LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01
Operator : JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X041222W.M

Title : SW846 8260

Signal : TIC: VX@28109.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.746 103 108 120 rBV 302683 426301 6.73% 0.710%
2 2.867 288 292 299 rVB 41396 76929 1.21% 0.128%
3 2.953 299 306 322 rVB 292035 628136 9.92% 1.047%
4 3.111 322 332 347 rVB 768122 1786373 28.20% 2.976%
5 4.306 518 528 542 rVB 54190 156636 2.47% 0.261%
6 5.391 692 706 715 rBV 167219 490109 7.74% 0.817%
7 5.556 724 733 755 rVB 256466 754200 11.91% 1.257%
8 5.958 788 799 807 rBV 173654 465319 7.35% 0.775%
9 6.044 807 813 824 rVB2 75158 199905 3.16% 0.333%
10 6.233 826 844 859 rBV 739884 2047317 32.32% 3.411%
11  6.763 922 931 942 rBV 420399 1005349 15.87% 1.675%
12 8.147 1144 1158 1163 rBV 72865 158712 2.51% 0.264%
13 8.427 1197 1204 1210 rBV 185203 316399 5.00% 0.527%
14 8.501 1210 1216 1226 rVB 607051 965853 15.25% 1.609%
15 8.653 1234 1241 1247 rBV 907454 1389160 21.93%  2.315%
16 8.720 1247 1252 1263 rVV 1436779 2161726 34.13% 602%
17 8.842 1263 1272 1279 rVB 644027 995546 15.72% 659%
18 9.445 1365 1371 1378 rBV 300008 423837 6.69%

19 10.025 1458 1466 1468 rBV 625265 959249 15.14%
20 10.055 1468 1471 1476 rVV 945723 1280199 20.21%

NRFRPORW
N
[
@)
R

21 10.104 1476 1479 1482 rVV 293903 396473 6.26%
22 10.147 1482 1486 1490 rVV 1276948 1576495 24.89%
23 10.195 1490 1494 1499 rVV 2129023 2687915 42.44%
24 10.244 1499 1502 1506 rVV3 67669 119484  1.89%
25 10.305 1506 1512 1517 rVV 5013317 6334064 100.00% 10.

[SECIE NN SR
IN
N
)
3R

26 10.354 1517 1520 1527 rVB2 145096 218616  3.45%
27 10.646 1562 1568 1577 rBV 2225797 2909251 45.93%
28 10.793 1585 1592 1599 rBV2 284063 596152  9.41%
29 10.963 1616 1620 1625 rVB 234326 313489 4.95%
30 11.085 1633 1640 1644 rBV 884488 1185585 18.72%

RPoOOoO PO
Xe]
O
w
R

31 11.171 1648 1654 1661 rVV2 436480 861632 13.60%
32 11.274 1661 1671 1674 rVV 721144 982976 15.52%
33 11.305 1674 1676 1684 rVV2 486006 665140 10.50%
34 11.378 1684 1688 1695 rVV 1257224 2292791 36.20%
35 11.451 1695 1700 1711 rVB 1126554 1526193 24.10%

NWR R R
=
©
0
R

36 11.616 1720 1727 1734 rBV 1007201 1248433 19.71% 2.080%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01
Operator : JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X041222W.M
Title : SW846 8260
37 11.695 1734 1740 1745 rVV3 74162 113903 1.80% 0.190%
38 11.756 1745 1750 1754 rVV 3995428 4589385 72.46% 7.647%
39 11.799 1754 1757 1763 rVB 127886 156103 2.46% 0.260%
40 11.890 1763 1772 1778 rBV3 223159 412662 6.51% 0.688%
41 12.024 1789 1794 1800 rBV 1232689 1516260 23.94%  2.526%
42 12.091 1800 1805 1812 rVV 1089391 1613562 25.47% 2.688%
43 12.152 1812 1815 1824 rVB 157453 224543 3.55% 0.374%
44 12.244 1824 1830 1838 rBV 3451426 4586454 72.41% @ 7.642%
45 12.317 1838 1842 1852 rVV2 368500 525986 8.30% 0.876%
46 12.408 1852 1857 1862 rVV2 90991 133742 2.11% 0.223%
47 12.463 1862 1866 1872 rVV 71682 101222 1.60% 0.169%
48 12.530 1872 1877 1880 rVV 166856 239884 3.79% 0.400%
49 12.555 1880 1881 1886 rvV 117626 115591 1.82% 0.193%
50 12.616 1886 1891 1894 rVV 541526 652300 10.30% 1.087%
51 12.646 1894 1896 1900 rVvV 133521 153388 2.42% 0.256%
52 12.701 1900 1905 1912 rVvV 482943 625047 9.87% 1.041%
53 12.847 1923 1929 1936 rVB3 73257 116872 1.85% 0.195%
54 12.920 1936 1941 1944 rBV 206252 259050 4.09% 0.432%
55 12.963 1944 1948 1953 rVB 401898 477057 7.53% 0.795%
56 13.170 1978 1982 1987 rVB 264491 298219 4.71% 0.497%
57 13.292 1997 2002 2008 rVB2 611161 792162 12.51% 1.320%
58 13.426 2019 2024 2030 rVB 93070 123490 1.95% 0.206%
59 13.774 2075 2081 2091 rVB 969711 1257787 19.86% 2.096%
60 13.871 2091 2097 2102 rBV 56429 78525 1.24% 0.131%
61 14.640 2219 2223 2233 rVB 100462 131124 2.07% 0.218%

