LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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@28103.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 70 78 85 rBV4 17656 44196 1.21% 0.141%
2 1.752 104 109 116 rBV 229301 316239 8.69% 1.006%
3 2.337 198 205 218 rVB 36001 77544 2.13% 0.247%
4 2.782 270 278 289 rBV 134068 329017 9.04% 1.046%
5 2.959 299 307 321 rVW 159146 352319 9.68% 1.121%
6 3.111 321 332 346 rVB 657757 1523889 41.87% 4.847%
7 3.763 426 439 449 rBV3 26485 82853  2.28% 0.264%
8 4.215 501 513 521 rBV3 23728 71499  1.96% 0.227%
9 4.306 521 528 539 rVB2 20062 56906 1.56% 0.181%
106 5.391 693 706 715 rBV 150528 435862 11.98% 1.386%
11 5.556 724 733 741 rBV 224058 646366 17.76% 2.056%
12 5.623 741 744 760 rVB2 68930 173368 4.76% 0.551%
13 5.842 768 780 790 rBV5 20073 67714 1.86% 0.215%
14 5.958 790 799 807 rVW 157263 418578 11.50% 1.331%
15 6.044 807 813 826 rVWW2 64379 197249 5.42% 0.627%
16 6.165 826 833 835 rVW5 31009 75341  2.07%  0.240%
17 6.239 835 845 859 rVV 1294480 3639203 100.00% 11.575%
18 6.354 859 864 877 rVB5 16264 51118 1.40% 0.163%
19 6.763 921 931 941 rBV 380112 905205 24.87% 2.879%
20 7.373 1021 1031 1044 rVB5 29689 86749 2.38% 0.276%
21 7.988 1123 1132 1144 rVB2 36091 94845 2.61% 0.302%
22 8.110 1144 1152 1161 rBV 79810 174347 4.79% 0.555%
23 8.427 1195 1204 1210 rW 451450 753862 20.72% 2.398%
24  8.507 1210 1217 1227 rVV 1103903 1777499 48.84% 5.653%
25 8.604 1227 1233 1235 rVV2 25322 42778 1.18% 0.136%
26 8.653 1235 1241 1251 rVB 827877 1317452 36.20% 4.190%
27 8.775 1251 1261 1264 rBV4 22967 54584 1.50% 0.174%
28 8.842 1264 1272 1280 rVV 1122186 1724706 47.39% 5.485%
29 8.976 1288 1294 1301 rVV4 26933 72568 1.99% 0.231%
30 9.104 1311 1315 1323 rVB2 23728 41487 1.14% 0.132%

31 9.445 1364 1371 1378 rBV2 218501 360062 9.89%
32 9.561 1386 1390 1395 rVB3 48617 72548  1.99%
33 10.025 1459 1466 1468 rVV 556153 838585 23.04%
34 10.055 1468 1471 1476 rVV 894310 1169929 32.15%
35 10.104 1476 1479 1482 rVV 213984 288412  7.93%

