LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX033242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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@33242.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.752 104 109 117 rVB 31000 41085 2.34% 0.342%
2 2.343 195 206 221 rVB 61805 122408 6.97% 1.020%
3 2.782 268 278 299 rBV 221836 501411 28.53% 4.179%
4 2,977 299 310 323 rBV 65569 214707 12.22%  1.790%
5 3.111 323 332 346 rVB 755115 1757208 100.00% 14.647%
6 3.757 427 438 452 rBV2 11973 33223 1.89% 0.277%
7 4.050 475 486 498 rBV2 6019 18090 1.03% 0.151%
8 4.215 502 513 522 rVW2 37414 111121 6.32% 0.926%
9 4.306 522 528 539 rw2 7824 21092 1.20% 0.176%
106 5.129 653 663 670 rBV3 7278 24898 1.42%  0.208%
11 5.385 695 705 716 rBV 59493 173651 9.88% 1.447%
12 5.556 722 733 739 rBV 129528 377501 21.48% 3.147%
13 5.623 739 744 759 rVB2 83780 245146 13.95% 2.043%
14 5.848 770 781 791 rBV3 21076 69906 3.98% ©.583%
15 5.958 791 799 804 rW 62663 160789  9.15%  1.340%
16 6.037 804 812 824 rVW 619666 1635130 93.05% 13.629%
17 6.159 825 832 837 rVv4 15404 48496 2.76%  0.404%
18 6.245 837 846 857 rVV3 112803 373276 21.24%  3.111%
19 6.354 857 864 877 rVB 35254 104001 5.92% 0.867%
20 6.763 921 931 943 rBV 194847 461209 26.25% 3.844%
21  7.360 1019 1029 1041 rBV3 28545 72940 4.15% 0.608%
22 7.775 1089 1097 1105 rVB2 18423 37564 2.14% 0.313%
23 7.988 1122 1132 1140 rVB2 34769 87981 5.01% 0.733%
24  8.104 1144 1151 1162 rBV2 57452 127099 7.23% 1.059%
25  8.427 1199 1204 1210 rVV 21977 35066 2.00% ©0.292%
26 8.507 1211 1217 1225 rVB3 53090 95922 5.46% 0.800%
27  8.647 1227 1240 1248 rBV 287238 483528 27.52% 4.030%
28 8.775 1256 1261 1266 rBV 11013 17915 1.02% 0.149%
29 8.842 1266 1272 1281 rVB 56641 93655 5.33% 0.781%
30 8.976 1288 1294 1300 rVB2 21447 37425 2.13% 0.312%
31 9.104 1309 1315 1320 rVB 25261 42767  2.43% 0.356%
32 9.451 1366 1372 1378 rBV3 15504 27624 1.57% 0.230%
33 9.573 1386 1392 1396 rBv2 14612 23834 1.36% 0.199%
34 10.055 1459 1471 1476 rBV 395549 555011 31.58% 4.626%
35 10.140 1481 1485 1491 rVv4 25533 46265 2.63% ©0.386%
36 10.250 1497 1503 1506 rVV2 12256 27552 1.57% 0.230%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX033242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 10.305 1509 1512 1517 rVB 16804 23089 1.31% 0.192%
38 10.787 1576 1591 1598 rBV6 6725 18772 1.07% ©.156%
39 10.963 1614 1620 1625 rBV 15043 20614 1.17% 0.172%
40 11.079 1634 1639 1645 rBV 248413 320783 18.26% 2.674%
41 11.311 1674 1677 1685 rVB3 14114 20863 1.19% 0.174%
42 11.616 1722 1727 1733 rBV 20079 26050 1.48% 0.217%
43 11.750 1745 1749 1754 rVB 14728 20316 1.16% 0.169%
44 11.866 1763 1768 1770 rBV 20688 28595 1.63% 0.238%
45 11.890 1770 1772 1779 rVB 26611 30542 1.74% ©.255%
46 12.024 1788 1794 1801 rVB 398887 504081 28.69% 4.202%
47 12.177 1812 1819 1824 rVB 12357 17664 1.01% ©.147%
48 12.250 1824 1831 1836 rBV 234539 296447 16.87% 2.471%
49 12.311 1836 1841 1850 rVB 81407 110509 6.29% 0.921%
50 12.402 1852 1856 1862 rBV 23695 30062 1.71% ©.251%
51 12.616 1886 1891 1894 rBV 40522 50970 2.90% ©.425%
52 12.701 1900 1905 1912 rBV 627046 819091 46.61% 6.827%
53 12.841 1923 1928 1933 rVB 29806 41429 2.36% 0.345%
54 12.920 1933 1941 1945 rBV 87424 114884 6.54%  ©.958%
55 12.963 1945 1948 1953 rVB2 14922 19001 1.08% ©.158%
56 13.030 1953 1959 1967 rVB3 38412 66139 3.76% ©.551%
57 13.134 1967 1976 1979 rBV2 46813 69736 3.97% ©.581%
58 13.170 1979 1982 1985 rVvV 87922 115066 6.55% ©.959%
59 13.195 1985 1986 1992 rVB 29400 22634 1.29% 0.189%
60 13.292 1997 2002 2007 rVV2 142429 187798 10.69% 1.565%
61 13.347 2007 2011 2016 rVV2 23843 33461 1.90% ©.279%
62 13.420 2020 2023 2030 rVB 20395 27794 1.58% 0.232%
63 13.500 2030 2036 2039 rBV2 11616 18075 1.03% 0.151%
64 13.542 2039 2043 2047 rVV 69391 101061 5.75% 0.842%
65 13.585 2047 2050 2053 rVV2 41643 64271 3.66% ©.536%
66 13.640 2053 2059 2061 rVV2 82982 139126 7.92% 1.160%
67 13.664 2061 2063 2070 rVB2 70590 78873 4.49% 0.657%
68 13.853 2090 2094 2099 rVB2 15392 23642 1.35% ©.197%
69 13.926 2099 2106 2110 rBV2 33022 43417 2.47% 0.362%
70 13.969 2110 2113 2117 rVB 14659 17705 1.01% 0.148%
71 14.219 2149 2154 2167 rVB3 13232 29595 1.68% 0.247%
72 14.371 2175 2179 2192 rVB 26039 34402 1.96% 0.287%
73 14.597 2212 2216 2220 rBV 13667 18941 1.08% 0.158%
74 14.780 2241 2246 2255 rBV2 60814 85209 4.85% 0.710%
Sum of corrected areas: 11997203
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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: VX033242.D\data.ms
3.111
700000

