LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022229.D

Acqg On : 27 May 2021 13:56

Operator : JC/MD

Sample : M2535-02 20X

Misc : 5.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 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\82X051921W.M

Title : SW846 8260

Signal : TIC: VX@22229.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.563 73 78 81 rBV6 3465 6834 1.39% 0.195%
2 1.593 81 83 91 rVB7 4275 5352 1.09% 0.153%
3 1.740 104 107 112 rVB3 4097 5498 1.12% 0.157%
4 2.831 282 286 294 rvB2 4313 8796 1.79% 0.252%
5 3.105 325 331 339 rvB2 3432 7605 1.55% 0.218%
6 3.447 381 387 396 rBV3 3849 8229 1.68% 0.235%
7 4.215 506 513 519 rBv4 2424 5643 1.15% 0.161%
8 4.312 522 529 538 rVB3 4537 11664 2.38% 0.334%
9 5.397 696 707 715 rBV 49894 140052 28.57% 4.006%
10 5.562 724 734 753 rVB2 77846 236229 48.19% 6.757%
11 5.824 768 777 778 rBv2 5892 8748 1.78% 0.250%
12 5.964 790 800 811 rBV2 60054 160381 32.72% 4.588%
13 6.166 826 833 839 rBV5S 2663 8160 1.66% ©0.233%
14 6.257 839 848 858 rW 19288 56396 11.51% 1.613%
15 6.361 858 865 875 rVB4 3363 8368 1.71% 0.239%
16 6.617 899 907 916 rVB6 3692 9325 1.90% 0.267%
17 6.769 922 932 942 rBV 137172 330080 67.34% 9.442%
18 7.385 1022 1033 1041 rBV5 16906 43298 8.83% 1.238%
19 7.501 1046 1052 1057 rBV3 3379 7336 1.50% 0.210%
20 7.562 1057 1062 1067 rBV3 3577 7402 1.51% 0.212%
21 7.665 1074 1079 1084 rVB3 3337 5946 1.21% 0.170%
22 7.988 1121 1132 1141 rVB2 20874 42486 8.67% 1.215%
23 8.110 1144 1152 1161 rVv2 28039 61452 12.54% 1.758%
24 8.190 1161 1165 1171 rVVv2 5694 10218 2.08% 0.292%
25 8.281 1175 1180 1184 rVV4 4045 7941 1.62% 0.227%
26 8.440 1201 1206 1210 rBV3 3944 5778 1.18% 0.165%
27 8.653 1228 1241 1249 rBV 303552 490154 100.00% 14.020%
28 8.921 1279 1285 1291 rBV6 2917 5595 1.14% 0.160%
29 8.976 1291 1294 1301 rVB3 4411 7273 1.48% 0.208%
30 9.104 1308 1315 1320 rBV4 3790 6676 1.36% 0.191%
31 9.519 1376 1383 1387 rBV5 3405 7778 1.59% 0.222%
32 9.561 1387 1390 1395 rVB 4385 6091 1.24% 0.174%
33  9.616 1395 1399 1404 rBV4 3549 5688 1.16% 0.163%
34 9.909 1443 1447 1452 rVB4 3634 5551 1.13% 0.159%
35 10.055 1466 1471 1477 rVV 280650 377244 76.96% 10.791%
36 10.195 1490 1494 1501 rVB2 8032 12239 2.50% 0.350%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022229.D

Acqg On : 27 May 2021 13:56

Operator : JC/MD

Sample : M2535-02 20X

Misc : 5.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 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\82X051921W.M
Title : SW846 8260
37 10.305 1501 1512 1517 rWV 136022 190330 38.83% 5.444%
38 10.360 1519 1521 1532 rVB6 2674 5049 1.03% 0.144%
39 10.585 1552 1558 1563 rBV5 2780 4924 1.00% 0.141%
40 10.646 1563 1568 1576 rVB 8933 12545 2.56% 0.359%
41 10.963 1614 1620 1624 rBV 6902 9633 1.97% 0.276%
42 11.085 1634 1640 1645 rBV 217017 271251 55.34% 7.759%
43 11.122 1645 1646 1651 rVB3 7610 6821 1.39% 0.195%
44 11.305 1669 1676 1682 rVB 19006 25044 5.11% 0.716%
45 11.384 1682 1689 1696 rVvV 73423 100907 20.59% 2.886%
46 11.457 1696 1701 1714 rVB 42250 58810 12.00% 1.682%
47 11.616 1722 1727 1732 rBV 30755 38139 7.78% 1.091%
48 11.756 1745 1750 1758 rVB 129782 159527 32.55% 4.563%
49 11.939 1776 1780 1783 rVB 5665 6651 1.36% 0.190%
50 12.024 1789 1794 1800 rBV 265050 317312 64.74% 9.076%
51 12.091 1800 1805 1809 rVV 30487 39964 8.15% 1.143%
52 12.250 1825 1831 1833 rBV 19927 27360 5.58% 0.783%
53 12.323 1838 1843 1849 rVB3 14136 23142 4.72% 0.662%
54 12.469 1863 1867 1872 rVB3 4044 6189 1.26% 0.177%
55 12.536 1872 1878 1880 rBV 6047 8483 1.73% 0.243%
56 12.616 1887 1891 1895 rBV 8570 10251 2.09% 0.293%
57 12.701 1901 1905 1915 rVB5 3716 6886 1.40% 0.197%
58 12.927 1935 1942 1945 rBV2 3631 4969 1.01% 0.142%
59 12.963 1945 1948 1954 rVB 4802 6223 1.27% 0.178%
60 13.292 1999 2002 2007 rVB2 5967 7778 1.59% 0.222%
61 13.780 2077 2082 2087 rBvV2 5611 6961 1.42% 0.199%
62 14.640 2217 2223 2228 rVB 5635 7384 1.51% 0.211%
Sum of corrected areas: 3496039
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022229.D

