LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 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 X\Method\82X061021W.M

Title : SW846 8260

Signal : TIC: VX@22668.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.751 103 109 121 rVB 432759 610678 5.38% 1.182%
2 1.953 138 142 155 rVB 360947 516551 4.55% 1.000%
3 2.068 155 161 168 rW 117912 163972 1.44% 0.317%
4 2.215 181 185 195 rVB 76969 117173 1.03% 0.227%
5 2.782 258 278 281 rBV4 109739 354683 3.12% 0.686%
6 2.830 281 286 289 rVWV 295983 611411 5.38% 1.183%
7 2.867 289 292 313 rVB2 201855 492000 4.33% 0.952%
8 3.1065 319 331 348 rVB 233047 523012 4.61% 1.012%
9 3.446 378 387 401 rBV 197423 440655 3.88% 0.853%
106 4.312 518 529 543 rVB 697463 2007626 17.68%  3.885%
11 5.397 696 707 711 rBV2 42870 124209 1.09% 0.240%
12 5.482 711 721 730 rVV 669660 2131048 18.77% 4.123%
13 5.556 731 733 741 rVW2 76226 199428 1.76%  0.386%
14 5.836 767 779 792 rBV4 51697 172396 1.52% 0.334%
15 5.964 792 800 806 rVV 55141 142391 1.25% 0.276%
16 6.049 806 814 824 rVW 246854 655243  5.77% 1.268%
17 6.165 824 833 842 rVW4 66875 280188 2.47%  0.542%
18 6.257 843 848 857 rVW4 97502 289819 2.55% 0.561%
19 6.360 857 865 878 rVB 72010 201910 1.78% 0.391%
20 6.769 923 932 941 rBV 127031 313829 2.76% 0.607%
21 7.384 1021 1033 1043 rBV2 304747 756421 6.66% 1.464%
22 8.110 1144 1152 1156 rBV 57943 129067 1.14% 0.250%
23 8.506 1211 1217 1225 rVB2 74111 129474 1.14% 0.251%
24  8.653 1236 1241 1246 rVB 260150 398097 3.51% 0.770%
25 8.726 1246 1253 1260 rBV 2625612 4070964 35.85% 7.877%

26 10.055 1460 1471 1477 rBV 256269 365308 3.22% 0.707%
27 10.201 1489 1495 15606 rBV 2900438 3891147 34.27%  7.529%
28 10.311 1506 1513 1527 rVB 7816793 11355372 100.00% 21.972%
29 10.646 1562 1568 1579 rVB 4557588 5998354 52.82% 11.607%
30 10.963 1614 1620 1626 rVB 176369 226272 1.99% 0.438%

31 11.085 1635 1640 1645 rBV 208361 259476  2.29% ©
32 11.305 1668 1676 1683 rBV 343691 446643 3.93% ©
33 11.384 1683 1689 1696 rVV 1587263 2705431 23.83% 5.235%
34 11.457 1696 1701 1712 rVB 731815 923280 8.13% 1
35 11.615 1722 1727 1735 rVB 911161 1101168 9.70% 2

36 11.756 1745 1750 1755 rBV 2897764 3461884 30.49% 6.699%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 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 X\Method\82X061021W.M
Title : SW846 8260
37 12.024 1789 1794 1799 rVB 284166 351674 3.10% ©0.680%
38 12.091 1799 1805 1810 rBV 990098 1163477 10.25%  2.251%
39 12.243 1825 1830 1838 rBv2 730507 1091286 9.61% 2.112%
40 12.323 1838 1843 1850 rVB2 215574 306384 2.70% ©0.593%
41 12.536 1872 1878 1880 rBV 122308 171240 1.51% 0.331%
42 12.615 1886 1891 1894 rBV 210447 245701 2.16% 0.475%
43 12.701 1900 1905 1913 rVB2 132570 200910 1.77% 0.389%
44 12.926 1935 1942 1945 rBV 119643 152412 1.34% 0.295%
45 12.963 1945 1948 1954 rVB 191795 236284 2.08% 0.457%
46 13.170 1978 1982 1987 rVB 114939 137634 1.21% 0.266%
47 13.292 1998 2002 2008 rVB2 252242 349074 3.07% 0.675%

