LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12 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_N\methods\82N©31824W.M

Title : SW846 8260

Signal : TIC: VN@81496.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.512 86 95 105 rBV 2592574 4208571 6.51% 0.735%
2 3.248 209 220 240 rBV 13284396 29117024 45.02% 5.087%
3  3.648 278 288 305 rVB2 2062200 5379372 8.32% 0.940%
4 3.859 314 324 339 rVB 764257 1887432 2.92% 0.330%
5 4.048 339 356 364 rBV 410621 1189648 1.84% 0.208%
6 4.148 364 373 391 rVB 1304909 3531148 5.46% 0.617%
7 4.424 404 420 438 rBV2 611446 2140030 3.31% 0.374%
8 5.153 526 544 553 rBv4 253364 987108 1.53% 0.172%
9 5.277 553 565 570 rVW 1956796 6877289 10.63% 1.202%
106 5.353 571 578 608 rVB5 2543159 13888927 21.47% 2.427%
11 5.812 638 656 674 rBV 3380952 11336681 17.53% 1.981%
12 6.312 727 741 754 rBV3 257961 788355 1.22% 0.138%
13  6.653 792 799 812 rVB2 523136 1573062 2.43% 0.275%
14 6.800 812 824 831 rBV2 516430 1616028 2.50% 0.282%
15 6.889 831 839 851 rVV2 414107 1640703 2.54% 0.287%
16 7.083 863 872 887 rVV3 564761 1638430 2.53% 0.286%
17 7.224 887 896 903 rVW2 361856 989064 1.53% 0.173%
18 7.330 903 914 936 rVB 5786944 17115557 26.46%  2.991%
19 8.006 1021 1029 1039 rVB2 746072 1846623 2.86% 0.323%
20 8.165 1047 1056 1060 rBV 423315 1025296 1.59% 0.179%
21 8.259 1060 1072 1078 rVV2 2761218 9260836 14.32% 1.618%
22 8.330 1078 1084 1095 rVB2 1411538 3652495 5.65% 0.638%
23 8.447 1095 1104 1110 rBV 845766 1881512 2.91% 0.329%
24 8.512 1110 1115 1121 rVB 349893 711987 1.10% 0.124%
25 8.583 1121 1127 1135 rBV2 359237 801706 1.24% 0.140%
26 8.724 1142 1151 1157 rBV4 1469774 3896983 6.03% 0.681%
27 8.788 1157 1162 1168 rVV2 1240963 2670615 4.13% 0.467%
28 8.859 1168 1174 1182 rVB 894027 2005008 3.10% 0.350%
29 9.106 1204 1216 1229 rBV2 1535081 4242201 6.56% 0.741%
30 9.335 1248 1255 1260 rBV ~ 330533 714456 1.10% 0.125%
31 9.600 1296 1300 1317 rVB 2100183 4816831 7.45% 0.842%
32 9.777 1323 1330 1337 rVB 521316 981314 1.52% 0.171%
33 10.100 1378 1385 1391 rBV2 1485621 2891874 4.47%  0.505%
34 10.341 1416 1426 1438 rBV3 417108 1212622 1.87% 0.212%
35 10.453 1438 1445 1450 rBV 554714 1049793 1.62% 0.183%

36 10.571 1457 1465 1470 rBV 2055308 4017946 6.21% 0.702%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12 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_N\methods\82N©31824W.M
Title : SW846 8260

37 10.630 1470 1475 1484 rVB 4424662 8259047 12.77%  1.443%
38 10.759 1489 1497 1507 rVB5 542637 1484293 2.29%  ©.259%
39 10.912 1517 1523 1529 rBV 351301 685395 1.06% ©0.120%
40 10.982 1529 1535 1546 rVB2 1090192 2630536 4.07%  0.460%

41 11.865 1678 1685 1692 rBV 1532518 2804746  4.34%  0.490%
42 11.965 1692 1702 1712 rVV 21828528 37181948 57.49% 6.497%
43 12.071 1712 1720 1732 rBV 33159630 62938507 97.31% 10.997%
44 12.400 1765 1776 1786 rBV 12314526 20532548 31.75% 3.588%
45 12.694 1817 1826 1833 rVB 2010454 3330639 5.15% ©.582%