6.037
600000
500000

400000

300000
2.782
200000

5.556 6.241

100000 . 2343 2.97 4ot 5385 192> 5958
: 3.757 4.050/4.306 5120 [\ 5848\ 6.159)

A
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘!_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_F\/\‘\‘\‘Y_Y_V‘/\\\/’\‘\\\\ﬁﬁmm\‘\W‘\\W‘\\\\‘\\\\‘\\T
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance TIC: VX033242.D\data.ms

700000
600000
500000
400000 10.055

300000 8.647

11.079

200000 6.763

100000 8.842

5 oBgl04 8.507

7.775 " 8-42]( 8.7758.986104 g9 491573

A S AL v
8.00

148505 10.789.963| 11.311
o ——— — AN e A T A T

Time--> 6.50 7.00 7.50 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX033242.D\data.ms

B354 7.360
N ‘

700000
12.701
600000

500000

400000 12.024

300000
12.250

200000

100000 12.311 12.92013.17

oA A Ly

Time--> 12.00

14.780
13'8986914.216-374 4 597

‘ ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T
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\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36

Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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, 2,2-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2383 1601 gl 122468  pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2,2-dimethyl- 86 CoMa 000075-83-2 90
2 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 50

3 Oxalic acid, isobutyl pentyl ester 216 C11H2004
4 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403
5 Pentane, 2-bromo-