Acqg On : 27 May 2021 13:56

Operator : JC/MD

Sample : M2535-02 20X

Misc : 5.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

Abundance TIC: VX022229.D\data.ms
300000
250000
200000

150000

100000

5.562

5.964
50000 5.397
6.25
115828 740 2.831 3105 3.447 4.24812 5824 | 6.166,

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance TIC: VX022229.D\data.ms

300000 8.653 10.055

250000
11.085

200000

150000 6.769 10.305

100000
11.384

457
11.3
36038446 10.963/122
T L — ,‘__j‘\ i

50000 o
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Abundance TIC: VX022229.D\data.ms
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12 5%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022229.D

Acqg On : 27 May 2021 13:56

Operator : JC/MD

Sample : M2535-02 20X

Misc : 5.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.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 Pentane, 2,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.257 8.54 ug/l 56396 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 56
Abundance Scan 848 (6.257 min): VX022229.D\data.ms (-839) (-) m/z 57.10 100.00%
57.1
5000
41.1
A AR
| g3q 991 6.00 6.20 6.40 6.60
0l S - m/z 56.18 37.89%
miz--> 0 20 40 60 80 100 120
Abundance #7664: Pentane, 2,2,4-trimethyl-
57.0
M )
5000 L L I L L I L I
41.0 6.00 6.20 6.40 6.60
m/z 41.10 29.72%
99.0
0 150 | ] 83.0 | 114.0
\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #7649: Hexane, 2,2-dimethyl-
57.0 /\
6.00 6.20 6.40 6.60
5000 m/z 43.10 14.21%
41.0
15.0 \“ \M i 72.0 990 114.0
S i T S
miz--> 0 20 40 60 80 100 120
Abundance #12720: Hexane, 2,2,4-trimethyl- Chepeod
57.0 6.00 6.20 6.40 6.60
m/z 55.10 9.04%
5000
41.0
o ‘\ | 720 950 11301280
““““““ — ““““‘ AR ‘H“H‘w“u“u‘_“
m/z--> 0 100 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022229.D

Acqg On : 27 May 2021 13:56

Operator : JC/MD

Sample : M2535-02 20X

Misc : 5.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.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, 2,3,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.988 6.44 ug/l 42486  1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 3,3,4-trimethyl- 142 C1leH22 020278-87-9 64
4 2,2'-Bifuran, octahydro- 142 C8H1402 001592-33-2 56
5 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 53

Abundance Scan 1132 (7.988 min): VX022229.D\data.ms (-1121) (-) m/z 43.10 100.00%

43.1 71.1
5000
W A4

“ 7.60 7.80 8.00 8.20 8.40
il il

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ mZ 71.10 86.83%
m/z--> 0 20 80 100 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 \H“\H“vw‘*\w‘*\w

7.60 7.80 8.00 8.20 8.40
m/z 70.10 65.77%

27.0
‘\‘ ‘\‘\ \H Il 114'0
O T ‘ T T T ‘ L ‘ LI ‘ L ‘ T T T ’ LI ‘ L
m/z--> 0 20 40 60 80 100 120
Abundance #3981: Pentane, 3-ethyl-
43.0

7.60 7.80 8.00 8.20 8.40

5000 70.0 m/z 41.10 37.74%
27,0
oL 10 Ll L] ssoteo
e e e e
miz--> 0 20 40 60 80 100 120
Abundance #19203: Heptane, 3,3,4-trimethyl- W AR v ns /‘\A‘\\ [

43.0 71.0 7.60 7.80 8.00 8.20 8.40
m/z 55.00 26.57%

5000
0 M ‘ “ 950 11301280
e 1 A M R © B8

m/z--> 0 20 40 60 80 100 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022229.D