46 12.847 1845 1852 1862 rVB 1053587 1951132 3.02% 0.341%
47 13.035 1874 1884 1890 rBV 8313269 13484597 20.85% 2.356%
48 13.100 1890 1895 1897 rVV 4055696 6453271 9.98%  1.128%
49 13.129 1897 1900 1905 rVV 6309654 10410222 16.10% 1.819%
50 13.176 1905 1908 1915 rVB 1670385 2453977 3.79% 0.429%

51 13.335 1928 1935 1945 rBV 9453824 15709590 24.29%  2.745%
52 13.482 1952 1960 1968 rBV2 39870034 64678868 100.00% 11.301%
53 13.612 1974 1982 1988 rVB3 775708 1918351 2.97% 0.335%
54 13.729 1997 2002 2007 rVB 477032 698848 1.08% ©.122%
55 13.823 2007 2018 2025 rBV 8630747 16296935 25.20% 2.847%

56 13.953 2033 2040 2043 rBV 3702578 5763715 8.91% 1.007%
57 13.994 2043 2047 2051 rVV 6319049 11091965 17.15% 1.938%
58 14.035 2051 2054 2063 rVV2 3464432 5716015 8.84%  ©.999%
59 14.118 2063 2068 2073 rVB 752943 1185060 1.83% 0.207%
60 14.182 2073 2079 2084 rBV 2407271 3852705 5.96% ©.673%
61 14.247 2084 2090 2093 rVV 5351068 9422035 14.57% 1.646%
62 14.276 2093 2095 2099 rVV 3767862 4584439 7.09% 0.801%
63 14.329 2099 2104 2110 rVV 7798629 12087901 18.69% @ 2.112%
64 14.400 2110 2116 2119 rVV 1943537 3244706 5.02% ©.567%
65 14.447 2119 2124 2132 rVB2 6056602 10248081 15.84% 1.791%
66 14.576 2140 2146 2152 rVV2 2222930 3559819 5.50% 0.622%
67 14.653 2152 2159 2163 rVV 4988751 8846628 13.68%  1.546%
68 14.694 2163 2166 2171 rVV 7065005 10438644 16.14%  1.824%
69 14.735 2171 2173 2177 rVV 703207 884465 1.37% ©0.155%
70 14.882 2192 2198 2201 rBV2 659696 1016669 1.57% 0.178%
71 14.929 2201 2206 2211 rBV 5129222 8255625 12.76%  1.442%
72 14.970 2211 2213 2218 rVB 825848 997547 1.54% 0.174%
73 15.053 2218 2227 2233 rBV2 7599695 16681062 25.79%  2.915%
74 15.117 2233 2238 2248 rVB3 630638 1445269 2.23% ©0.253%
75 15.212 2248 2254 2261 rBV2 844300 1717329 2.66% ©.300%

76 15.317 2261 2272 2277 rBV2 2120745 5664635 8.76%  ©0.990%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12 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_N\methods\82N©31824W.M

Title : SW846 8260

77 15.441 2285 2293 2304 rVB2 2184701 5583096 8.63% 0.976%
78 15.641 2321 2327 2334 rVB 2403669 4402506 6.81% 0.769%
79 15.753 2340 2346 2351 rBV2 675935 1334816 2.06% ©0.233%
80 15.806 2351 2355 2370 rVB 540815 1256060 1.94% 0.219%
81 15.947 2370 2379 2387 rBV 1061994 2130980 3.29% 0.372%
82 16.129 2399 2410 2420 rBV 641959 1966605 3.04% 0.344%

83 16.341 2438 2446 2464 rVB3 455116 1462652 2.26% 0.256%

Sum of corrected areas: 572329006
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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_N\Data\VN@©32024\
VN@81496.D

: 20 Mar 2024 16:10

JC\MD

: P1784-01
: 5.0mL/MSVOA_N/WATER
: 12 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.M