O WNOR
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36 10.146 1482 1486 1491 rVV 1006925 1309862 35.99% 4.166%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 10.195 1491 1494 1497 rW 55454 70829 1.95% 0.225%
38 10.250 1497 1503 1509 rVvV5 34320 85515 2.35% 0.272%
39 10.354 1516 1520 1528 rVvV2 104019 174623 4.80% 0.555%
40 10.646 1563 1568 1574 rVB 62994 85446  2.35% 0.272%
41 10.793 1584 1592 1598 rBvV2 232297 444309 12.21% 1.413%
42 10.848 1598 1601 1605 rvVv 33074 51659 1.42% 0.164%
43 10.902 1605 1610 1614 rVV 91940 133571 3.67% 0.425%
44 10.963 1614 1620 1625 rVV3 51273 92039 2.53% 0.293%
45 11.085 1633 1640 1644 rVV 747232 1020447 28.04%  3.246%
46 11.122 1644 1646 1648 rVvV 74059 85952 2.36% 0.273%
47 11.171 1648 1654 1661 rVV2 330106 662699 18.21% 2.108%
48 11.274 1665 1671 1674 rVV 523341 664779 18.27% 2.114%
49 11.311 1674 1677 1685 rVV2 195300 282858 7.77% 0.900%
50 11.390 1685 1690 1694 rVvv2 113347 165562 4.55% 0.527%
51 11.439 1694 1698 1709 rVB3 78612 163716 4.50% 0.521%
52 11.616 1720 1727 1730 rBV 29128 45199 1.24% 0.144%
53 11.695 1734 1740 1746 rVV4 87243 163749 4.50% 0.521%
54 11.756 1746 1750 1753 rVwV 22630 40941 1.12% ©0.130%
55 11.799 1753 1757 1762 rVV 136315 178174 4.90% 0.567%
56 11.890 1762 1772 1778 rVV5 232448 455979 12.53% 1.450%
57 11.939 1778 1780 1789 rVV5 31517 70230 1.93% 0.223%
58 12.024 1789 1794 1800 rVV 949834 1191648 32.74%  3.790%
59 12.110 1800 1808 1812 rVV2 194187 371071 10.20% 1.180%
60 12.152 1812 1815 1817 rVV2 53069 81516 2.24% 0.259%
61 12.177 1817 1819 1824 rVV3 44346 55787 1.53% 0.177%
62 12.244 1824 1830 1838 rVV3 848522 1295859 35.61% 4.121%
63 12.317 1838 1842 1846 rW 83422 120711 3.32% 0.384%
64 12.408 1850 1857 1862 rVV2 38178 73764 2.03% 0.235%
65 12.463 1862 1866 1872 rVV3 31342 65851 1.81% 0.209%
66 12.518 1872 1875 1879 rVV2 36218 51936 1.43% 0.165%
67 12.609 1885 1890 1893 rVV2 86787 157473 4.33% 0.501%
68 12.646 1893 1896 1901 rVV 248122 336641 9.25% 1.071%
69 12.701 1901 1905 1912 rVV 519071 707542 19.44% 2.250%
70 12.762 1912 1915 1922 rVV3 62881 117897 3.24% 0.375%
71 12.835 1922 1927 1935 rVW2 65208 119299 3.28% 0.379%
72 12.920 1935 1941 1944 rVV 72405 121076 3.33% 0.385%
73 12.963 1945 1948 1953 rVv2 63985 93581 2.57% 0.298%
74 13.030 1953 1959 1965 rVV5 38813 86123 2.37% 0.274%
75 13.097 1967 1970 1974 rVV3 31578 47653 1.31% 0.152%
76 13.134 1974 1976 1979 rVV 33240 43080 1.18% 0.137%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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

77 13.170 1979 1982 1984 rVV 38694 49134 1.35% ©.156%
78 13.292 1998 2002 2009 rvV 309287 438955 12.06% 1.396%
79 13.347 2009 2011 2017 rVV3 30937 60747 1.67% 0.193%
80 13.420 2020 2023 2030 rvVv2 25440 46090 1.27% 0.147%
81 13.506 2033 2037 2040 rVVv3 24064 39532 1.09% 0.126%
82 13.542 2040 2043 2047 rVW 58280 81666 2.24% 0.260%
83 13.585 2047 2050 2054 rVvVv2 68061 111307 3.06% ©.354%
84 13.640 2054 2059 2061 rvv2 76082 126218 3.47% 0.401%
85 13.664 2061 2063 2069 rvVB2 91023 109089 3.00% 0.347%
86 13.780 2079 2082 2090 rVB 25382 39442 1.08% ©0.125%
87 13.853 2090 2094 2101 rBV2 32320 45807 1.26% 0.146%
88 13.926 2101 2106 2110 rBV2 66725 88884 2.44%  0.283%
89 14.079 2126 2131 2134 rBV 35739 46797 1.29% 0.149%
990 14.213 2148 2153 2160 rBV 49881 77169 2.12% 0.245%
91 14.371 2175 2179 2184 rVB2 34937 47782 1.31% 0.152%
92 14.481 2192 2197 2203 rBV2 47934 66542 1.83% 0.212%
93 14.786 2242 2247 2251 rBV3 24673 44789 1.23% 0.142%

Sum of corrected areas: 31441475
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2403-02
: 5.0mL/MSVOA_X/WATER
. 10

