LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 33 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\82X112222W.M

Title : SW846 8260

Signal : TIC: VX@33038.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 26 29 35 rBV 64956 64099 6.33% 0.536%
2 1.374 43 47 53 rVB 62473 66885 6.60% 0.559%
3 1.752 103 109 122 rVB 440979 586293 57.85% 4.900%
4 1.959 137 143 152 rVB2 53536 83060 8.20% ©.694%
5 2.215 180 185 196 rVB 26733 42006 4.14% 0.351%
6 2.343 199 206 212 rBV2 11941 23649 2.33% 0.198%
7 2.782 262 278 282 rBV3 36642 93980 9.27% ©.785%
8 2.831 282 286 288 rVW 37023 68968 6.81% ©.576%
9 2.867 288 292 305 rvwV 98153 208732 20.60% 1.744%
106 3.008 305 315 323 rVv3 9228 39048 3.85% 0.326%
11  3.105 323 331 346 rVB2 80440 197149 19.45% 1.648%
12 3.739 427 435 444 rBv4 10584 34624 3.42% 0.289%
13 3.837 444 451 457 rW2 10620 25900 2.56% 0.216%
14 3.904 457 462 470 rVB2 7024 16619 1.64% 0.139%
15 4.105 487 495 503 rVB2 5242 12005 1.18% ©0.100%
16 4.306 518 528 541 rVWV 174460 497028 49.04% 4.154%
17 4.422 541 547 562 rVB5S 7271 21567 2.13% 0.180%
18 5.196 666 674 686 rVB5 5722 18766 1.85% 0.157%
19 5.385 694 705 712 rBV2 101328 299109 29.51% 2.500%
20 5.477 712 720 726 rW 141411 439670 43.39% 3.675%
21 5.550 726 732 759 rVB 241050 712114 70.27%  5.951%
22 5.842 771 780 789 rBV6 5852 17564 1.73% 0.147%
23 5.958 789 799 805 rW 104672 275024 27.14% 2.299%
24 6.038 805 812 825 rVV 227338 609789 60.17% 5.096%
25 6.202 825 839 845 rVWw4 14124 61757 6.09% 0.516%
26  6.251 845 847 857 rVV3 11589 29941  2.95% 0.250%
27 6.361 857 865 874 rVB6 9868 30853 3.04% 0.258%
28 6.763 920 931 941 rBV 368791 874990 86.34% 7.313%
29 6.848 943 945 957 rVB4 6744 13949 1.38% 0.117%
30 7.178 990 999 1005 rvVB3 7738 17227 1.70% 0.144%
31  7.379 1021 1032 1041 rBV3 38488 101490 10.01% ©0.848%
32 7.854 1104 1110 1112 rBV3 9223 17286 1.71% 0.144%
33 7.879 1112 1114 1122 rVWV2 12009 21164 2.09% 0.177%
34 7.988 1122 1132 1138 rVB 5709 13244 1.31% 0.111%
35 8.104 1144 1151 1153 rBV 12265 20789 2.05% 0.174%
36 8.141 1153 1157 1164 rVB 26619 49407 4.88% 0.413%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 33 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\82X112222W.M
Title : SW846 8260
37 8.433 1200 1205 1211 rBV2 5662 11169 1.10% 0.093%
38 8.507 1211 1217 1225 rVB 24369 43504  4.29%  0.364%
39 8.647 1225 1240 1248 rBV 463595 725306 71.57% 6.062%
40 8.720 1248 1252 1258 rVB 11458 17061 1.68% 0.143%
41  8.958 1281 1291 1299 rVB2 42031 73125 7.22% 0.611%
42 9.049 1299 1306 1313 rBV 39547 64208 6.34% 0.537%