48 13.780 2076 2082 2087 rBV 573013 707959  6.23% 1.370%

Sum of corrected areas: 51680615
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX022668.D\data.ms
7000000
6000000
5000000
4000000
3000000

2000000

1000000 4.312 5.482

1.7511_93% 2 3105 3.446
N )e2eB215 2775957 < A\ 5 §9@\§§W5 8565548585

0' \‘\/\\Tﬁw‘\m\\\‘\\\\r\\\\‘\\\\‘/\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\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 5.40 560 5.80 6.00 6.20

Abundance TIC: VX022668.D\data.ms

10.811
7000000

6000000
5000000 10.646
4000000

3000000 8726 10.208

2000000 11.384

1000000 457

360  6.769 e 8110 8. 50%6 10959 109608312

AN
L B L R L T T T T T [ B B (R

T T T T
Time--> 6.50 7.00 7.50 8.00 8 50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX022668.D\data.ms

7000000
6000000
5000000
4000000
3000000, 11.756
2000000

10000001 1 2094 43

12. 0 32:12133@5011322%@@33 if_g%%
T T T T ‘ ‘ ‘ ‘

T ‘ T
Time--> 12.00 1250 1300 13.50 14.00 14.50 15.00 15.50 16.00 16.50

13. 780

O
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.751 153.11 ug/1 610678 Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 16
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10
Abundance Scan 109 (1.751 min): VX022668.D\data.ms (-103) (-) m/z 43.10 100.00%
43.1
57.1
5000
At
50.0 ‘ 72.1 1.40 1.60 1.80 2.00
36, 0], 65.0 o
e —. 211 e R Y22 Y 1 =L T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000
1.40 1.60 1.80 2.00
29.0 m/z 42.10 87.11%
150 0 g™
H‘\H\‘HH‘H\\‘HH‘HH‘HH‘HH‘H \‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
42.0
31.0 1.40 1.60 1.80 2.00
5000 m/z 57.10 65.96%
ol 150 500570 720
TP T P T P e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #706: Pentane R RAERRREEE S
43.0 1.40 1.60 1.80 2.00
m/z 39.10 35.94%
5000
27.0 57.0 720
0 15.0 “w‘ “\ | SOQ 1l 65.0 N
P T e e e A e A
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pentane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.953 129.51 ug/l 516551 Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 53
3 Butane, 2-methyl- 72 C5H12 000078-78-4 36
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 35
5 Isobutylene epoxide 72 C4H80 000558-30-5 9
Abundance Scan 142 (1.953 min): VX022668.D\data.ms (-138) (-) m/z 43.05 100.00%
3.0
5000 ﬁ
A ARERERRET e
o 501 57"0 651 72‘-2 1.60 1.80 2.00 2.20
O Frprrrrprrrr e e e e m/z 42.10 61.48%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43.0
5000
1.60 1.80 2.00 2.20
. m/z 41.10 57.57%
27.0 57.0 720 /
0 15.0 ‘“ \‘\ | SOQ il 65.0 ‘
\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH TT \‘\\H‘\\H‘\\H’HH’HH’HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
42.0
1.60 1.80 2.00 2.20
5000 m/z 39.10 23.07%
21.0 72.0
57.0
0 15.0 50.0
T e P P e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43.0 1.60 1.80 2.00 2.20
57.0 m/z 57.05 15.77%
5000
29.0
10 | ‘ 500 650720
e e e R Ran e A REE o
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Pentane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.830 153.29 ug/l 611411  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 46
3 Pentane 72 C5H12 000109-66-0 43
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28
5 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 23
Abundance Scan 286 (2.830 min): VX022668.D\data.ms (-281) (-) m/z 43.10 100.00%

43.1
5000 71.1
57.1

‘ w ‘ 86.2 2.60 2.80 3.00 3.20
A Y B m/z 42.10 49.62%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1823: Pentane, 2-methyl-
43.0

