LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X053122W.M

Title : SW846 8260

Signal : TIC: VX@29247.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.142 6 9 15 rVB 53503 45971 2.46% 0.262%
2 1.270 25 30 41 rBV5 9883 28481 1.53% 0.162%
3 1.355 41 44 50 rvB2 16221 20898 1.12% 0.119%
4 2.337 200 205 209 rBV3 11481 20401 1.09% 0.116%
5 2.386 209 213 222 rVB 11069 19325 1.04% 0.110%
6 2.782 268 278 293 rVB 53145 122073 6.54% 0.695%
7 3.099 323 330 338 rBv2 9774 22336 1.20% 0.127%
8 4.050 478 486 498 rVB3 7149 21222 1.14% 0.121%
9 4,215 501 513 526 rBV 91179 270382 14.48% 1.538%
10 4.458 540 553 563 rVB3 6275 23596 1.26% 0.134%
11 5.117 647 661 663 rBV6 15631 44867 2.40% 0.255%
12 5.391 694 706 720 rBV2 214124 612650 32.82% 3.486%
13 5.556 720 733 740 rVW 322573 955389 51.18% 5.436%
14 5.623 740 744 760 rVB 119174 327449 17.54%  1.863%
15 5.958 789 799 811 rBV 215125 569516 30.51%  3.240%
16 6.251 827 847 860 rBV 481009 1477454 79.14% 8.406%
17 6.763 921 931 947 rBV 549706 1285389 68.85% 7.313%
18 6.970 957 965 975 rBv4 10968 28245 1.51% 0.161%
19 7.373 1023 1031 1041 rVB4 16634 39339 2.11% 0.224%
20 7.501 1044 1052 1057 rBvV2 25995 55445 2.97% 0.315%
21 7.561 1057 1062 1066 rVV2 35917 79850 4.28% 0.454%
22 7.604 1066 1069 1076 rVB2 29224 57703 3.09% 0.328%
23 7.775 1090 1097 1105 rVB3 24800 52087 2.79% 0.296%
24  7.988 1124 1132 1141 rVB 397631 763389 40.89% 4.343%
25 8.110 1143 1152 1160 rBV 413066 804213 43.08% 4.575%
26 8.311 1180 1185 1192 rVB7 10150 21276 1.14% 0.121%
27 8.391 1192 1198 1202 rBV3 15248 27712 1.48% 0.158%
28 8.653 1225 1241 1249 rBV 1107407 1866899 100.00% 10.621%
29 8.976 1291 1294 1299 rVB2 15781 24400 1.31% 0.139%
30 9.104 1307 1315 1320 rVB5 10249 22238 1.19% 0.127%
31 9.165 1320 1325 1328 rBV 18173 27493 1.47% 0.156%
32 9.518 1376 1383 1389 rBV5 11115 26896 1.44% 0.153%
33 10.055 1466 1471 1478 rBV 1208779 1601672 85.79% 9.112%
34 10.274 1503 1507 1510 rBV4 14772 23843 1.28% 0.136%
35 10.585 1550 1558 1566 rBV8 13549 35231 1.89% ©0.200%