43 9.159 1319 1324 1334 rVB 11249 18627 1.84% 0.156%
44  9.458 1364 1373 1377 rBV3 10238 20499 2.02% 0.171%
45  9.945 1445 1453 1461 rBV4 4820 10346 1.02% ©0.086%
46 10.055 1465 1471 1478 rBV 752201 1013414 100.00% 8.470%
47 10.195 1489 1494 1500 rVV 290291 373486 36.85% 3.121%
48 10.305 1500 1512 1518 rVB 14916 32345 3.19% 0.270%
49 10.963 1614 1620 1626 rBV 133414 166611 16.44% 1.392%
50 11.079 1634 1639 1646 rBV 493800 606919 59.89% 5.072%
51 11.305 1671 1676 1683 rVB 118580 146089 14.42%  1.221%
52 11.616 1721 1727 1734 rVB 29918 39676 3.92% 0.332%
53 11.756 1746 1750 1759 rVB 12455 16585 1.64% 0.139%
54 11.866 1762 1768 1770 rBV 13887 18280 1.80% 0.153%
55 11.890 1770 1772 1778 rVB 16538 17883 1.76%  0.149%
56 12.024 1788 1794 1802 rBV 774411 978347 96.54% 8.177%
57 12.244 1824 1830 1837 rBV 490445 590762 58.29%  4.937%
58 12.317 1837 1842 1852 rVB2 14370 26335 2.60% 0.220%
59 12.402 1852 1856 1861 rBv2 19101 26741 2.64% 0.223%
60 12.463 1861 1866 1873 rVB 42948 53266 5.26%  0.445%
61 12.616 1884 1891 1893 rBV 9329 13780 1.36% 0.115%
62 12.646 1893 1896 1900 rVV 41490 50787 5.01% 0.424%
63 12.701 1900 1905 1912 rVB 181878 232321 22.92% 1.942%
64 12.847 1924 1929 1934 rVB3 18420 26751 2.64%  0.224%
65 12.920 1934 1941 1945 rVWV 89390 114642 11.31% ©.958%
66 12.963 1945 1948 1954 rW 77184 89235 8.81% 0.746%
67 13.030 1954 1959 1964 rVB3 7635 10915 1.08% 0.091%
68 13.134 1972 1976 1979 rBV2 9672 12948 1.28% 0.108%
69 13.170 1979 1982 1985 rVV 24283 26495 2.61% 0.221%
70 13.292 1998 2002 2006 rVB 84268 100294 9.90% 0.838%
71 13.341 2006 2010 2013 rBV3 8053 12638 1.25% ©0.106%
72 13.420 2019 2023 2030 rVB 49187 63697 6.29% 0.532%
73 13.500 2030 2036 2040 rBV4 5966 10460 1.03% 0.087%
74 13.542 2040 2043 2046 rVV 18999 26741 2.64% 0.223%
75 13.579 2046 2049 2056 rVVW3 28200 57713 5.69% 0.482%
76 13.664 2060 2063 2069 rVB2 19082 30183 2.98% 0.252%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 33 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\82X112222W.M
Title : SW846 8260
77 13.774 2075 2081 2090 rVB 86945 114187 11.27% ©.954%
78 13.859 2090 2095 2100 rBV3 11014 19894 1.96% ©0.166%
79 13.926 2100 2106 2110 rBV2 14155 18939 1.87% 0.158%
80 14.073 2126 2130 2134 rBV 10148 12302 1.21% 0.103%
81 14.213 2148 2153 2164 rBV 16024 26933  2.66% ©0.225%
82 14.317 2166 2170 2175 rVV 8631 11893 1.17% 0.099%
83 14.371 2175 2179 2184 rVB 11807 14778 1.46% 0.124%
84 14.780 2241 2246 2255 rBV 54339 70462 6.95% ©.589%
Sum of corrected areas: 11965317
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
Quant Title : SW846 8260