5000 e ARRELSIRFASER
2.60 2.80 3.00 3.20

27.0 710 m/z 71.10 44.78%

57.0
201501860
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance

43.0 ,\

2.60 2.80 3.00 3.20

o

o

5000 m z 41.10 42.08%
71.0
27.0 55.0
15.0 86.0
O T T T T T T T T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #706: Pentane
43.0 2.60 2.80 3.00 3.20

m/z 39.10 20.78%

5000
27.0 57.0 720
0 15.0 ‘ ‘ ‘\ | 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_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Cyclobutane, methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.867 123.35 ug/l 492000 Pentafluorobenzene 5.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
2 1-Pentene 70 C5H10 000109-67-1 50
3 2H-Tetrazole, 2,5-dimethyl- 98 C3H6N4 004135-93-7 39
4 2-Pentene 70 C5H10 000109-68-2 37
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 37

Abundance Scan 292 (2.867 min): VX022668.D\data.ms (-289) (-) m/z 42.10 100.00%

42.1
5000 1 701

841 2.60 2.80 3.00 3.20
Ol m/z 55.10  50.44%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #572: Cyclobutane, methyl-
42.0

5000 e SRR
2.60 2.80 3.00 3.20
55.0

27.0 ‘ ‘ ITI z 70.10 45.06%
|

' 70.0
150 |
O\\\‘\\‘\\‘\\\\‘\\\\‘ \\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
42.0

55.0 2.60 2.80 3.00 3.20
5000 m/z 41.10 26.87%
27.0 70.0
15.0
(O e R R A L AR A AR AR RARAN A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3025: 2H-Tetrazole, 2,5-dimethyl-
42.0 2.60 2.80 3.00 3.20

