LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/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 X\Method\82X101922W.M

Title : SW846 8260

Signal : TIC: VX@32270.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.264 26 29 31 rBV 10666 9533  1.26% 0.161%
2 1.367 42 46 50 rVB 34679 34590 4.57% 0.585%
3  1.416 506 54 59 rBV 33423 36608 4.84% 0.619%
4 1.752 104 109 117 rVB 49413 67243 8.89% 1.137%
5 2.343 197 206 224 rVB 93236 184705 24.41%  3.122%
6 2.782 267 278 287 rBV 174040 374755 49.52% 6.335%
7 2.867 287 292 300 rVB2 10570 21651 2.86% 0.366%
8 3.111 323 332 345 rVB3 20062 49593 6.55% ©0.838%
9 4,215 502 513 522 rBV 27952 81728 10.80% 1.382%
106 4.306 522 528 537 rVB2 6780 17941 2.37% 0.303%
11 4.446 537 551 563 rBV6 5065 20662 2.73% 0.349%
12 5.123 648 662 663 rBv 4890 9998 1.32% 0.169%
13 5.385 692 705 716 rBV3 86715 255598 33.78%  4.321%
14 5.550 722 732 740 rBV 166605 474983 62.77% 8.029%
15 5.623 740 744 758 rVB2 44052 119189 15.75% 2.015%
16 5.848 772 781 789 rBV3 3743 10518 1.39% 0.178%
17 5.958 789 799 808 rVWV 95699 258434 34.15% 4.369%
18 6.043 808 813 826 rVB 8180 22384 2.96% 0.378%
19 6.190 826 837 838 rBV3 3995 8715 1.15% 0.147%
20  6.251 838 847 859 rVB2 40642 120391 15.91% 2.035%
21 6.763 916 931 946 rBV 237235 560319 74.05% 9.472%
22 7.372 1023 1031 1038 rVB4 5465 13740 1.82% 0.232%
23 7.988 1122 1132 1139 rBV 20474 40942 5.41% 0.692%
24  8.110 1144 1152 1162 rBV2 40748 88036 11.63% 1.488%
25 8.513 1211 1218 1225 rVB4 5445 11414 1.51% 0.193%

26 8.647 1229 1240 1249 rBV 472662 756710 100.00% 12.792%

27 9.159 1320 1324 1332 rVB 6851 10569 1.40% 0.179%
28 10.055 1460 1471 1478 rBV 487373 646903 85.49% 10.935%
29 10.195 1490 1494 1500 rVvV 46178 58972 7.79% 0.997%
30 10.963 1613 1620 1625 rVB2 5999 7586 1.00% ©.128%
31 11.079 1634 1639 1646 rBV ~ 387932 510929 67.52% 8.637%
32 11.305 1673 1676 1685 rVB 5945 8568 1.13% 0.145%
33 11.866 1764 1768 1776 rVB2 5853 7733 1.02% 0.131%
34 12.024 1788 1794 1802 rBV 500128 610882 80.73% 10.327%
35 12.250 1825 1831 1837 rVV 122625 157717 20.84% 2.666%
36 12.317 1837 1842 1850 rVV 29364 36619 4.84% 0.619%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/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 X\Method\82X101922W.M
Title : SW846 8260
37 12.408 1852 1857 1862 rVV 25804 32291 4.27% ©.546%
38 12.463 1862 1866 1874 rVB 17017 21694 2.87% ©0.367%
39 12.713 1901 1907 1912 rBvV3 11755 21275 2.81% 0.360%
40 12.920 1934 1941 1947 rW 60635 72458 9.58% 1.225%
41 13.030 1953 1959 1965 rVB3 5314 7838 1.04% 0.132%
42 13.292 1995 2002 2007 rBvV4 6285 9004 1.19% ©.152%
43 13.579 2046 2049 2053 rVB 7241 7780 1.03% 0.132%
44 13.640 2053 2059 2060 rvv2 9309 10843 1.43% 0.183%
45 13.664 2060 2063 2068 rVB 13861 17163 2.27%  ©.290%
46 14.213 2149 2153 2158 rBvV2 6192 8440 1.12% 0.143%
Sum of corrected areas: 5915644
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\