. SW846 8260

: C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

0

TIC: VN081496.D\data.ms

3.248

5.812

2.512 3.648 5.57353
A 3850404898 4.424 5,15;%/{ JAN 6312  6.658.808

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ﬁ\\\\‘\\\\‘\ﬁ\‘\\\ H’ﬁ\\\\‘\\\‘r‘rv—v—r\‘\\r‘v—rv—v‘ﬁj—rﬁ‘\j—v‘v-rﬁ/\\\r\
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3.5e+07

3e+07
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1.5e+07
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5000000

Time-->

7
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TIC: VN081496.D\data.ms
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7.00
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.248 157.21 ug/1 29117000  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Butane, 1-chloro-2-methyl- 106 C5H11Cl 000616-13-7 35
4 Pentane 72 C5H12 000109-66-0 28
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 220 (3.248 min): VN081496.D\data.ms (-209) (-) m/z 43.05 100.00%
5000
‘ 72.1 3.00 3.20 3.40 3.60
ol el gl L2030 1278 /7 41,05 89.59%
miz--> 0 20 40 60 80 100 120 140
Abundance #813: Butane, 2-methyl-
43.0
5000 270
3.00 3.20 3.40 3.60
m/z 42.10 85.84%
72.0
O\2‘.(\)\\“\‘\‘1\\"}\H\“!“\\‘}\‘\\\\’\\\\‘\\\\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #752: 3-Buten-1-ol
42.0
3.00 3.20 3.40 3.60
5000 m/z 57.10 76.01%
26‘ ‘ 72.0
ok 2l
m/z--> 0 20 40 60 80 100 120 140
Abundance #5667: Butane, 1-chloro-2-methyl-
41.0 57.0 3.00 3.20 3.40 3.60
m/z 39.00 34.10%
5000
ol 20Ul il 770 os0
m/z--> 0 20 40 60 80 100 120 140 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10

Operator JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©31824W.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 2 Butane, 2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
5.277 37.13 ug/1 6877290  Pentafluorobenzene 8.224
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 1,2,3-Trimethyldiaziridine 86 C4H1ON2 113604-56-1 36
5 Pyrrolidine 71 C4HON 000123-75-1 27
Abundance Scan 565 (5.277 min): VN081496.D\data.ms (-553) (-) m/z 43.10 100.00%
5000
71.0
T a NRRRR S
‘ 5.00 5.20 5.40 5.60
o}
0l e 28E myz 4210 84.36%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 UL L B I B AL BN
71.0 5.00 5.20 5.40 5.60
m/z 41.00 42.99%
O\‘\}?\.?\‘\‘\\‘i}\‘\“{‘\\i\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2042: Pentane, 2-methyl-
43.0
e RAREEmaREE S
5.00 5.20 5.40 5.60
5000 m/z 71.05 31.08%
71.0
150“ ‘
(O R B e o N R e S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane R mmaa e
43.0 5.00 5.20 5.40 5.60
m/z 39.00 22.38%
5000 //\/A/\\\¥
72.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 1-Pentene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.353  74.99 ug/1 13888900  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 50
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 38
3 Cyclopentane 70 C5H1e 000287-92-3 37

4 1-Pentanol 88 C5H120 000071-41-0 32
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 28

Abundance Scan 578 (5.353 min): VN081496.D\data.ms (-571) (-) m/z 42.10 100.00%

42.1
71.1
5000

5.00 5.20 5.40 5.60
C
w“u‘u“‘uﬂ‘muw“H‘H‘w“u‘u‘w“u‘u‘%9§: m/z 43.10  85.72%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #629: 1-Pentene
42.0

5000 ‘_“‘_“‘_“‘_“‘_
700 5.00 5.20 5.40 5.60

L‘N m/z 71.10 62.43%
\H\‘\\H‘\H\‘H\\‘\\H‘\H\‘H\\‘\\H‘\H\

15.0 H
\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2046: Pentane, 2-methyl-
43.0

5.00 5.20 5.40 5.60

o

o

5000 ITI/Z 41.00 62.23%
71.0
0 ‘_‘H_MH“m‘l“u“w‘HwmWm_m_m‘uu_m
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #635: Cyclopentane R L R
42.0 5.00 5.20 5.40 5.60

m/z 70.10 56.04%

5000
70.0

0 0
miz--> 0 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.812 61.21 ug/1 11336700  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 64
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 40
Abundance Scan 656 (5.812 min): VN081496.D\data.ms (-638) (-) m/z 57.05 100.00%
57.0
5000