36 11.085 1634 1640 1645 rBV 971086 1250672 66.99%  7.115%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X053122W.M
Title : SW846 8260
37 11.219 1658 1662 1667 rVB3 19099 28405 1.52% 0.162%
38 11.402 1686 1692 1702 rBV1e 7115 22587 1.21% ©.129%
39 11.866 1760 1768 1770 rBV 48806 68834 3.69% 0.392%
40 11.890 1770 1772 1776 rVB 40502 47118 2.52% 0.268%
41 12.024 1789 1794 1804 rBV 1328191 1608785 86.17% 9.153%
42 12.317 1837 1842 1851 rVB2 54905 100575 5.39% 0.572%
43 12.408 1851 1857 1862 rBV 33601 43848 2.35% 0.249%
44 12.475 1863 1868 1872 rVV 36268 47142  2.53% 0.268%
45 12.603 1882 1889 1894 rBV5 14928 31359 1.68% 0.178%
46 12.725 1906 1909 1913 rVB4 23025 31606 1.69% 0.180%
47 12.835 1920 1927 1934 rVB3 42516 88531 4.74% 0.504%
48 12.902 1934 1938 1939 rBvV2 47941 54962 2.94% 0.313%
49 12.926 1939 1942 1947 rVB2 62115 84528 4.53% 0.481%
50 13.030 1955 1959 1966 rvB2 35161 55199 2.96% 0.314%
51 13.115 1966 1973 1974 rBV2 35262 52548 2.81% 0.299%
52 13.140 1974 1977 1982 rVB 68718 89207 4.78% 0.508%
53 13.195 1982 1986 1991 rBV 28988 35629 1.91% 0.203%
54 13.250 1991 1995 1998 rBV3 14727 24299 1.30% 0.138%
55 13.292 1998 2002 2008 rVB5 28398 48588 2.60% 0.276%
56 13.512 2034 2038 2041 rBV3 27076 44482 2.38% 0.253%
57 13.579 2046 2049 2053 rVvW2 77451 109136 5.85% 0.621%
58 13.621 2053 2056 2061 rvv2 55681 114665 6.14% 0.652%
59 13.670 2061 2064 2068 rVV3 43263 70621 3.78% 0.402%
60 13.756 2072 2078 2081 rBV 49570 68149 3.65% ©.388%
61 13.798 2081 2085 2090 rVB4 36814 55379 2.97% 0.315%
62 13.853 2090 2094 2099 rVB2 68853 96285 5.16% 0.548%
63 13.926 2099 2106 2111 rBV3 85945 163191 8.74% 0.928%
64 13.975 2111 2114 2118 rBV3 28325 37903 2.03% 0.216%
65 14.073 2126 2130 2133 rBV2 29366 40372  2.16% ©0.230%
66 14.213 2149 2153 2163 rVB4 79467 142668 7.64% 0.812%
67 14.322 2163 2171 2176 rBV 77349 113824 6.10% 0.648%
68 14.377 2176 2180 2184 rVB2 62760 82861 4.44% 0.471%
69 14.420 2184 2187 2193 rVB2 39574 53197 2.85% 0.303%
70 14.481 2193 2197 2203 rBV2 79901 150726 8.07% 0.858%
71 14.579 2210 2213 2216 rBV3 18346 25158 1.35% 0.143%
72 14.615 2216 2219 2225 rVV3 54873 92971 4.98% 0.529%
73 14.676 2225 2229 2233 rVB2 69187 89192 4.78% 0.507%
74 14.725 2233 2237 2243 rBV3 24227 38565 2.07% 0.219%
75 14.792 2243 2248 2251 rVV2 51266 85656 4.59% 0.487%
76 14.847 2255 2257 2261 rVvv2 47951 55920 3.00% 0.318%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X053122W.M
Title : SW846 8260
77 14.920 2267 2269 2273 rVB4 19029 22540 1.21% 0.128%
78 15.048 2282 2290 2293 rBV4 18136 40496 2.17% 0.230%
79 15.182 2307 2312 2320 rVB2 59060 109763 5.88% 0.624%
80 15.255 2320 2324 2330 rVB4 28718 50398 2.70% 0.287%
81 15.377 2339 2344 2346 rBV6 18632 29354 1.57% 0.167%
82 15.408 2346 2349 2353 rVwV 32054 41871 2.24% 0.238%
83 15.481 2357 2361 2365 rVv2 29011 48316 2.59% 0.275%
84 15.530 2365 2369 2374 rVV5 19372 37773 2.02% 0.215%
85 15.615 2378 2383 2386 rVVv3 45815 76136 4.08% 0.433%
86 15.652 2386 2389 2397 rVB5 27838 48108 2.58% 0.274%
87 15.731 2397 2402 2408 rBV3 15415 35449 1.90% 0.202%
88 15.810 2411 2415 2417 rVV3 16716 24394 1.31% 0.139%
89 15.847 2417 2421 2430 rVB3 23066 41509 2.22% 0.236%
Sum of corrected areas: 17576780
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029247.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX@29247.D

Acqg On : 06 Jun 2022 18:41

Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 1 Butane, 2,3-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2782 6.39 ug/l 122073  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 CeH1a 000079-29-8 87

2 1,2,3-Trimethyldiaziridine 86 C4H1eN2 113604-56-1 59
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 43
4 Tetrahydrofuran 72 C4H80 000109-99-9 36
5 Pyrrolidine 71 C4HON 000123-75-1 9