150 C5H11Br

1000309-37-0 43
000097-72-3 40
000107-81-3 40

Abundance Scan 206 (2.343 min): VX033242.D\data.ms (-195) (-) m/z 71.10 100.00%
431 | 41
5000
R R
‘ 2.00 2.20 2.40 2.60
0 m‘Hmwwbﬂ,mmmwm‘,m‘_m_‘ m/z 57.10  99.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2059: Butane, 2,2-dimethyl-
57.0
5000 T T T T T[T T Tyl
2.00 2.20 2.40 2.60
39 m/z 43.10 84.01%
O \]-\5\.0‘\‘\‘\ \‘iu \‘\‘L‘u’\\w \‘8?).\()\ T ‘ T \\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #85782: Sulfurous acid, isobutyl pentyl ester
57.0
T e
2.00 2.20 2.40 2.60
5000 m/z 41.10 55.74%
29.0
0 Hy UL 87.0 1230  153.0
R R R R R T e R R TR R
m/z--> 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester R R ma R o
57.0 2.00 2.20 2.40 2.60
m/z 56.10 29.26%
5000
29.0
ol | sro uso 161.0
S I i R L R RSERRRAE
m/z--> 20 60 80 100 120 140 160 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 Butane, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.782 66.41 ug/l 501411  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 Cyclobutane, methyl- 70 C5H1e 000598-61-8 33
4 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 27
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 12
Abundance Scan 278 (2.782 min): VX033242.D\data.ms (-268) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.1 86.1 2.40 2.60 2.80 3.00 3.20
Ot 83 LT mjz 42.10 82.85%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L B L LA LA BN R I
71.0 2.40 2.60 2.80 3.00 3.20
270 m/z 41.10 43.31%
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
2.40 2.60 2.80 3.00 3.20
5000 71.0 m/z 71.10 27.39%
270 57.0
86.0
ol 150 H 35.0“ .l , |
‘w“u“u“‘u““‘_“‘_“w“u“‘u“u
miz--> 10 20 30 40 70 80 90
Abundance #652:C‘ckﬂnnane,methW— ‘_““‘H““H,‘j\‘_‘
42.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 20.78%
5000
55.0
21.0 70.0
m/z--> 10 20 30 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\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 Pentane, 2,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4,215 14.72 ug/1 111121  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 94
2 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 64
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 53

Abundance Scan 513 (4.215 min): VX033242.D\data.ms (-502) (-) m/z 43.10 100.00%

43.1
5000
85.1 /\

3.80 4.00 4.20 4.40 4.60

67,1

ol P e+ m/z 57.16  88.43%
m/z--> 0 20 40 60 80 100 120 140
Abundance #4479: Pentane, 2,4-dimethyl-
43.0
5000 85.0 ‘HHWHWHWHW

3.80 4.00 4.20 4.40 4.60
m/z 41.10 54.047%

0 15.0 H ‘\ | i 6710 . ,
T ’ L ‘ L ‘ T ‘ UL ’ T T T ‘ L ‘ L ‘ T T 1T
miz--> 0 20 40 60 80 100 120 140
Abundance #111144: Oxalic acid, butyl isohexyl ester
43.0 /\

3.80 4.00 4.20 4.40 4.60

5000 85.0 m/z 56.10  44.21%
e e
m/z--> 0 20 40 60 80 100 120 140
Abundance #4488: Butane, 2,2,3-trimethyl- _““‘H““‘W““_‘
57.0 3.80 4.00 4.20 4.40 4.60

m/z 85.10  28.89%

5000
29.0 85-0
ol 120 | L

I
m/z--> 0 20 40 60 80 100 120 140 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 Pentane, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.623  32.47 ug/1 245146  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
2 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 40
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38