5.40 5.60 5.80 6.00 6.20

86.1
oW"w"HHuu“,m‘m‘_"WWw_wmﬂ(??:? m/z 56.10 82.67%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2049: Pentane, 3-methyl-
57.0
29.0
5000 [ L AL R
5.40 5.60 5.80 6.00 6.20
m/z 41.00 57.61%
01.01’86.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #14583: Hexane, 2,2,3-trimethyl- /\
57.0

5.40 5.60 5.80 6.00 6.20

5000 ITI/Z 43.10 19.54%
29.0
PR L ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #34256: Butyl isocyanatoacetate R AARMRAREEEL
57.0 5.40 5.60 5.80 6.00 6.20

m/z 39.00 17.54%

29.0
5000 /\
86.0
0 L %89 140

m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.330  92.41 ug/l 17115600  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 78
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 72
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 50
Abundance Scan 914 (7.330 min): VN081496.D\data.ms (-903) (-) m/z 56.10 100.00%
56.1
5000
84.1 7.00 7.20 7.40 7.60
Oberererprrebbesth b L2071 7 41.65  49.19%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0
5000
7.00 7.20 7.40 7.60
m/z 69.00  45.26%
ZTO 84.0
O\‘\\\‘\‘\‘\‘\\‘ ’\‘1‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1646: Cyclohexane
56.0
84.0 R R AREES S
7.00 7.20 7.40 7.60
5000 m/z 55.05 26.60%
L))
0 \‘\m‘\mu{m“,Hm“u\\‘\\u‘HHWHWHWHWH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1659: Cyclobutane, ethyl-
56.0 7.00 7.20 7.40 7.60
m/z 39.00 24.93%
5000
27.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10

Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©31824W.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 6 Cyclopentane, 1,3-dimethyl-... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.724  45.93 ug/l 3896980  1,4-Difluorobenzene 5. 100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-di methyl-, cis- 98 C7H14 002532-58-3 94

2 Cyclopentane,
3 Cyclopentane,

1,3-di
1,3-dimethyl-
1,3-di

98 C7H14

methyl-, trans- 98 C7H14

002453-00-1 80
001759-58-6 55

4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 55
5 Cyclobutane, 2-ethyl-1-methyl-3-... 140 C10H20 061233-72-5 47
Abundance Scan 1151 (8.724 min): VN081496.D\data.ms (-1142) (-)| | m/z 70.05 100.00%
70.0
56.0
41.0
5000
83.1
‘ ‘ ‘ ‘ ‘ 98.1 8.40 8.60 8.80 9.00
0Lt el L w2 se.es  67.42%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000
8.40 8.60 8.80 9.00
21.0 83.0 m/z 55.10  57.64%
‘ ‘ ‘ 98.0
0 H\‘\H\‘]-ﬂr\o\‘\\}}“\\Hl\‘\\\i‘i”\‘\‘\\‘\u ‘H\‘\“‘HH‘HH‘HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
41.0 8.40 8.60 8.80 9.00
5000 m/z 41.00 54.03%
210 83.0
‘ ‘ 98.0
0 H“H‘w‘ﬁ“ulw‘ullﬁ‘qwlL‘mﬂlMuwm“w‘u‘_“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
410 56.0 70.0 8.40 8.60 8.80 9.00
' m/z 39.00 32.01%
5000
27.0
83.0
‘ ‘ 98.0
I R A N S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00

82NO©31824W.M Thu Mar 21 14:00:52 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.982 46.89 ug/l 2630540  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 74
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
3 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 72
4 2-Isopropylimidazole 110 C6H1ON2 036947-68-9 64
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 64