Abundance Scan 278 (2.782 min): VX029247.D\data.ms (-268) (-) m/z 43.10 100.00%
43.1
5000
71.1
w“u“u‘_“w“u‘u
55.1 86.1 2.40 2.60 2.80 3.00 3.20
Ot 3Ll mjz 42.10 87.58%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L B L LI L B B I
71.0 2.40 2.60 2.80 3.00 3.20
270 m/z 41.05 38.64%
55.0
15.0 ‘\ ‘ | \‘ 8?0
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 40 50 60 70 80 90
Abundance
42.0 /\
56.0 Speo e e
2.40 2.60 2.80 3.00 3.20
5000 28.0 71.0 m/z 71.18  29.66%
85.0
ottt e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl- R EEmARRERES SR
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 18.73%
5000 71.0
2r.0 57.0
86.0
0. 150 Hsso“ T N A
‘“H““H‘““w““_““H““‘H““w“‘ w“u“u‘_“w“u‘u
m/z--> 10 20 30 40 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\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4,215 14.15 ug/1l 270382  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 72
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 50
Abundance Scan 513 (4.215 min): VX029247.D\data.ms (-501) (-) m/z 43.10 100.00%
3.1 57.1
5000
85.1
Ramas e RARE A
3.80 4.00 4.20 4.40 4.60
I, 891 100.1
Ottt e e e m/z 57.10 95.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
57.0
5000 I L L R
3.80 4.00 4.20 4.40 4.60
27.0 85.0 m/z 56.10 55.01%
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
Ramas RN
3.80 4.00 4.20 4.40 4.60
5000 m/z 41.10 52.76%
85.0
57.0
29.0
0 15.0 71.0 100.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4490: Butane, 2,2,3-trimethyl- R L RN EAREE
57.0 3.80 4.00 4.20 4.40 4.60
43.0 m/z 85.10 30.67%
85.0
5000
29.0
ol 150 \“ o, 890 990
e e e e e e Ramas A RE
m/z--> 10 20 30 40 50 60 70 80 90 100 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\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.623 17.14 ug/1 327449  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 56
3 4-Penten-2-0l, 4-methyl- 100 C6H120 002004-67-3 38
4 1-Octene, 2-methyl- 126 C9H18 004588-18-5 33
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 33
Abundance Scan 744 (5.623 min): VX029247.D\data.ms (-740) (-) m/z 56.10 100.00%
56.1
5000 J\
N A ARRARRRE S
H | 85.1 5.40 5.60 5.80 6.00
Ol T 1498 h/z a3.10 72.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
5000 L L L L LI L B
29.0 5.40 5.60 5.80 6.00
m/z 57.10 64.32%
Ll e
O \\\‘\\\\‘\\\‘ “\\‘\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
a ARRERAREE
5.40 5.60 5.80 6.00
5000 m/z 41.10 50.08%
29.0 83.0 112.0
0 140.0 168.0 199.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4371 4-Penten-2-ol, 4-methyl- AR RRRREE
56.0 5.40 5.60 5.80 6.00
m/z 71.10 42.79%
5000
29.0
0 L ‘ 85\)'0
1 1‘\‘\“‘hu“uu‘uww‘uu‘uu‘uu‘uu‘u L L B B B B IR
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.251 57.47 ug/l 1477450  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
Abundance Scan 847 (6.251 min): VX029247.D\data.ms (-827) (-) m/z 57.10 100.00%
57.1
5000 K
41.1 \\\\‘\\\\‘\\\\‘\\\\’\\\
M 830 992 6.00 6.20 6.40 6.60
. 113.1 o
Obrrrrrrrrprrrrprrr b e m/z 56.05  33.89%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8678: Butane, 2,2,3,3-tetramethyl-
57.0
5000

6.00 6.20 6.40 6.60
41.0 m/z 41.10 24.62%

270 ‘ 830 990
\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0

6.00 6.20 6.40 6.60

o

5000 m/z 43.10 16.75%
41.0
27.0
oL, 20 710 850 990 1140
T T T T T e T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8660: Pentane, 2,2,4-trimethyl- R R RERAREEEEEEEEE