4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 38

5 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38

Abundance Scan 744 (5.623 min): VX033242.D\data.ms (-739) (-) m/z 56.10 100.00%

56.1
43.1
5000 71.1
““
‘ 85.1 5.40 5.60 5.80 6.00
Ol el ey 2092 m/z 43.10 74.66%

miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl-
43.0 56.0
29.0

5000 LB B B B B L B I B
71.0 5.40 5.60 5.80 6.00
m/z 41.10 63.60%
0 0150”\\’8\501000’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #8557: Oxirane, (1-methylbutyl)-
56.0
““
41.0 5.40 5.60 5.80 6.00
5000 ITI z 57.10 61.47%
69.0
0 S L w0
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2013: Oxirane, (1-methylethyl)- e RRRERTE S S
410 56.0 5.40 5.60 5.80 6.00

m/z 71.10 44.58%

5000
27.0 ‘ 71.0
. L0 ese

m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 Amylene hydrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.245 40.47 ug/l 373276  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Amylene hydrate 88 C5H120 000075-85-4 50
2 3-Hexanol 102 C6H140 000623-37-0 50
3 tert-Butyl N-hydroxycarbamate 133 C5H11NO3 036016-38-3 42
4 Carbamic acid, (cyanomethyl)-, 1... 156 C7H12N202 085363-04-8 42
5 tert-Butyl carbamate 117 C5H11NO2 004248-19-5 36
Abundance Scan 846 (6.245 min): VX033242.D\data.ms (-837) (-) m/z 57.10 100.00%
57.1
73.0
5000 411
“H‘H‘w“u,u‘w“
“ | 99.2 6.00 6.20 6.40 6.60
Obrrprereprereprretbe gl st b e Mz 59.180 89.50%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #2360: Amylene hydrate
59.0
5000

43.0 6.00 6.20 6.40 6.60
m/z 55.10 69.16%

T L) 70
H‘HH‘HH‘HH[HH‘HH‘\\H‘HH‘HH’HH‘\H\’HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #4971: 3-Hexanol
59.0 /\\

6.00 6.20 6.40 6.60

o

5000 m/z 73.05 61.31%
31.0
0,350 Il L Lm0 1010
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16766: tert-Butyl N-hydroxycarbamate S ‘ R A ARARRRARE
57.0 6.00 6.20 6.40 6.60
41.0 m/z 41.10 47.14%
5000
IEAY H‘H 74.0 89.0 118.0133.0
H_Hw‘HwH‘WHH‘HHM‘HMHW‘HWH‘WHHM‘HMH‘_HW‘ ‘H‘_“w“u,u“_“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 Cyclopentane, 1,2-dimethyl-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.354 11.27 ug/l 104001 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 87
2 Isopropylcyclobutane 98 C7H14 000872-56-0 87
3 (Z)-2-Heptene 98 C7H14 006443-92-1 64
4 3-Heptene 98 C7H14 000592-78-9 58
5 1-Heptene 98 C7H14 000592-76-7 58
Abundance Scan 864 (6.354 min): VX033242.D\data.ms (-857) (-) m/z 56.05 100.00%
56.0
70.1
41.0
5000 \
83.1 982 A A RARaREES
H ‘ ‘ 6.00 6.20 6.40 6.60
O b el el il il m/z 70.10  67.70%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-
56.0
70.0
41.0 \
5000 L L AL B BN B
6.00 6.20 6.40 6.60
98.0 . .90%
270 ‘ 83.0 ‘ m/z 55.10 65.90
O \\’\\\\‘\\\H“}\\}‘i\w\\i‘\w ‘\‘\\‘\‘}“\‘\\‘\‘\‘}\\‘\‘\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0 i\
R AREmEREEEEEC
70.0 6.00 6.20 6.40 6.60
m/z 41.05 57.93%
5000 27.0
98.0
‘ 83.0 ‘
0“,H“_‘lh“m}ﬂu‘wﬂ“_‘wuu‘u‘ﬂu“u“_“
m/z--> 10 20 30 40 50 60 70 80 90 100 \
Abundance #3717: (Z)-2-Heptene R RREa
41.0 56.0 6.00 6.20 6.40 6.60
m/z 69.10 36.73%
5000 69.0 98.0
27.0
PENEE N T .
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\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 Pentane, 2,3,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.104 13.78 ug/l 127099 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50
Abundance Scan 1151 (8.104 min): VX033242.D\data.ms (-1144) (-) m/z 43.10 100.00%