Abundance Scan 1535 (10.982 min): VN081496.D\data.ms (-1529) (- | m/z 95.05 100.00%
95.0
5000
67.0
39.0 | ‘ ‘ 11.00
Obere ool M 2240 2078 . 67.00  22.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 LN
67.0 11.00
m/z 110.10  21.39%
39.0
O \1\5\.(‘)\“1‘\\w\\“}“\‘\u\\Hi‘\\‘\”‘\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6744: 1,3-Dimethyl-1-cyclohexene
DL
R
11.00
5000 670 m/z 55.00 14.11%
41.0
0 !
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6583: Furan, 2-ethyl-5-methyl- —
95.0 11.00
m/z 39.00 11.75%
5000
43.0 7.0
O bt e e e e Mo
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.335 48.20 ug/l 15709600 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1935 (13.335 min): VN081496.D\data.ms (-1928) (- | m/z 105.00 100.00%
105.0
5000
300 77.0 J 13.00 13.50
O T8 L 12201408 100,05 30.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 A A T ﬁ
13.00 13.50
m/z 91.00 12.81%
39.0 77.0
[ T \‘\ T \"‘\ \“1‘5\?‘.%\ T \“" T \‘1 T “1‘\ \J\-“z\.(\)\ L LA
miz--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
13.00 13.50
5000 m/z 76.95 12.68%
77.0
39.0
oL 280, T .20 bl
m/z--> 20 40 60 80 100 120 140 160 ﬁ
Abundance #10727: Benzene, 1-ethyl-4-methyl- {\dk% i
105.0 13.00 13.50
m/z 79.00 9.21%
5000
79.0
39.0 H
1 S VR NS N A—
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 9 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.329 37.09 ug/l 12087900 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 2104 (14.329 min): VN081496.D\data.ms (-2099) (' | m/z 119.10 100.00%
119.1
5000
90 14.00 14.50
39.0 650 : :
bbb bl AU 1481 172,07 134 05 28.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.00  17.54%
65.0
O \1\5\.(‘)\‘1 \3\9“.‘(\)\“”\‘
miz-> 20 40 80 100 120 140 160
Abundance #17085. Benzene, 4-ethyl-1,2-dimethyl-
119.0
— —r
14.00 14.50
5000 m/z 120.10 9.89%
91.0
390 650 ‘
B R Y S Y —
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0 14.00 14.50
m/z 105.00 9.68%
5000
91.0
41.0 65.0 ‘ ‘
R S PR PR N M
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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-4-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.053 51.18 ug/1 16681100 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
Abundance Scan 2227 (15.053 min): VN081496.D\data.ms (-2218) (- m/z 117.00 100.00%
11v.0
T \
=0 91‘.0 LN ‘1480 193.0 1500
Oyl Ml 2525 PR P m/z 132,00 35.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000 g :
91.0 15.00
51.0 m/z 114.95  28.60%
2707 ‘
O\\\‘\\\\’\\‘U\““U\\h\‘\\\\“H\\\‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
R T
15.00
5000 m/z 131.05 18.03%
91.0
51.0
2T R PR Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0 15.00
m/z 91.00 15.03%
5000 91.0
39.0 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN@81496.D

Acqg On : 20 Mar 2024 16:10
Operator : JC\MD

Sample : P1784-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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- 3.248 157.2 ug/l 29117000 1 8.224 9260840 50.0
Butane, 2,3-dim... 5.277 37.1 ug/l 6877290 1 8.224 9260840 50.0
1-Pentene 5.353 75.0 ug/l 13888900 1 8.224 9260840 50.0
Pentane, 3-methyl- 5.812 61.2 wug/l 11336700 1 8.224 9260840 50.0
Cyclopentane, m... 7.330 92.4 ug/l 17115600 1 8.224 9260840 50.0
Cyclopentane, 1... 8.724 45.9 ug/l 3896980 2 9.100 4242200 50.0
Cyclopentene, 1... 10.982 46.9 ug/l 2630540 3 11.865 2804750 50.0
Benzene, 1l-ethy... 13.335 48.2 ug/l 15709600 4 13.794 16296900 50.0
Benzene, 2-ethy... 14.329 37.1 ug/l 12087900 4 13.794 16296900 50.0
Benzene, 1-ethe... 15.053 51.2 ug/l 16681100 4 13.794 16296900 50.0
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