62 14.780 2241 2246 2252 rBV 92856 121168 1.91% 0.202%

Sum of corrected areas: 60017430
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

. 16

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41422\

: VX028109.D
: 14 Apr 2022 16:

JC/MD

: N2403-08
: 5.0mL/MSVOA_X/WATER
Sample Multiplier:

. SW846 8260

01

1

: C:\Database\NIST20.L

TIC Integration Parameters:

4000000
3000000
2000000
1000000

0
Time-->
Abundance
5000000

4000000
3000000

2000000

1000000

1.746

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.M

TIC: VX028109.D\data.ms

3.111

2.953
2.86

4.306

5.399-256

6.23%

595844

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
TIC: VX028109.D\data.ms

8.720

8.6
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8147 8.4

8.842

9.445

10.805

10.646

0
Time-->
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5000000

4000000

3000000

2000000

1000000

Time-->

11.756

12.244

12481601 15 g6
Rdaoses 2350

8.00 8 50

9.00
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TIC: VX028109.D\data.ms

13.774

13.292

ta7 3 426
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: N2403-08
: 5.0mL/MSVOA_X/WATER
: 16 Sample Multiplier: 1

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41422\

: VX028109.D
: 14 Apr 2022 16:01

JC/MD

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.M
. SW846 8260

: 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 9

R.T. EstConc Area Relative to ISTD R.T.
1.746  28.26 ug/l 426301  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 83
2 Oxirane, trimethyl- 86 C5H100 005076-19-7 40
3 3-Buten-1-o0l 72 C4H80 000627-27-0 38
4 Pentane 72 C5H12 000109-66-0 33
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28
Abundance Scan 108 (1.746 min): VX028109.D\data.ms (-103) (-) m/z 43.05 100.00%
43.0
5000 /\J\
R A mE e R
‘ ’ 1.40 1.60 1.80 2.00
ol iyl $10 11521460 1011 28L. [, 41.1p 93.02%
m/z--> 0 50 100 150 200 250
Abundance #813: Butane, 2-methyl-
43.0
5000 A_/\k‘\\u‘u\\‘mu‘uu’\
1.40 1.60 1.80 2.00
L m/z 42.10 89.27%
2.0
O ‘ \“ T H\ i”“‘\ \“ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #1966: Oxirane, trimethyl-
43.0
A E s RERaRRRR S
1.40 1.60 1.80 2.00
5000 m/z 57.05 78.09%
860
L
miz--> 0 50 100 150 200 250
Abundance #752: 3-Buten-1-ol R A REERREEE S
42.0 1.40 1.60 1.80 2.00
m/z 39.05 34.80%
5000
m/z--> 0 50 100 150 200 250 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01
Operator : JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 Amylene hydrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.233 101.82 ug/l 2047320 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 83
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 40
3 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 39
4 3-Hexanol 102 C6H140 000623-37-0 38
5 Silane, trimethyl- 74 C3H1esi 000993-07-7 9

Abundance Scan 844 (6.233 min): VX028109.D\data.ms (-826) (-) m/z 59.10 100.00%

59.1
73.1
5000
43.1

6.00 6.20 6.40 6.60

o“w‘H“H“_‘mhhﬁ‘vmwu“me“_gf?u9%9‘u‘ m/z 73.10  63.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2359: Amylene hydrate
59.0
73.0
5000 AR SRR AR

430 6.00 6.20 6.40 6.60
310 m/z 55.10  44.91%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0

6.00 6.20 6.40 6.60

o

5000 43.0 m/z 43.10  35.16%
31.0
0 15\0 I \‘ I 75.0 890
e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #5026: 3-Pentanol, 2-methyl- R AREEETIEE R
59.0 6.00 6.20 6.40 6.60

m/z 41.10 16.49%

5000 73.0
310 43.0
0 H‘ \H\ M ! 85.0 101.0

m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01
Operator : JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 2-Pentanol, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.501 37.72 ug/l 965853  Chlorobenzene-d5 10.055

