.50
87.0 o
310‘ ‘ m/z 41.00 27 .88%
\\\\‘\\‘\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
10 00 10 50
5000 m/z 43.00  25.92%
31.0
87.0
115.0
R R A RE R R RRRERE R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0 10.00 10.50
m/z 87.00 22.18%
5000
87.0
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10 OO 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.986 62.55 ug/l 118807000 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 87
3 Mesitylene 120 C9H12 000108-67-8 87
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Cyclohexane, 1,2,4-tris(methylene)- 120 C9H12 014296-81-2 80
Abundance Scan 4100 (12.986 min): VNO70172.D\data.ms (-4087) (- m/z 120.10 100.00%
120.1
5000 7.0
39.0
13.00
0 80 Il 14101649 2067 ./, 195,05 98.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000
13.00
790 m/z 77.00  49.10%
39.0 H
\‘\‘\\\“\\‘\\‘\‘\\\“\\‘\\‘U\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
13.00
5000 m/z 91.00 46.35%
39.0 77.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0 13.00
m/z 79.00  33.60%
77.0
51.0
270 e M A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VNO©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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 2,3-Heptadien-5-yne, 2,4-di... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.222 41.56 ug/l 78940800 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 83
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 76
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 76
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 72
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 70

Abundance Scan 4188 (13.222 min): VN070172.D\data.ms (-4172) (- m/z 105.05 100.00%

106.1
5000
77.0
39.0

‘ L ‘ H 70 2060 13.00 13.50
o"w‘Huwmww_m"‘L‘Mm‘w_wwwu m/z 120.10  66.71%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10745: 2,3-Heptadien-5-yne, 2,4-dimethyl- M ﬂ
105.0
77.0 ‘
5000 13,00 1350

39.0 m/z 77.00  30.29%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0 f\ j\
A

13.00 13.50

5000 m/z 91.00  29.08%
79.0
39.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ ﬁ
Abundance #10720: Benzene, 1-ethyl-3-methyl- =
105.0 13.00 13.50
m/z 79.00 22.83%
) M
77.0 J\
390
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VN@70172.D

Acqg On : 17 Dec 2021 18:44

Operator JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

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 15 Indane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.876  46.46 ug/l 88250900 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81
3 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 81
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 76
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 76

Abundance Scan 4432 (13.876 min): VN070172.D\data.ms (-4421) (- m/z 117.05 100.00%
117.1
5000
|
39‘-0 53‘-0 a1 13.50 14.00
Ob e LAl Ll L1341 g 65 78.40%
m/z--> 20 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 — ——
13.50 14.00
m/z 115.00 47.20%
390 eg0 91.0 ‘ /
T \]-\3'\0‘ \‘\ T \“ T \“‘\ \"“\‘ \7\4.-\9‘ T \“\ T “\ T 1“ T T T ‘ L
mi/z--> 20 40 60 80 100 120 140
Abundance
117.0
- m—
13.50 14.00
5000 ITI/Z 91.00 24.77%
91.0
39.0 g
75.0
— T e
m/z--> 20 40 60 80 100 120 140
Abundance #10207: Benzene, 1-ethenyl-3-methyl-
117.0 13.50 14.00
m/z 63.00 14.15%
5000
91.0
39.0 63-0
‘ ‘1‘5"0‘ e ““ ‘ “‘\ “,‘H‘ H‘c“‘ el “‘ | N— —
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121721\
Data File : VN©70172.D

Acqg On : 17 Dec 2021 18:44
Operator : JC/MD

Sample : M5039-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane 2.440 81.9 wug/l 14343500 1 8.086 8760070 50.0
Butane, 2-methyl- 3.132 138.4 ug/1l 24252700 1 8.086 8760070 50.0
Pentane 3.508 34.9 ug/l 6106340 1 8.086 8760070 50.0
2-Pentene, (E)- 3.709 81.7 wug/l 14319100 1 8.086 8760070 50.0
2-Pentene, (Z)- 3.883 48.0 ug/l 8408860 1 8.086 8760070 50.0
Cyclopentene 4.956 58.8 ug/l 10294300 1 8.086 8760070 50.0
Cyclopentene, 3... 6.699 38.3 ug/l 6701600 1 8.086 8760070 50.0
Cyclopentane, m... 7.147 89.9 ug/l 15756400 1 8.086 8760070 50.0
Amylene hydrate 8.539 133.4 ug/l 19899400 2 8.968 7457010 50.0
Cyclobutane, (1... 9.974 47.1 ug/l 7021590 2 8.968 7457010 50.0
2-Butanol, 2,3-... 10.204 40.8 ug/l 6078590 2 8.968 7457010 50.0
2-Pentanol, 2-m... 10.239 109.4 ug/l 16317800 2 8.968 7457010 50.0
Benzene, 1l-ethy... 12.986 62.5 wug/l 118807000 4 13.675 94975800 50.0
2,3-Heptadien-5... 13.222 41.6 ug/l 78940800 4 13.675 94975800 50.0
Indane 13.876 46.5 ug/l 88250900 4 13.675 94975800 50.0
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