431

71.1
5000 57.1 85.1
‘ ‘ 992 7.80 8.00 8.20 8.40
S aa s L STl (S LS M— m/z 71.10 60.02%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-

43.0

5000 71.0 IR I R Y L B
57.0 7.80 8.00 8.20 8.40
270 85.0 m/z 70.10  53.53%
o ] ‘ 99.0 1130
\H’HH’HH’HH‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8648: Hexane, 3,3-dimethyl-
43.0 JK
“_‘H‘H“_‘H‘H‘w
7.80 8.00 8.20 8.40
5000 71.0 m/z 57.10 48.71%
57.0 85.0
29.0
‘H,H‘W‘H‘V‘H‘HH‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘
miz--> 0 10 20 30 40 50 60 70 80 90 100110120 \ M
Abundance #8635: Heptane, 4-methyl- PNULAW RNV
43.0 7.80 8.00 8.20 8.40
m/z 85.10 42.59%
71.0
5000
57.0
290
o a0 T 850 99.0 1140 Joo
H‘W‘H,H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H e A
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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-diethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.250  29.40 ug/l 296447 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 93
3 1,3,8-p-Menthatriene 134 CleHi4 018368-95-1 91
4 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 87
5 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 83
Abundance Scan 1831 (12.250 min): VX033242.D\data.ms (-1824) (- m/z 105.10 100.00%
105.1
5000 134.2 AJL
‘ “ 12.00 12.50
0 H,w_m,whum,“mu_UH,‘m‘_m‘em_Jwmewuw m/z 119.10  96.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 L B T j\/\
12.00 12.50
77.0 m/z 134.20 47.24%
0 H’J-HS\S\H‘\"\\H“‘\H\"ﬁr\ﬂ\\\’\{}‘H‘HH“U\H‘\‘\}\‘H‘\‘\l\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
- Lo LA
12.00 12.50
5000 134.0 m/z 91.10 28.97%
91.0
41.0 65.0
o - it T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 }\
Abundance #17024: 1,3,8-p-Menthatriene )
119.0134.0 12.00 12.50
91.0 m/z 117.10  25.99%
5000
410 650 ‘
0‘w‘HwHH,HHMH‘WHWMMWHHMHHJM‘NM‘Hwﬂuuw‘uwu e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12 50

82X112222W.M Tue Dec 06 14:03:32 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36

Operator JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 Benzene, 1,4-diethyl-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.311 10.96 ug/l 110509 1,4-Dichlorobenzene-d4 12.024
g
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 96
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 91
5 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 91
Abundance Scan 1841 (12.311 min): VX033242.D\data.ms (-1836) (- m/z 105.10 100.00%
105.1
5000 134.2 [LL
77.1 A, ‘ IV
51.1 ‘ ‘ 12.00 12.50
O+ “‘W“Wuuﬂﬁ‘uww“wu JM“MN“‘M — m/z 119.10 92.20%
miz-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
91.0 12.00 12.50
' m/z 134.20 46.49%
39.0 65.0
0 \1\5\.0‘ \‘\‘\ \“ T \“V \“‘\‘\ T \m‘ - “H\ \‘1“ T \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
Al
12.00 12.50
5000 134.0 m/z 91.10 30.13%
91.0
41.0 65.0
. il N
miz--> 20 40 60 80 100 120 140 /\
Abundance #17030: Benzene, 1,3-diethyl- 4 f\‘ [
105.0 12.00 12.50
m/z 77.10 18.76%
134.0
5000 /\A
77.0
27.0 51.0
1 v PG I WY O Y O VO V900
m/z--> 20 40 60 80 100 120 140 12.00 12.50