: VX@32270.D
: 20 Oct 2022 18:00

JC/MD

: N5185-03
: 5.0mL/MSVOA_X/WATER
. 20

Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Butane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.752 7.08 ug/1l 67243  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Oxirane, trimethyl- 86 C5H100 005076-19-7 45
3 3-Buten-1-o0l 72 C4H80 000627-27-0 38

4 Pentane 72 C5H12 000109-66-0 36
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 33

Abundance Scan 109 (1.752 min): VX032270.D\data.ms (-104) (-) m/z 43.10 100.00%

43.1
57.1
5000 K
N

72.1 1.40 1.60 1.80 2.00
obr el L 818 nsz 41,10 90.54%
miz> 0 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 21.0 A\‘\““\““\“A‘J‘\\““\‘

1.40 1.60 1.80 2.00
m/z 42.10 86.73%

15.0
‘ 72.0
O\\\‘\.\\\‘\}\\‘\\11‘\\\\}\}\\i‘\‘\‘\}‘\\\\“1\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl-
43.0 58.0 ftj\&
e
1.40 1.60 1.80 2.00
5000 ITI/Z 57.10 72.83%
27.0
1l | | Ul 7]\-0 86.0
O e e e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol A
42.0 1.40 1.60 1.80 2.00
310 m/z 39.10 37.97%
5000
57.0 720
vy 150 LA W
m/z--> 0 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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, 2,2-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.343 19.44 ug/l 184705  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 90
2 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 78
3 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 50
4 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 50
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 45