m/z 39.10 22.75%

28.0
5000 70.0
dl ‘ 80 | 98.0

m/z--> 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Pentane, 3-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
3.105 131.13 ug/l 523012 Pentafluorobenzene 5.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 45
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
5 Butyl isocyanatoacetate 157 C7H11INO3 017046-22-9 40
Abundance Scan 331 (3.105 min): VX022668.D\data.ms (-319) (-) m/z 57.10 100.00%
57.1
41.1
5000
‘ | 86.2 2.80 3.00 3.20 3.40
T T L m/z 56.10  84.22%
miz--> 0 20 40 60 80 100 120
Abundance #1827: Pentane, 3-methyl-
57.0
41.0
5000 L L A B R
2.80 3.00 3.20 3.40
m/z 41.10 63.69%
15.0 “ | 86.0
0 \‘\\\‘\‘\‘1\\“\\\\“\\‘\\‘\‘\\\‘\\\\‘\\\\
miz--> 0 20 40 80 100 120
Abundance
57.0
2.80 3.00 3.20 3.40
5000 41.0 m/z 43.10 23.50%
0 14.0 85.0 113.0
LA B
miz--> 0 20 40 80 100 120
Abundance #12740: Pentane, 2,2,4,4-tetramethyl-
57.0 2.80 3.00 3.20 3.40
m/z 39.10 17.15%
5000
41.0
0 26‘.b “‘\ _81.0 96.0 113.0128.0
L e e et
m/z--> 0 20 40 60 80 100 120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cyclopentane, methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.312 503.35 ug/l 2007630  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
3 Cyclopropane, propyl- 84 C6H12 002415-72-7 56
4 Cyclohexane 84 C6H12 000110-82-7 56
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 56
Abundance Scan 529 (4.312 min): VX022668.D\data.ms (-518) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.0
I RRRE A
‘ ‘ 84.1 4.00 4.20 4.40 4.60
Ol v et et b Mz 410100 53.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 690 RN R RN |
4.00 4.20 4.40 4.60
m/z 69.05 43.68%
28.0 M ‘ 84.0
O \\\‘\\\\‘}?\-(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘11\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
56.0
41.0 4.00 4.20 4.40 4.60
5000 m/z 55.10 26.61%
27.0
69.0
0 10 150 84.0
e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1490: Cyclopropane, propyl-
410 56.0 4.00 4.20 4.40 4.60
m/z 39.10 24.99%
5000
27.0
69.0
“ \‘ ! 84.0
e e e B T
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.384 384.65 ug/l 2705430 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1689 (11.384 min): VX022668.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.2 A
— A
391 631 77"0 91"1 11.00 11.50
Ot reprrerprrrrprreperee e e il e m/z 120,200 30.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 — /\M A ;
120.0 11.00 11.50
m/z 77.05 13.47%
77.0 91.0
0 \\’]\_\5\.(\)’H\‘\’\\3\?‘.\0\H“\\\\6‘:\}"\-‘(\)\‘\\\m‘\\H“i\\\‘\‘11\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 A
— A
11.00 11.50
5000 m/z 91.10 13.41%
120.0
. 6.0 39.0 63.0 77.0 91.0
T T e T e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #9430: Benzene, 1-ethyl-4-methyl- — e
105.0 11.00 11.50
m/z 106.10 8.99%
5000
120.0 J\A
77.0 91.0
ol 180 . B0 80 e a W A ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 1-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.615 156.56 ug/l 1101170 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1727 (11.615 min): VX022668.D\data.ms (-1722) (| m/z 105.10 100.00%
105.1
5000
120.2 /\
390 631 77‘-1 91‘-0 1150 12.00
Oberprereprrreprersprereftre b e b m/z 120,15 29.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
1200 11 50 12 00
m/z 77.10 13.97%
39.0 77.0 91.0
O \\‘H\\‘2\\5\‘\0‘H\\“H\\i‘\\\\6‘%\‘\()\‘H\‘H‘H\\“HH‘H}\‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0 /\ A
1150 1200
5000 91.05 13.09%
120.0
oL 150 39.0 630 770 910
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9401: Mesitylene
105.0 11.50 12.00
m/z 79.05 9.81%
120.0
5000
77.0
39.0 91.0 j\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.091 165.42 ug/l 1163480 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 1805 (12.091 min): VX022668.D\data.ms (-1799) (- m/z 105.10 100.00%
105.1
‘ —h
390 g3 (1oL 12.00
Oberrerre el bl sz 120,20 40.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 A i ] A’
770 m/z 77 10 13.96%
91.0
O\\’J\-\S\\O‘\\\‘\‘H\\“‘\H\U\\\\6‘\\‘\0\‘\Hm‘\\H“HH‘\‘\l\‘\\\\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 A K
AU L.V N ‘
1200
5000 120.0 m/z 91.10 10.80%
28.0 77.0 91.0
1. B
0 14.0 530 64.0
R AR Ea e AR e mana
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9399: Mesitylene
105.0 12.00
120.0 ITI/Z 106.10 9.10%
5000
77.0 91.0
o280 S 1 830 U L
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 1-ethenyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.243 155.16 ug/l 1091290 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 89
2 Indane 118 C9H10 000496-11-7 87
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 68
Abundance Scan 1830 (12.243 min): VX022668.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000 /L
91.1 A —4 ;
39.1 63.1 ‘ 134.2 12.00 12.50
O b Ll 182 1808 57.35%
miz-> 20 40 60 80 100 120 140
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117.0
5000 A —
1200 1250
91.0 m/z 115.10  33.96%
39.0 580 ‘
O\\\\‘\\\\“\\\\"‘\‘\7\4\9‘\\‘}\“‘\‘\\1“\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
12.00 12.50
5000 m/z 91.10 19.40%
39.0 559 91.0
0 13.0 74.0
T T e T e
miz--> 20 40 60 80 100 120 140
Abundance #8966: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 63.10 11.26%
5000 91.0
L,
o me ) | B L S R v
m/z--> 20 40 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022668.D

Acqg On : 11 Jun 2021 15:32
Operator : JC/MD

Sample : M2688-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-methyl- 1.751 153.1 ug/l 610678 1 5.562 199428 50.0
Pentane 1.953 129.5 ug/1 516551 1 5.562 199428 50.0
Pentane, 2-methyl- 2.830 153.3 ug/1 611411 1 5.562 199428 50.0
Cyclobutane, me... 2.867 123.3 ug/l 492000 1 5.562 199428 50.0
Pentane, 3-methyl- 3.105 131.1 ug/l 523012 1 5.562 199428 50.0
Cyclopentane, m... 4,312 503.4 ug/l 2007630 1 5.562 199428 50.0
Benzene, 1l-ethy... 11.384 384.6 ug/l 2705430 4 12.024 351674 50.0
Benzene, 1l-ethy... 11.615 156.6 wug/l 1101170 4 12.024 351674 50.0
Benzene, 1,2,3-... 12.091 165.4 wug/l 1163480 4 12.024 351674 50.0
Benzene, 1l-ethe... 12.243 155.2 wug/l 1091290 4 12.024 351674 50.0
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