82X112222W.M

Tue Dec 06 14:03:33 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 10 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.701  81.25 ug/l 819091 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 Benzene, (2-methyl-1-propenyl)- 132 C1eH12 000768-49-0 90
3 Indan, 1-methyl- 132 C10H12 000767-58-8 90
4 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 83
Abundance Scan 1905 (12.701 min): VX033242.D\data.ms (-1900) (- m/z 117.05 100.00%
1171
5000
132.0
510 -, 91‘-0 12.50 13.00
O bttt i el m/z 115,05 32.72%
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  28.22%
O\\‘\\\\‘%Z\‘R\\\“H?]f_‘f‘.‘?‘\‘\w\\zﬁ:ig‘HH“‘\H\‘M‘H‘Hl!‘\HM‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
132.0 A
—— —
12.50 13.00
5000 m/z 91.05 13.55%
91.0
39.0 65.0
2 Y P PO SO NOSOOrTaton | NN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0 12.50 13.00
m/z 118.10 9.73%
5000
132.0
300 650 OO ‘ A
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\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 11 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.920 11.40 ug/l 114884 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, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 o-Cymene 134 CleH14 000527-84-4 94

Abundance Scan 1941 (12.920 min): VX033242.D\data.ms (-1933) (- m/z 119.10 100.00%
119.1
911 /\\ T T T T T
39.1 651 | 1351 13.00
0t ML T m/z 1340200 44.22%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\AJ\ T T T T T j\\ T
13.00
91.0 m/z 91.10 17.86%
39.0 65.0
0 \1\5\.0‘\‘\ T \“‘\ \“i‘\ “1“\ T \““ T \‘i T “%‘\ \M T \1:\%?‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
13.00
5000 m/z 120.10 9.71%
91.0
41.0 63.0 | ‘ | 135.0
o} ARSI VN U i A N VIR SN P
miz--> 20 40 60 80 100 120 140 /\ /k
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- DAY 4 ‘ A
119.0 13.00
m/z 133.05 8.73%
5000
41.0 91.0 135.0 ]\A M
olaso . M0, 80 | Ml A )
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 12 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.170  11.41 ug/1 115066 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 Indan, 1l-methyl- 132 Cl1eH12 000767-58-8 90
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87

Abundance Scan 1982 (13.170 min): VX033242.D\data.ms (-1979) (- m/z 117.10 100.00%

117.1
5000

91.1 13.00 13.50
64.0 ) .
T I W N LM ! 168.1

w2285 m/z 132.05  39.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 T ‘ \[/M\ /\\ T ‘ T
13.00 13.50

m/z 115.10  26.50%

390 g5 910
0 \\\’\“\\\““\\“‘\‘\“‘U\\H\“‘\\“\\‘H\‘\\\"'H‘\;!r\\r\’“o\\\\‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0

13.00 13.50
5000 m/z 131.05 14.56%
91.0
10 1m0 |
m/z--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 13.00 13.50

m/z 91.10 12.16%

5000
39.0 65.0 91.0
0 TR T M N M 185.0
e e

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_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 13 3-Phenylbut-1-ene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.292 18.63 ug/l 187798 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 81
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1leH12 000768-00-3 81
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 76
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 76
Abundance Scan 2002 (13.292 min): VX033242.D\data.ms (-1997) (| m/z 117.85 100.00%
117.1
5000
132.1
51.0 77.0 910 ‘ 13.00 13.50
Obrrre 30 it e e Ml nyz 132,65 35.41%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16106: 3-Phenylbut-1-ene
11v.0
5000 A N /\M
13.00 13.50
91.0 132.0 m/z 115.10  30.32%
w e |
0\‘\H‘\‘H\\‘H\\}“\H‘\H‘\\‘Hil“\H\“M\\Hm\\‘HH‘\H”‘\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16104: Indan, 1-methyl- ﬁﬂNﬂva
117.0
IV NVARLIL,
13.00 13.50
5000 m/z 119.10 28.70%
132.0
1.
39.0 65.0 9‘0 ‘
) S N Y WSS RSV | o M
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- — Ay
117.0 13.00 13.50
m/z 131.05 17.85%
132.0
5000
91.0
51.0 77.0 ‘ ‘ J\ j\
0“%}?HHHHHHM‘WNMWHJMH‘MM‘WUWWNAM‘HNNH‘M‘ — ‘jVLA‘ ‘
m/z--> 20 30 40 50 60 70 80 90 100110 120130140 13.00 13.50
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Data Path :
: VX033242.D
: 05 Dec 2022 21:36