LSC Report - Integrated Chromatogram

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

: VX028103.D
: 14 Apr 2022 13:41

JC/MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

o

Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VX028103.D\data.ms

3.111

1.752
2 782-959

1.563 2.337 3.763 4.20.306

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: VX028103.D\data.ms
8507 8842
10.146

10.05
8.653

10.025

8.427
6.763

9.445 0.104
10.354

9.561 9%

110

0

Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

Time-->

82X041222W.M

b o

8.00

.77%8.986104
I B e L

8.50 9.00
TIC: VX028103.D\data.ms

—
9.50 10.00 10.50

12.024
12.244

T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50

Fri Apr 15 17:54:14 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 1 Butane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.752 24.46 ug/l 316239  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 36
3 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 35
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
5 Pentane 72 C5H12 000109-66-0 33
Abundance Scan 109 (1.752 min): VX028103.D\data.ms (-104) (-) m/z 43.10 100.00%

43.1
5000
|

140 1.60 1.80 2.00
oL A7 1052 1911 28LI u.; 4185 90.75%

miz-> 50 100 150 200 250
Abundance #814: Butane, 2-methyl-
43.0
A\

5000 Ao e
1.40 1.60 1.80 2.00

m/z 42.10 88.04%

O\‘\\‘“‘“\ \“\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #984: 1-Propanol, 2-methyl-
43.0

1.40 1.60 1.80 2.00
m/z 57.10 75.24%

5000
74.0
ol L
miz-> 50 100 150 200 250
Abundance #5667: Butane, 1-chloro-2-methyl- P
57.0 1.40 1.60 1.80 2.00
m/z 39.05 36.46%
5000
27,0
obddyl. ). 1060 e maaase e
m/z--> 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 : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 Butane, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.782  25.45 ug/l 329017 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
3 Tetrahydrofuran 72 C4H80 000109-99-9 38
4 Pentane 72 C5H12 000109-66-0 36
5 1-Pentene 70 C5H10 000109-67-1 28
Abundance Scan 278 (2.782 min): VX028103.D\data.ms (-270) (-) m/z 43.10 100.00%
43.1
5000
71.1
‘ 55.0 86.1 2.40 2.60 2.80 3.00 3.20
0t e m/z 42,10 85.98%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2054: Butane, 2,3-dimethyl-
43.0
5000
2.40 2.60 2.80 3.00 3.20
27.0 710 m/z 41.05  46.85%
15.0 ‘ ‘ 55.0 ’ 86.0
O \\\’.\\\\‘\1‘\\‘\\\}“\\\\" }\\’\f‘\f‘\\\f‘f\\\‘\\f‘.\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2045: Pentane, 2-methyl-
43.0
R RRAREEEEE R S
2.40 2.60 2.80 3.00 3.20
5000 71.0 m/z 71.10  28.45%
27.0 57.0
obase Il WLl %0
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #763: Tetrahydrofuran W““‘H““‘H,‘JXW“
42.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 24.55%
5000 72.0
27.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 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\VX041422\
Data File : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 Amylene hydrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.239 201.01 ug/l 3639200 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 83
2 3-Hexanol 102 C6H140 000623-37-0 72
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 40
4 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 39
5 Silane, trimethyl- 74 C3H1esi 000993-07-7 38
Abundance Scan 845 (6.239 min): VX028103.D\data.ms (-835) (-) m/z 59.10 100.00%
59.1
5000
g 6.00 6.20 6.40 6.60
O ol 992 133 2070 nyz 73.85  62.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2362: Amylene hydrate
59.0
5000 L L L L L L B

6.00 6.20 6.40 6.60
m/z 55.05 42.89%
\\

A
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4969: 3-Hexanol
59.0

6.00 6.20 6.40 6.60

o

5000 m/z 43.05 34.11%
31.0
by oo
o N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone R AREEEEEER RS
59.0 6.00 6.20 6.40 6.60

m/z 41.10 17.02%

5000
‘ “ 87.0
il |

m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 2-Butanol, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.427  32.22 ug/l 753862  Chlorobenzene-d5 10.055