6.00 6.20 6.40 6.60
m/z 39.05 7.85%

5000
41.0
27.0 ‘ 99.0
0 ‘ il 710 |

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.988 29.69 ug/l 763389  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 78
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 74
Abundance Scan 1132 (7.988 min): VX029247.D\data.ms (-1124) (-) m/z 43.05 100.00%
43.0 71.1
5000
57.1 Raman e
| ‘ ‘ o7 2 7.60 7.80 8.00 8.20 8.40
0Lt e o2 A2 sz 71010 92.95%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
7.60 7.80 8.00 8.20 8.40
270 57.0 m/z 70.10 67.71%
0 \‘ H 97.0 114.0
\H’HH’HH’HH‘\\H‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
R e
7.60 7.80 8.00 8.20 8.40
5000 70.0 m/z 41.05 30.66%
29.0
0 1.0 15.0 85.0 100.0
T T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4465: Hexane, 3-methyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 55.05 24.59%
71.0
5000
29.0
o 15.0 “ Ll 85.0 100.0
H‘M‘H,H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H R RRERREEE S S e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.110  31.28 ug/l 804213  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 53
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 50

Abundance Scan 1152 (8.110 min): VX029247.D\data.ms (-1143) (-) m/z 43.05 100.00%

43.0
71.1
5000

‘ 99.2 7.80 8.00 8.20 8.40
0 “““““:‘ bl m/z 71.10  70.33%

m/z--> 0 20 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0

7.80 8.00 8.20 8.40

270 m/z 70.05 59.13%
20 \‘ | ‘ 99.0 1140
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 0 40 60 80 100 120
Abundance
43.0
e
71.0 7.80 8.00 8.20 8.40
5000 m/z 57.10 52.35%
27.0
99.0
o ey
miz--> 0 20 40 60 80 100 120 \M>
Abundance #14599: Pentane, 2,2,3,3-tetramethyl- “_“W“H,‘H“H“
57.0 7.80 8.00 8.20 8.40

m/z 85.10 44.00%

5000
410
99.0
0 260 || |, 720 1140

m/z--> 0 20 40 60 80 100 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Benzene, (1-methyl-1-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.926 5.07 ug/l 163191 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 86
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 70
3 2-Propenal, 3-(4-methylphenyl)- 146 C1@H1e0 001504-75-2 58
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 55
5 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 50

Abundance Scan 2106 (13.926 min): VX029247.D\data.ms (-2099) (- m/z 131.20 100.00%
131.

31.2
5000 91.0

39.1 64.9 ‘ &) 162.3 14.00
0 ‘“‘“‘Jp‘ﬁwwmumwhuw:‘ﬁugx m/z 91.05  45.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0

5000 LN
14.00

m/z 119.20  44.79%
\

51.0
27.0 J
i \‘M “‘i“ ‘\‘H‘ ‘\‘}7“0"9“\\‘ i ‘\‘\)1‘1‘ \49‘\”‘ - “\‘ R
m/z--> 20 40 60 80 100 120 140 160
Abundance
131.0

o

14.00
5000 m/z 133.05 33.98%
105.0
39.0 77.0
Ol e W

m/z--> 20 40 60 80 100 120 140 160
Abundance #24946: 2-Propenal, 3-(4-methylphenyl)- o
131.0 14.00

m/z 117.10  33.96%

39.0 65.0
e
0 ‘H‘ ‘\‘Mh‘ ‘; H \‘p ‘ |

m/z--> 20 40 60 80 100 120 140 160 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029247.D

Acqg On : 06 Jun 2022 18:41
Operator : JC/MD

Sample : N3160-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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, 2,3-dim... 2 ug/1 122073 1 5.556 955389 50.0
Pentane, 2,4-di... 4 ug/1 270382 1 5.556 955389 50.0
Pentane, 2,3-di... 5 ug/1 327449 1 5.556 955389 50.0
Butane, 2,2,3,3... 6.251 57. 1477450 2 6.763 1285390 50.0
Pentane, 2,3,4-... 7 ug/1 763389 2 6.763 1285390 50.0
Pentane, 2,3,3-... 8 ug/1 804213 2 6.763 1285390 50.0
Benzene, (1-met... 13. ug/l 163191 4 12.024 1608790 50.0

P WNUR NN
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~
[
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