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\

JC/MD

: N5875-08

. 27

Quant Title

TIC Library

TIC Integration Parameters:

5.0mL/MSVOA_X/WATER

Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M

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 14 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.542 10.02 ug/l 101061 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 97
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 91

Abundance Scan 2043 (13.542 min): VX033242.D\data.ms (-2039) (- 131.05 100.00%
131.1
5000
146.2
115.1
390 648 91"0 L ‘ 13.50
Ot wn“k“dw et m/z 146.15 26.81%
m/z--> 20 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 L A A1350 J\J\A
o 146.0 115.05  16.99%
39.0 64.0 91.0 . ‘
0 \2‘4.9\ \“‘\ \“i‘\ ‘W'\‘\ \“ T \‘\ T “\‘\ \H T \‘U‘! ™ i“\ T
miz--> 20 40 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- M
131.0
k alu
146.0 1&50
5000 ' m/z 129.05 13.64%
o 91.0 1150
AP .10 NI
miz--> 20 60 80 100 120 140 | I M
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- e ‘/\A‘
131.0 13.50
146.0 91.05 13.38%
5000 91.0
39.0 5 115.0
ok ““‘Mt JW"WH“M“ul“JJ“w“‘WE“JV‘
m/z--> 20 40 60 80 100 120 140 1350

82X112222W.M Tue Dec 06 14:03:39 2022



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 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 15 Benzene, (2-methyl-1-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.640 13.80 ug/l 139126 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 91
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91

Abundance Scan 2059 (13.640 min): VX033242.D\data.ms (-2053) (- m/z 131.05 100.00%

1311
5000
91.0 1151

w0 648 ‘ 14%1 13.50 14.00
owm‘_wwmJW“wm!_“uwm'”,” m/z 146.15 22.82%

|
miz--> 20 40 60 80 100 120 140 160
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O\‘\‘\‘\\“‘\\‘\‘\‘\u\\‘\\}\‘m\\ !\‘\H\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
13 50 14 00
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131.0 13.50 14.00

m/z 116.05 12.04%

5000 91.0
115.0
39.0 65.0 4
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX033242.D

Acqg On : 05 Dec 2022 21:36
Operator : JC/MD

Sample : N5875-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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, 2,2-dim... 2.343 16.2 ug/l 122408 1 5.556 377501 50.0
Butane, 2,3-dim... 2.782 66.4 ug/l 501411 1 5.556 377501 50.0
Pentane, 2,4-di... 4.215 14.7 ug/1 111121 1 5.556 377501 50.0
Pentane, 2,3-di... 5.623 32.5 wug/l 245146 1 5.556 377501 50.0
Amylene hydrate 6.245 40.5 ug/l 373276 2 6.763 461209 50.0
Cyclopentane, 1... 6.354 11.3 ug/1 104001 2 6.763 461209 50.0
Pentane, 2,3,3-... 8.104  13.8 ug/l 127099 2 6.763 461209 50.0
Benzene, 1,2-di... 12.250  29.4 ug/l 296447 4 12.024 504081 50.0
Benzene, 1,4-di... 12.311 11.0 ug/l 110509 4 12.024 504081 50.0
Benzene, 1-ethe... 12.701 81.3 wug/l 819091 4 12.024 504081 50.0
Benzene, 1,2,4,... 12.920 11.4 ug/1 114884 4 12.024 504081 50.0
1H-Indene, 2,3-... 13.170 11.4 ug/l 115066 4 12.024 504081 50.0
3-Phenylbut-1-ene 13.292 18.6 ug/l 187798 4 12.024 504081 50.0
1H-Indene, 2,3-... 13.542 10.0 ug/1 101061 4 12.024 504081 50.0
Benzene, (2-met... 13.6490 13.8 wug/l 139126 4 12.024 504081 50.0
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