Abundance Scan 206 (2.343 min): VX032270.D\data.ms (-197) (-) m/z 57.10 100.00%

57.1
5000
39
o AEESRRREESS SRR
2.00 2.20 2.40 2.60
ol m/z 71.1@ 97.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2059: Butane, 2,2-dimethyl-
57.0
5000 L L B B R
2.00 2.20 2.40 2.60
39 m/z 43.10 86.58%
0 \]-\5\.0‘\‘\‘\ \‘iu \‘\‘L’U’\\w \‘8?).\()\ T ‘ T \\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester
57.0
e REsRNREESS R
2.00 2.20 2.40 2.60
5000 m/z 41.10 64.14%
29.0
0 L1 H‘ | 870 1150 161.0
e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #85782: Sulfurous acid, isobutyl pentyl ester R Eamma Y
57.0 2.00 2.20 2.40 2.60
m/z 39.10 31.09%
5000
29.0
0 H“ LIl H,u‘ ol 87\0 123.0 153.0
e e e e e e R REESaRER L
m/z--> 20 40 60 80 100 120 140 160 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Butane, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.782  39.45 ug/l 374755  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Pentane 72 C5H12 000109-66-0 36
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 33
5 1-Pentene 70 C5H10 000109-67-1 28
Abundance Scan 278 (2.782 min): VX032270.D\data.ms (-267) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.1 ‘ 86.1 2.40 2.60 2.80 3.00 3.20
Ol e et e e | m/z 42,10 81.24%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L B I LN L B B I
71.0 2.40 2.60 2.80 3.00 3.20
570 m/z 41.10 44.79%
. 55.0
0\\\‘\\\\‘]\-\5\-0\‘\\\‘\“\\\\‘i\}\\“\‘\{\‘\\\\‘i\\\‘\g\ell\()‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-
43.0
M
2.40 2.60 2.80 3.00 3.20
5000 m/z 71.10 27.11%
27.0 71.0
15.0 57.0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane R EEEAREEEEE
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 22.26%
5000
27.0 57.0 720
0\\\‘\\\\‘:!"\579‘H1‘1“\H1‘1\M\‘m‘l‘\‘\m‘!uwuwu M
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Pentane, 2,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.215 8.60 ug/1l 81728  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 72
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59
Abundance Scan 513 (4.215 min): VX032270.D\data.ms (-502) (-) m/z 43.10 100.00%
43.1 57.1
5000
85.1
e
‘ ‘ s Lo0.1 3.80 4.00 4.20 4.40 4.60
Obrrrprrrr ettt A e e M/z 57.160 90.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
57.0
5000 ‘\\\\‘/\\\\‘\\\\A\\‘\\
3.80 4.00 4.20 4.40 4.60
27.0 85.0 m/z 41.10 56.05%
O 14PO H ‘\ ‘ L in 7‘10 ‘ 1000
H\‘\H\‘H\f‘\H\[H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4467: Hexane, 2-methyl-
43.0 /\
e AR R
3.80 4.00 4.20 4.40 4.60
5000 m/z 56.10 45,99%
85.0
57.0
29.0
0 15.0 ‘ ‘ LI, \‘ 7]7'0 i 109'0
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /f\
Abundance #8637: Hexane, 2,4-dimethyl- w“wjﬁ‘w“‘w“‘w“
43.0 57.0 3.80 4.00 4.20 4.40 4.60
m/z 85.10 29.82%
85.0
5000
29.0
71.0
0 15'0,99,'0114'0 R SR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Pentane, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.623 12.55 ug/1 119189  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 50
3 1-Butanol 74 C4H1e0 000071-36-3 50
4 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 47
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 43
Abundance Scan 744 (5.623 min): VX032270.D\data.ms (-740) (-) m/z 56.10 100.00%
56.1
41.1
5000 71.1
' 5.405.60 5.80 6.00
85.1 g . : .
Ol el bl T 100 s 4110 74.47%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000 L L I L LI L B
29.0 71.0 5.40 5.60 5.80 6.00
m/z 57.10 69.22%
. N AP
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3778: 1-Pentene, 2,4-dimethyl-
56.0
43.0 e AARREEaREE
5.40 5.60 5.80 6.00
5000 m/z 43.10 68.17%
27.0 70.0
98.0
b 20 "Hm_m??f?ww_w
m/z--> 10 20 30 40 50 60 70 80 90 100 v\
Abundance #966: 1-Butanol TR R
56.0 5.40 5.60 5.80 6.00
m/z 71.10 44.79%
31.0
5000 3.0
e e e e e e AARMEEaE
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.251 10.74 ug/l 120391 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 64
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 59
4 Carbonic acid, bis(2-methylpropy... 174 C9H1803 000539-92-4 50
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 50
Abundance Scan 847 (6.251 min): VX032270.D\data.ms (-838) (-) m/z 57.10 100.00%
57.1
5000
41.0
“H‘H‘w“u‘u‘w‘u
‘ 73.1 992 6.00 6.20 6.40 6.60
0 H‘_H‘_H‘_H‘_Hﬂuu‘_ﬁH_H‘_m‘_H‘_HJ_H‘_H‘_ m/z 56.10  33.66%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8679: Butane, 2,2,3,3-tetramethyl-
57.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\

6.00 6.20 6.40 6.60
m/z 41.05 31.82%

\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl-

o

57.0

6.00 6.20 6.40 6.60

5000 ITI z 43.10 17.71%
41.0
27,
oao Pl L o %00
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl- R RRRRS T
57.0 6.00 6.20 6.40 6.60

m/z 55.05 12.69%

5000
41.0
27.0
0 130 | J‘ 710 850 990 1140 /\

R R e o N B e A e A e A AT e AR SR AR RRARE R LB e e e \u
I T l f I I f I f f I | I T T I I