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

Abundance TIC: VX033038.D\data.ms
700000
600000

500000
1.752

400000

300000
5.550 6.038

200000 4.306
54
2.867 5.38 5.9
100000{ 1 26874 1059 %3gﬁkuﬁizf5
\ \ N 2215343 +13.00 3.73830 6608
ol A 44 105 .‘ 2 5‘196 5.84

\‘ ‘\r\/\\rY_Y_Y_Y—rY_Y\\‘\\\\‘\\\\ \\‘\\\ \7_\\‘\\\\‘\\W‘\\\\‘\\\\‘\\T
Time--> 120 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 400 420 4.40 4.60 4.80 5.00 520 5.40 5.60 5.80 6.00 6.20

Abundance TIC: VX033038.D\data.ms

10.055
700000

600000
500000 6 647 11.079
400000 6.763
300000 10.195

200000

10.963| 17 305

100000

361 78720 159 0.458 ; 10305
. 848 7178 /\ W%S%}Qﬁ 85;%0 9.945|

T ‘ T [ T ‘ ‘ T T ‘ T
Time--> 6.50 7.00 7.50 8. 00 8. 50 9 00 9 50 10.00 10 50 11.00
Abundance TIC: VX033038.D\data.ms

12.024

700000
600000
500000 12.244
400000
300000

200000 12.701

£ lg. 13. 292 13.774

100000 6 14.780
2o é@%@‘i\l Samonpar: |
e ‘ P

T ‘ T T ‘ T
Time--> 12.00 12.50 13. 00 13 50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33038.D

Acqg On : 24 Nov 2022 04:55

Operator JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 33  Sample Multiplier: 1
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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.
1.752  41.17 ug/1 586293  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 37
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 1-Butene 56 C4H8 000106-98-9 10
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
Abundance Scan 109 (1.752 min): VX033038.D\data.ms (-103) (-) m/z 43.10 100.00%
43.1
57.1
5000
501 ‘ . 1.40 1.60 1.80 2.00
35.1],/|, 0.1 || 65.0 | o
Oterprrrrrprerr e oo et oo e M/Z 41,10 91.86%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10 87.90%
0 15.0 ‘ I, 50.0 7?'0
H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\ \‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
1.40 1.60 1.80 2.00
5000 m/z 57.10 72.04%
27.0 57.0 720
0 15.0 “w‘ ol SO'Q\\‘ 65.0
P T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #752: 3-Buten-1-ol AT
42.0 1.40 1.60 1.80 2.00
310 m/z 39.05 33.28%
5000
57.0 72.0
P TN 1 .
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Pentane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.959 5.83 ug/l 83060 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 64
3 Oxirane, ethyl- 72 C4H80 000106-88-7 40
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 32
5 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 17
Abundance Scan 143 (1.959 min): VX033038.D\data.ms (-137) (-) m/z 43.10 100.00%
43.1
5000 ]\\
571 W‘H‘_‘H‘H‘W‘H‘W
‘ ‘ 72.1 1.60 1.80 2.00 2.20
Obrprersprerrrrrr et o e | m/z 42,10 63.12%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
1.60 1.80 2.00 2.20
. m/z 41.10 58.63%
21.0 570 72.0
0 15.0 ‘ \ ‘ 500, | 65.0
H‘\\H‘HH‘HH‘\\H‘HH‘HH‘HH‘H \‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
“H‘W‘H“H‘W‘H‘,
57.0 1.60 1.80 2.00 2.20
5000 m/z 39.10 27 .04%
29.0
72.0
0 15.0 ‘ 1, 50.0 I
P e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #762: Oxirane, ethyl- “‘H“‘H“‘H“H“,
42.0 1.60 1.80 2.00 2.20

m/z 57.10 16.61%

5000 27.0
57.0 71.0
=0 ] .
0 ‘ 1] | il !\ 50.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Butane, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.782 6.60 ug/l 93980  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
3 Pentane 72 C5H12 000109-66-0 38
4 1-Pentene 70 C5H10 000109-67-1 28
5 Hydroxylamine, O-(3-methylbutyl)- 103 C5H13NO 019411-65-5 12
Abundance Scan 278 (2.782 min): VX033038.D\data.ms (-262) (-) m/z 43.10 100.00%
43.1
5000
71.2
e
55.1 86.1 2.40 2.60 2.80 3.00 3.20
Ot et e st e e m/z 42,10 83.82%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L B L LN L B R I
71.0 2.40 2.60 2.80 3.00 3.20
270 m/z 41.10 48.01%
55.0
86.0
O\\‘\J-\S\O\‘\\\‘\“\\\\‘i\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\\1\‘\\\
m/z--> 10 20 40 50 70 80 90
Abundance #2045:Pentane,24nethyh
43.0
M
2.40 2.60 2.80 3.00 3.20
5000 71.0 m/z 71.20 28.03%
270 57.0
86.0
ol 220 [/ 350,
miz--> 10 20 30 40 70 80 90
Abundance #809: Pentane R REREE R
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 24.61%
5000
27.0 57.0 720
m/z--> 10 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 1-Pentene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.867 14.66 ug/l 208732  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene 70 C5H1e 000109-67-1 86
2 Cyclobutane, methyl- 70 C5H1e 000598-61-8 86
3 Cyclopentane 70 C5H1e 000287-92-3 86
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64
5 2-Pentene, (E)- 70 C5H1e 000646-04-8 47
Abundance Scan 292 (2.867 min): VX033038.D\data.ms (-288) (-) m/z 42.10 100.00%
42.1
55.1
5000 70.1 JJ\
A RaE L A Ramm AR
84.0 2.60 2.80 3.00 3.20
o et b et S m/z 55.10 52.48%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene
42.0
55.0
5000 \H‘Hu‘\uﬁ‘\v\/\\\‘uu
27.0 70.0 2.60 2.80 3.00 3.20
m/z 70.10 42.12%
15.0 ‘
O \\\‘\\\\‘\\‘\\‘\\11‘\\\\}‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
AR ARNESARE T
2.60 2.80 3.00 3.20
5000 m/z 41.10 38.90%
55.0
270 70.0
150 || |
0l e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane R RARRRER
42.0 2.60 2.80 3.00 3.20
m/z 39.10 29.89%
5000
55.0 70.0
27.0 ‘
15.0 ‘
oL 10 150 | ]