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 78
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 56
4 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 43
5 3-Heptanol 116 C7H160 000589-82-2 40
Abundance Scan 1204 (8.427 min): VX028103.D\data.ms (-1195) (-) m/z 59.05 100.00%
59.0
5000
87.1
L 8.20 8.40 8.60 8.80
o S e b 2078 /7 87.10 30.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5047 2-Butanol, 2,3-dimethyl-
59.0
5000 L B B I LN L
87.0 8.20 8.40 8.60 8.80
' m/z 41.05 29.45%
31.0
O\\\\‘\‘\“\\“‘U\\\Hi\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5007: 2-Pentanol, 2-methyl-
59.0
R AREERIEEEE
8.20 8.40 8.60 8.80
m/z 69.05 28.25%
5000 870
31.0H
0\H\‘\‘\“H“wH‘MHH‘H\\‘HH‘\m‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5058: Propane, 2-ethoxy-2-methyl- R S RRRNREREE B
59.0 8.20 8.40 8.60 8.80
m/z 43.05 25.20%
5000
87.0
29.0
o‘Hh_“:“”‘p‘muw__wH_m‘w_ww_m AW VR A W A
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 : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 5 2-Pentanol, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.507 75.97 ug/l 1777500  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 83
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 53
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 50
5 DL-Lactamide, N,O-dimethyl- 117 C5H11NO2 1000452-56-3 42
Abundance Scan 1217 (8.507 min): VX028103.D\data.ms (-1210) (-) m/z 59.05 100.00%
59.0
5000
87.0
Lu ‘ ‘ 8.20 8.40 8.60 8.80
O STl | 11221908 o 4sies  28.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5025: 2-Pentanol, 2-methyl-
59.0
5000
8.20 8.40 8.60 8.80
87.0 m/z 87.05 26.83%
31.0 ‘
O\\\\‘\‘\“\\“H\\\\‘\\‘\\’\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0
AR
8.20 8.40 8.60 8.80
5000 m/z 43.05 23.76%
87.0
31.0
o‘H“HH“UHwHH,‘HwHH_‘Www_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5058: Propane, 2-ethoxy-2-methyl- kJ\“H“,““_“““‘W
59.0 8.20 8.40 8.60 8.80
m/z 41.10 23.00%
5000
87.0
29.0
Lo

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 : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 3-Pentanol, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.842 73.71 ug/1l 1724710 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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 47
3 1,3-Dioxolane, 2-hexyl- 158 C9H1802 001708-34-5 37
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 16

Abundance Scan 1272 (8.842 min): VX028103.D\data.ms (-1264) (-) m/z 73.10 100.00%

73.1
5000
43.1

‘ 8.60 8.80 9.00 9.20
(
el Ll 20 2081 2800 o es o5 42.06%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5030: 3-Pentanol, 3-methyl-
73.0

(@

5000 #ﬁ/\\wuu‘uu,uu‘\u
8.60 8.80 9.00 9.20
43.0 m/z 43.10 25.16%
0\\\‘\‘1“\\“‘HH}"HH‘\‘\H‘HH‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9513: 3-Pentanol, 2,4-dimethyl-
73.0
R A RAREEE RS
8.60 8.80 9.00 9.20
5000 m/z 45.10 19.83%
43.0
Ol b
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35331: 1,3-Dioxolane, 2-hexyl-

73.0 8.60 8.80 9.00 9.20
m/z 41.05 12.89%

) M
410
ol bl 157.0

m/z--> 20 40 60 80 100120140160180200220240260280 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 : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 7 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.793  18.99 ug/l 444309 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 90
2 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 45
3 2-Decanol, methyl ether 172 C11H240 1000333-83-9 40
4 2-Hydroxy-2,4-dimethyl-3-pentanone 130 C7H1402 003212-67-7 36
5 3-Nonanol 144 CS9H200 000624-51-1 36

Abundance Scan 1592 (10.793 min): VX028103.D\data.ms (-1584) (- m/z 59.05 100.00%
59