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.110 7.86 ug/1l 88036  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Octane, 4-methyl- 128 C9H20 002216-34-4 56
Abundance Scan 1152 (8.110 min): VX032270.D\data.ms (-1144) () | m/z 43.10 100.00%
43.1
71.1
5000
AT e e
‘ 99.1 7.80 8.00 8.20 8.40
T 1 m/z 71.18 62.88%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T T T T T T
7.80 8.00 8.20 8.40
27.0 m/z 57.10 48.79%
0 2.0 | H \‘ ly \‘ 99\0 114.0
\‘\\\\‘\\\\1\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0 & /\
SNV AW V-
7.80 8.00 8.20 8.40
5000 71.0 m/z 70.10 47.50%
27.0
SR 0 I
miz--> 0 20 40 60 80 100 120 /\
Abundance #14544: Heptane, 2,4-dimethyl- H“H“‘H‘,H“_‘A%
43.0 7.80 8.00 8.20 8.40
m/z 41.10 42.70%
5000 85.0
27.0 70,0
S0 A N .27
m/z--> 0 20 40 60 80 100 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Benzene, 1,2-diethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.250 12.91 ug/1 157717 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1oH14 000135-01-3 86
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 76
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 76
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 62
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 52
Abundance Scan 1831 (12.250 min): VX032270.D\data.ms (-1825) (| m/z 105.10 100.00%
105.1
5000 134.2 M
UL
‘ H 12.00 12.50
0 H_‘Hw_‘H“mHm,M_HU_m‘_m_M‘1‘}””,”“‘_” m/z 119.10  97.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 1340 T T T j\j\\ T T A
12.00 12.50
77.0 m/z 134.20 49.18%
0 \\‘J-HSHO‘\H‘\“H\\“‘HH“?Z\ﬂ\H‘\H‘H‘\H\““H\‘\‘\1\‘H‘\‘\l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 jUk
BN AT W1 S
12.00 12.50
5000 1340 m/Z 117.19 48.1400
91.0
39.0 65.0 ‘ ‘
O brerrrrrprbrerebretrtp e el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl- T P A
119.0 12.00 12.50
m/z 91.10 35.56%
5000 134.0
91.0
410
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.920 5.93 ug/1 72458  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 1941 (12.920 min): VX032270.D\data.ms (-1934) (- | m/z 119.10 100.00%
119.1
5000 134.2
91.1 /\ T T ‘ T
39.1 65.1 ‘ 13.00
Obreprerrprrre e e pirpiee e bbb+ m/z 1340200 42.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 A A
13.00
91.0 m/z 91.10 17.46%
39.0 65.0
0 \\‘1\\5\.9\H‘\‘H\\"‘HHi‘i‘\\\’\‘m\‘\HM“H\\"i\\\‘\WH’\\M\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
A ﬁ‘/hﬂa\ %\ﬁ% v
13.00
134.0
5000 m/z 120.10 10.29%
91.0
0‘wu‘WHL_HWH‘qMH“MW‘JMHH“HWHWWHMLHWJNWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- A A
119.0 13.00
m/z 77.00 9.79%
5000 134.0
91.0
39.0 65.0 /\
0\\‘1&\0‘\\\‘\‘u\\‘,‘\\ui‘;‘u\,M\‘\u‘}“u\\,‘\\u‘M\,u‘i‘il\m‘\‘\‘u‘u \ A TATS i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032270.D

Acqg On : 20 Oct 2022 18:00
Operator : JC/MD

Sample : N5185-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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-methyl- 1 ug/1 67243 .550 474983 50.
Butane, 2,2-dim... 2 ug/1 184705 .550 474983 50.
Butane, 2,3-dim... 2 ug/1 374755 .550 474983 50.
Pentane, 2,4-di... 4 ug/1 81728 .550 474983 50.
Pentane, 2,3-di... 5.623 12. 119189 474983 50.
Butane, 2,2,3,3... 6 ug/l 120391 .763 560319 50.
Pentane, 2,3,3-... 8 ug/1 88036 .763 560319 50.
Benzene, 1,2-di... 12 ug/l 157717 .024 610882 50.
Benzene, 1,2,4,... 12. ug/l 72458 .024 610882 50.
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