m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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.
4.306 34.90 ug/l 497028  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
4 Cyclobutane 56 C4H8 000287-23-0 50
5 Cyclohexane 84 C6H12 000110-82-7 47
Abundance Scan 528 (4.306 min): VX033038.D\data.ms (-518) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1
AN amEE RS
‘ ‘ ‘ 84.2 4.00 4.20 4.40 4.60
0l et L myz 41,10 56.51%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 T T T T T T [T TTTT]
4.00 4.20 4.40 4.60
m/z 69.10 46.12%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\.(\)‘\\}u“\\\}}\‘\\\i‘\w ‘\‘\\\‘1i\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0
e Al ARaaanEs
41.0 4.00 4.20 4.40 4.60
5000 m/z 39.05 27.11%
27.0
69.0
NEY.JNE. L (I -
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- R A amaAneas e
56.0 4.00 4.20 4.40 4.60
210 m/z 55.05  26.89%
5000
42.0
‘ ‘ 84.0
0 \H‘H\\‘\H\‘Hupul‘}‘\‘m‘\‘; e e e R
m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244  30.19 ug/l 590762 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
5 Deltacyclene 118 C9H1e 007785-10-6 68
Abundance Scan 1830 (12.244 min): VX033038.D\data.ms (-1824) (- m/z 117.10 100.00%
117.1
5000
63.1 o1 12.00 12.50
39.1 : :
134.1
oHH"m‘,w‘”p‘mm_J‘H s Al 5 myz 118,10 54.34%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 —r— s
12.00 12.50
390 sgq 91.0 m/z 115.10  33.99%
0\4\39‘\‘\\\"\\\\“‘\‘\\\‘\\\\
miz-> 20 40 60 100 120 140
Abundance #10197:Benzene,cydopropyh
117.0
12.00 12.50
m/z 91.10 16.97%
5000 91.0
51.0
ok ““%ﬁq ﬂ,‘ﬂ‘ ‘d‘ b \Nl\ KR |
miz--> 20 40 80 100 120 140 i )Jk
Abundance #10205.Benzene,l%ﬁhenyLZ—meﬂ1L —r— M
117.0 12.00 12.50
m/z 119.10 9.80%
5000
91.0
39.0 580 ‘
N T S N | NN VWO 1| LV WY 0
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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-ethenyl-3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.701 11.87 ug/1l 232321 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
4 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 86
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
Abundance Scan 1905 (12.701 min): VX033038.D\data.ms (-1900) (- m/z 117.05 100.00%
1171
5000
132.0
— A
91.1
390  63.0 I ‘ 12.50 13.00
O bttt m/z 115,05 33.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0
12.50 13.00
91.0 m/z 132.00  27.31%
OH‘\\H‘%Z\‘R\H“\\?:h.f)\‘!‘\w\\Tﬁ:ie‘\\H“‘\H\‘M‘\\’HH‘\HH‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0 A
—— —T
12.50 13.00
5000 m/z 91.10 13.14%
132.0
1.
39.0 65.0 91.0 ‘
) Y Y S | N N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 )A]\\ M
Abundance #16107: 1-Phenyl-1-butene Apna N A0
117.0 12.50 13.00
m/z 118.10 9.78%
5000 132.0
91.0
51.0
27.0 76,0 ‘