.0
5000
i N |
‘ mﬂ 97.1 10.50 11.00
ol ST b Ll pead 2078 n 4105 24.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15786: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0
5000 j\ - L
10.50 11.00
m/z 43.05 19.41%
31.0 97.0
O \\\‘\‘\H\.\“M\‘\\HM\\“\\‘\\\\“\\{\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24453: 6-Methyl-2-heptanol, methyl ether
59.0
Niv— S
10.50 11.00
5000 m/z 55.05 19.08%
29.0H ‘ 97‘.0 129.0
O L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47389: 2-Decanol, methyl ether — =
59.0 10.50 11.00
m/z 56.10 16.36%
5000
ol by 880 1120 1900 170 oA L)
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 8 2-Heptanol, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.171  27.81 ug/1 662699 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 78
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): VX028103.D\data.ms (-1648) (-  m/z 59.05 100.00%
59.0

- th
—p —
“‘u 11?1 11.00 11.50
O 308 4 840, [ 1760 2080 ., 4116 20.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15786: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0
5000 ] P
11.00 11.50
970 m/z 56.10 18.11%
31.0 )
O\\\\‘\‘\H\\“M\‘\\HM\\‘\\‘\\\\‘\\{1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15706: 2-Heptanol, 2-methyl-
59.0
11.00 11.50
5000 ITI/Z 55.10 16.56%
270 ‘ 115.0
o i by 830 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24453: 6-Methyl-2-heptanol, methyl ether = e
59.0 11.00 11.50
m/z 43.10 15.35%
5000
0 2%0\“\\ ‘uu | 970 | 1290
e e e e e TR =
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\VXe41422\
Data File : VX@28103.D

Acqg On : 14 Apr 2022 13:41

Operator JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 9 Benzene, 1-propenyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.244  54.37 ug/1 1295860 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 87
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 80
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
4 Indane 118 C9H10 000496-11-7 55
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55

Abundance Scan 1830 (12.244 min): VX028103.D\data.ms (-1824) (-

m/z 117.10 100.00%

1171
5000
39.1 63.0 12.00 12.50
0 428 2089 /7 118.10  54.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 T T T T T \J\j\\
12.00 12.50
91.0 o
m/z 115.05 41.18%
51.0
O\\\‘2\7‘\.9\“\\“{\““‘U\\WH‘\!M\[“\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
1 —
12.00 12.50
5000 m/z 119.10 35.53%
91.0
39‘-0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 Ajk
Abundance #10195: Benzene, cyclopropyl- T A I
117.0 12.00 12.50
m/z 105.00 33.12%
5000
91.0
51.0 ‘
ozt | I e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 10 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.701  29.69 ug/l 707542  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87

Abundance Scan 1905 (12.701 min): VX028103.D\data.ms (-1901) (- m/z 117.00 100.00%

117.0
5000
510 91.0 12.50 13.00
Obrre oot L 41980 207006 00 33.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11y7.0
5000 o A
12.50 13.00
91.0 m/z 132.00  28.49%
51.0
O\\\‘2\7\\()\“\\“\\“‘\‘\\\“\\“\\‘H“\\U‘\H\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0
—— —
12.50 13.00
39.0 65.0 ‘
0“‘_“ﬂ‘NH"H"H"wu‘w‘wh“u“u“_“W“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (24nethy|1[x0peny0
117. 12.50 13.00
m/z 118.00 10.04%
5000
91.0
39.0 65.0 ‘
ots Ll b bl
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028103.D

Acqg On : 14 Apr 2022 13:41
Operator : JC/MD

Sample : N2403-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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- 1.752 24.5 ug/l 316239 1 5.556 646366 50.0
Butane, 2,3-dim... 2.782 25.4 ug/l 329017 1 5.556 646366 50.0
Amylene hydrate 6.239 201.0 ug/l 3639200 2 6.763 905205 50.0
2-Butanol, 2,3-... 8.427 32.2 ug/l 753862 3 10.055 1169930 50.0
2-Pentanol, 2-m... 8.507 76.0 ug/l 1777500 3 10.055 1169930 50.0
3-Pentanol, 3-m... 8.842 73.7 ug/l 1724710 3 10.055 1169930 50.0
2-Hexanol, 2,5-... 10.793 19.0 ug/l 444309 3 10.055 1169930 50.0
2-Heptanol, 2-m... 11.171 27.8 ug/l 662699 4 12.024 1191650 50.0
Benzene, 1-prop... 12.244 54.4 ug/l 1295860 4 12.024 1191650 50.0
Benzene, 1-ethe... 12.701 29.7 ug/l 707542 4 12.024 1191650 50.0
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