Acqg On : 27 May 2021 13:56

Operator : JC/MD

Sample : M2535-02 20X

Misc : 5.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.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, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.110 9.31 ug/l1 61452  1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50

Abundance Scan 1152 (8.110 min): VX022229.D\data.ms (-1144) (-) m/z 43.10 100.00%

3.1
71.1
5000
e
‘ ‘ 99.1 7.80 8.00 8.20 8.40
ol el e m/z 710100 60.95%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 H‘HH‘H\\/‘\\/\J\\\‘HH‘
7.80 8.00 8.20 8.40
m/z 70.10 57.44%
5o | || | e
O \‘\\\‘\‘\i\\‘}\\‘\‘\\w\’}\\\“\\\\’\\\\‘\\\\’\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7645: Hexane, 3,3-dimethyl-
43.0
AA LA A
7.80 8.00 8.20 8.40
71.0 .
5000 m/z 57.20 47.73%
99.0
0 ""1‘5‘-?““‘m“wHh“m‘_,lmuw,mWm,w
miz--> 0O 20 40 60 80 100 120 140 160 \ /\ j\’\ ;«/\\
Abundance #90252: Sulfurous acid, hexyl pentyl ester e
43.0 85.0 7.80 8.00 8.20 8.40
m/z 85.10 41.20%
5000
0 Ll ‘\F‘%- ‘ 1110 1370 167.0
R A S T e
m/z--> 0 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022229.D

Acqg On : 27 May 2021 13:56

Operator : JC/MD

Sample : M2535-02 20X

Misc : 5.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.384 15.90 ug/l 100907 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 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1689 (11.384 min): VX022229.D\data.ms (-1682) (- m/z 105.10 100.00%
105.1
5000
120.1 N A
— P
91.1
39.1 63.1 77‘.1 ‘ 11.00 11.50
Ol el e m/z 1200100 28.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 — AM A
1200 11.00 11.50
m/z 91.10 13.12%
39.0 77.0 91.0
OH‘\\H‘\2\6\\?\\\\“‘\\Hi‘\‘ui‘e‘%\"\ow‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 J\/\
PN AVivI W
11.00 11.50
5000 m/z 77.10 10.30%
120.0
77.0 91.0
39.0
Oy B e b e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 )\ A
Abundance #9429: Benzene, 1-ethyl-4-methyl- A‘ ‘ AL e
105.0 11.00 11.50
m/z 79.10 8.38%
5000
120.0
610 77.0 91.0 J\
Pl N TR W | 1 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022229.D

Acqg On : 27 May 2021 13:56

Operator : JC/MD

Sample : M2535-02 20X

Misc : 5.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.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 Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.616 6.01 ug/l 38139 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1727 (11.616 min): VX022229.D\data.ms (-1722) (- m/z 105.10 100.00%
105.1
5000
120.1 A
39.1 630 /M1 911 11.50 12.00
0 ",‘m,‘H‘,m“,mH,mHMWH‘s‘w‘u“‘uH“‘slww‘m m/z 120.10  31.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9402: Mesitylene
105.0
120.0 AA
a LA |
5000 s
11.50 12.00
m/z 77.10 13.15%
39.0 77.0 91.0
O \\’H\\’\\\’-\9\\H"‘\\\\"“\‘\\‘\‘6‘%\.‘\0\‘\i\‘}“\\H“{\H‘\Hl\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 )\ /\ ]
TANIN WA 1]
120.0 11.50 12.00
5000 m/z 91.10 12.22%
39.0 77.0 91.0
Oh 280 el
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9430: Benzene, 1-ethyl-4-methyl- el A ‘ 21 A
105.0 11.50 12.00
m/z 79.10 10.65%
5000
120.0
77.0 91.0
ol 180 L B e (LU A i il
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022229.D

Acqg On : 27 May 2021 13:56

Operator : JC/MD

Sample : M2535-02 20X

Misc : 5.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Benzene, 1-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.091 6.30 ug/l 39964 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022229.D

Acqg On : 27 May 2021 13:56

Operator : JC/MD

Sample : M2535-02 20X

Misc : 5.54g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pentane, 2,2,4-... 6.257 8.5 ug/l 56396 2 6.769 330080 50.0
Pentane, 2,3,4-... 7.988 6.4 ug/l 42486 2 6.769 330080 50.0
Pentane, 2,3,3- 8.110 9.3 ug/l 61452 2 6.769 330080 50.0
Benzene, 1l-ethy... 11.384 15.9 ug/l 100907 4 12.024 317312 50.0
Mesitylene 11.616 6.0 ug/l 38139 4 12.024 317312 50.0
Benzene, 1l-ethy... 12.091 6.3 ug/l 39964 4 12.024 317312 50.0

82X051921W.M Fri May 28 18:57:59 2021 Page: 10