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 64
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 59
5 3-Hexanol, 5-methyl- 116 C7H160 000623-55-2 40
Abundance Scan 1216 (8.501 min): VX028109.D\data.ms (-1210) (-) m/z 59.05 100.00%
59.0
5000
87.1
R AR R
m “ 8.20 8.40 8.60 8.80
Ol Ll 1120 2069 no 4506 28.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
5000
8.20 8.40 8.60 8.80
87.0 . .62%
3L0‘ ‘ m/z 87.10 26.62%
O\\\‘\‘\‘{“\\““\\\w‘i\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
8.20 8.40 8.60 8.80
5000 m/z 43.10 23.83%
31.0
‘ 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0 8.20 8.40 8.60 8.80
m/z 41.10 23.54%
5000
87.0
31.0H ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01
Operator : JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 3-Pentanol, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.842 38.88 ug/l 995546  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 83
2 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 37
3 1,3-Dioxolane, 2-hexyl- 158 C9H1802 001708-34-5 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 35
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 32
Abundance Scan 1272 (8.842 min): VX028109.D\data.ms (-1263) (-) m/z 73.10 100.00%
73.1
5000

43'0 \\\\‘\\\\‘\\\\’\\\\‘\\\

‘H | 8.60 8.80 9.00 9.20
bl Ll 1120 1931 1y 55e5  41.86%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #5031: 3-Pentanol, 3-methyl-

73.0
5000 4\‘\/\\\‘\\\\‘\\\\’\”\‘\”
8.60 8.80 9.00 9.20
45.0 m/z 43.05  24.39%
015-0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #818: Methane, isothiocyanato-
73.0
R R e R
8.60 8.80 9.00 9.20
5000 m/z 45.10 20.01%
45.0
ol bbbt b
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35331: 1,3-Dioxolane, 2-hexyl-
73.0 8.60 8.80 9.00 9.20
m/z 69.10 13.51%
5000
45.0
0 15.0 | ‘ 157.0
et
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01
Operator : JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.M
Quant Title : 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 5 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.171  28.41 ug/1 861632 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 74
2 2-Heptanol, 2-methyl- 130 C8H180 000625-25-2 72
3 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 59
4 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 50
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 50

Abundance Scan 1654 (11.171 min): VX028109.D\data.ms (-1648) (- m/z 59.05 100.00%

59.0
5000
Lﬁ “m 1151 11.00 11.50
ol 370 N L840, 2089, 4110 21.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15786: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0
5000 AN A
11.00 11.50
m/z 56.10 18.57%
31.0 97.0
O \\\‘\‘\H\.\“M\‘\\HM\\“\\‘\\\\“\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15724: 2-Heptanol, 2-methyl-
59.0
e —
11.00 11.50
5000 m/z 55.05 17.97%
ZT‘-O M 115.0
83.0
0 ‘H_:““M“‘hﬂwmuwm‘wm_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24453: 6-Methyl-2-heptanol, methyl ether ey =
59.0 11.00 11.50
m/z 43.10 16.28%
5000
29.0 ‘ 97.0 1290
(RN R 1 M s e s
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01
Operator : JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.378 75.61 ug/1 2292790 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1688 (11.378 min): VX028109.D\data.ms (-1684) (- m/z 105.00 100.00%
105.0
5000 M j\
A
399 (10 | 11.00 11.50
Obrerrnk et b Il 280 2069 ;156,65 32.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 i M‘ /\ :
11.00 11.50
m/z 91.00 14.03%
39.0 77.0
0 \\\‘\‘H\“‘H“V\”“\‘H\““H‘{\[H‘\\‘\“‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
— A
11.00 11.50
5000 m/z 77.00 12.50%
39.0 77.0
0 "““H““H“w“‘u““‘H‘l“‘1“ww“mHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.00 11.50
m/z 105.95 9.38%
5000
0k ML
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01
Operator : JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616  41.17 ug/1 1248430 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 1727 (11.616 min): VX028109.D\data.ms (-1720) (- m/z 105.05 100.00%
105.1
Mol
i —
77.0 11.50 12.00
39.0 L 208.9
bbbt e M 2089 g7 120,10 31.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

Mol )