0‘wuH_wquuhuqhmwﬂuwmhu‘qmuwwwuHMHMMHWH et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.920 5.86 ug/l 114642 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 CleHi4 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 94
Abundance Scan 1941 (12.920 min): VX033038.D\data.ms (-1934) (- m/z 119.10 100.00%
119.1
5000 134.2 M
910 NIV VY
39.0 65.2 13.00
Ot i e e e m/z 134,200 43.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 A pa ML A
13.00
91.0 m/z 91.05 17.17%
39.0 65.0
0 \\‘1\\5\.9\H‘\‘H\\"‘HHi‘i‘\\\’\‘m\‘\HM“H\\"i\\\‘\WH’\\M\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
A AIVNELIV Y
13.00
5000 134.0 m/z 120.20  9.33%
15.0 39.0 65.0 91.0
0 \\‘H‘\.\‘\\\‘\‘H\\’\\Hi‘“u\’\M\‘\HM“H\\"\\H‘\‘M\’H‘mluu‘\‘\‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17065: Benzene, 1,2,3,5-tetramethyl- VW ‘/\‘ e O N
119.0 13.00
m/z 117.10 8.99%
5000 134.0
0 "‘H‘W‘“"H‘“,“‘Hi‘;‘u‘,“1‘1WH‘U‘H",“‘H‘M‘,H‘:‘;}HH““‘HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 3-Phenylbut-1-ene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.292 5.13 ug/1 100294  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
2 1H-Indene, 2,3-dihydro-5-methyl- 132 Cl1eH12 000874-35-1 87
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
5 Benzene, (2-methyl-2-propenyl)- 132 Cl1eH12 003290-53-7 86
Abundance Scan 2002 (13.292 min): VX033038.D\data.ms (-1998) (- m/z 117.10 100.00%
117.1
5000 132.1
770 %1 | 13.00 13.50
o‘ww‘?‘7“%mg‘mH‘MMMMWH_H‘_m‘M‘J‘wl‘ww” m/z 132.05  39.09%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16106: 3-Phenylbut-1-ene
11v.0
5000 ey JL A’“
13.00 13.50
91.0 132.0 m/z 115.10  31.00%
L GO -
O\\‘\\\‘\‘H\\‘\\H}“\\\‘\\‘H‘H\1“\\\\‘\\\\‘\‘\‘H‘H\\‘\\H“\‘H\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 M ij
VLVLWE NPk
13.00 13.50
5000 132.0 m/z 131.20 18.05%
39.0 65.0 91.0 ‘ ‘
Y RN PO R A T
m/z--> 20 30 40 50 60 70 80 90 100110120130140 A A
Abundance #16131: Benzene, 1-ethenyl-4-ethyl- Aoy e
117.0 13.00 13.50
m/z 91.10 14.19%
39.0 630 77.0 1O ‘ MM
0 H‘H‘W‘HJM‘HHH‘WHM‘_‘M‘H‘W‘H‘ku‘ulh‘uiw‘u‘u
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 1300 1350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033038.D

Acqg On : 24 Nov 2022 04:55
Operator : JC/MD

Sample : N5741-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 41.2 ug/l 586293 1 5.556 712114 50.0
Pentane 1.959 5.8 ug/l 83060 1 5.556 712114 50.0
Butane, 2,3-dim... 2.782 6.6 ug/l 93980 1 5.556 712114 50.0
1-Pentene 2.867 14.7 ug/l 208732 1 5.556 712114 50.0
Cyclopentane, m... 4.306 34.9 wug/l 497028 1 5.556 712114 50.0
Indane 12.244 30.2 ug/l 590762 4 12.024 978347 50.0
Benzene, 1l-ethe... 12.701 11.9 wug/l 232321 4 12.024 978347 50.0
Benzene, 1,2,4,... 12.920 5.9 wug/l 114642 4 12.024 978347 50.0
3-Phenylbut-1-ene 13.292 5.1 ug/l 100294 4 12.024 978347 50.0
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