5000 e B
11.50 12.00

m/z 77.00 12.47%

77.0
O \1\5\?\\\3\9“\0\‘\\‘\\\\H‘\\‘\\“\‘\\‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
s

1150 1200
79.0
=0 )
0‘“_“NM‘MWN“W“H“‘NV‘H“H‘“H“_“‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 1150 1200

m/z 79.00 9.00%

5000

27.0 510 7.0 AA
0 | \‘M WA ‘\\ ‘\ \‘ ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01

Operator JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 1,2,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.091 53.21 ug/l 1613560 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90

Abundance Scan 1805 (12.091 min): VX028109.D\data.ms (-1800) (- m/z 104.95 100.00%
105.0
5000 120.1 /\ A
770 ‘ — —
39.0 63.0 { 12.00
Ottt el b myz 120,10 44.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0 - ‘A :
12.00
770 m/z 77.00 12.83%
51.0 91.0
0H‘\\\\‘%\7\9\\\‘\\\\“\”\\\”‘\‘\‘H‘H\‘U‘HH“H\\‘\M1\‘\\‘\‘\“\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 ﬁVLA
—pL Ay
120.0 12.00
5000 91.05 10.42%
39.0 77.0 91.0
0b 280 b et Wl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 9.78%
120.0
5000
51.0 77‘0910
0‘wHH_‘HMHwu‘wuHM‘HMHWH‘JHHMHM_HWH‘WHHM
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01
Operator : JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244 151.24 ug/1 4586450 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Deltacyclene 118 C9H10 007785-10-6 64
5 Benzeneethanol, .beta.-ethenyl-.... 162 C11H140 040596-14-3 50
Abundance Scan 1830 (12.244 min): VX028109.D\data.ms (-1824) (- m/z 117.10 100.00%
117.1
5000
91.0 L — ™ \”"/w\
39.0 63.0 12.00 12.50
Ol bbbl M 3429 1909 /7 118,18 56.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 —r —
12.00 12.50
39.0 91.0 m/z 115.00  35.91%
. 3.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0
12.00 12.50
m/z 91.00 18.13%
5000 910 /
39.0 65.0
0“H‘H“_ﬂuhw‘ﬂw$m‘u‘ A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl- — R
11v.0 12.00 12.50
m/z 119.05 12.15%
5000 91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

82X041222W.M Fri Apr 15 17:58:13 2022

Page:

12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01

Operator JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 10 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.292  26.12 ug/1 792162 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90

Abundance Scan 2002 (13.292 min): VX028109.D\data.ms (-1997) (- m/z 117.00 100.00%
117.0
5000 JL
Ay
39.0 7?0‘ ‘ 13.00 13.50
ol bty ll 4489 1909 2800 ;935 05 36.47%
miz-> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 T T ﬁ \/\ T
13.00 13.50
m/z 114.95  28.46%
390 /7.0
O ‘\ i‘ \M\“\ ki ‘H“\H\ h\”\‘\\\\’\\\\’\\\\
miz--> 50 100 150 200 250
Abundance #16107: 1-Phenyl-1-butene
117.0
13.00 13.50
5000 m/z 131.00 17.75%
39.0 77.0‘
oLb—4 “‘ }‘m ‘M‘mh‘ I ‘mh‘ H‘ ‘u“\‘ — — —
mfz--> 50 100 150 200 250 M
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- i A o
11v.0 13.00 13.50
m/z 91.00 14.64%
5000
51.0 ‘
01‘5"0\‘ “V }‘\M‘\H“uﬁ7\‘p‘\h\‘ “‘ \““ —— —— —— e Hepnts
m/z--> 50 100 150 200 250 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028109.D

Acqg On : 14 Apr 2022 16:01
Operator : JC/MD

Sample : N2403-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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- 1.746 28.3 ug/l 426301 1 5.556 754200 50.0
Amylene hydrate 6.233 101.8 ug/l 2047320 2 6.769 1005350 50.0
2-Pentanol, 2-m... 8.501 37.7 wug/l 965853 3 10.055 1280200 50.0
3-Pentanol, 3-m... 8.842 38.9 ug/l 995546 3 10.055 1280200 50.0
2-Hexanol, 2,5-... 11.171 28.4 ug/l 861632 4 12.024 1516260 50.0
Benzene, 1l-ethy... 11.378 75.6 ug/l 2292790 4 12.024 1516260 50.0
Benzene, 1l-ethy... 11.616 41.2 ug/l 1248430 4 12.024 1516260 50.0
Benzene, 1,2,3-... 12.091 53.2 ug/l 1613560 4 12.024 1516260 50.0
Indane 12.244 151.2 ug/l 4586450 4 12.024 1516260 50.0
Benzene, 1-ethe... 13.292 26.1 ug/l 792162 4 12.024 1516260 50.0
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