LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acq On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vial : 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\82X043024W.M

Title : SW846 8260

Signal : TIC: VX041495.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.355 41 44 53 rvB2 5760 7305 1.03% 0.115%
2 1.569 69 79 81 rBv4 7104 19175 2.71% 0.301%
3 2.392 207 214 235 rBV 69195 145996 20.64% 2.290%
4 3.032 308 319 330 rVB3 3247 13313 1.88% 0.209%
5 4,227 504 515 523 rBV3 4098 13517 1.91% 0.212%
6 4.580 566 573 591 rBV 7614 27036 3.82% 0.424%
7 5.385 693 705 721 rBV2 79127 235582 33.30% 3.695%
8 5.550 721 732 749 rVB 140567 398050 56.26% 6.243%
9 5.952 785 798 815 rBV 87867 234210 33.10% 3.673%
10 6.647 901 912 922 rBV 20562 62079 8.77% 0.974%
11 6.757 922 930 949 rVB 213504 519485 73.42% 8.147%
12 6.964 956 964 981 rBV 132450 363079 51.32% 5.694%
13 7.470 1042 1047 1062 rVB 16071 41757 5.90% 0.655%
14 7.854 1102 1110 1113 rBvV3 6933 14384 2.03% 0.226%
15 7.909 1114 1119 1130 rVB 13021 30291 4.28% 0.475%
16 8.586 1224 1230 1234 rBvV 8761 16080 2.27% 0.252%
17 8.647 1234 1240 1251 rVB 455383 707506 100.00% 11.096%
18 8.811 1262 1267 1278 rVB2 10006 18617 2.63% 0.292%
19 8.945 1284 1289 1296 rBvV 32942 55431 7.83% 0.869%
20 9.019 1296 1301 1311 rVB4 4629 11149 1.58% 0.175%
21 9.244 1332 1338 1349 rBV 23261 39329 5.56% 0.617%
22 9.451 1365 1372 1384 rBV 11036 21118 2.98% 0.331%
23 9.665 1401 1407 1409 rBV4 4096 7118 1.01% 0.112%
24 9.707 1409 1414 1424 rVB 30783 51942 7.34% 0.815%
25 9.799 1424 1429 1431 rBV2 5794 8673 1.23% 0.136%
26 9.835 1431 1435 1447 rVB 58857 85924 12.14% 1.348%
27 9.951 1449 1454 1461 rVB 9636 17277 2.44% 0.271%
28 10.055 1461 1471 1485 rBV 451225 634450 89.67% 9.951%
29 10.220 1489 1498 1503 rBV 20728 39604 5.60% 0.621%
30 10.274 1503 1507 1514 rVB 46571 65669 9.28% 1.030%
31 10.378 1520 1524 1533 rVB3 4016 8082 1.14% 0.127%
32 10.482 1536 1541 1546 rVVvV2 6707 10377 1.47% 0.163%
33 10.549 1548 1552 1564 rVB2 7351 14065 1.99% 0.221%
34 10.872 1599 1605 1611 rBVS5S 10365 26429 3.74% 0.415%
35 11.012 1623 1628 1630 rBV 14895 19977 2.82% 0.313%

36 11.079 1635 1639 1651 rVV 401884 579290 81.88% 9.085%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acq On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vial : 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\82X043024W.M
Title : SW846 8260
37 11.177 1651 1655 1661 rVB2 12001 18865 2.67% 0.296%
38 11.293 1668 1674 1678 rBV2 12885 21316 3.01% ©.334%
39 11.341 1678 1682 1690 rVB4 11162 17993 2.54% 0.282%
40 11.414 1690 1694 1697 rBV3 7669 12033 1.70% 0.189%
41 11.457 1698 1701 1709 rVV3 6778 11919 1.68% 0.187%
42 11.530 1709 1713 1724 rVB2 11809 20714  2.93% 0.325%
43 11.713 1736 1743 1746 rBV 17727 24342 3.44% 0.382%
44 11.750 1746 1749 1754 rVB 9185 12536 1.77% 0.197%
45 11.9e8 1771 1775 1777 rBV 7890 9689 1.37% 0.152%
46 11.939 1777 1780 1782 rVV 13222 17140 2.42% 0.269%
47 11.969 1782 1785 1789 rWW 71080 92936 13.14% 1.458%
48 12.018 1789 1793 1806 rVV 487282 658875 93.13% 10.334%
49 12.140 1808 1813 1817 rVB5 5470 10206 1.44% 0.160%
50 12.353 1841 1848 1856 rBv4 15293 40576 5.74% 0.636%
51 12.518 1870 1875 1883 rVB 12724 20351 2.88% 0.319%
52 12.701 1901 1905 1914 rVB 22568 31783  4.49%  0.498%
53 12.835 1920 1927 1932 rVB8 4289 10050 1.42% 0.158%
54 13.006 1950 1955 1959 rBV4 6371 12093 1.71% 0.190%
55 13.054 1959 1963 1970 rVWV 13094 20587 2.91% ©.323%
56 13.378 2012 2016 2021 rBV2 17944 26929 3.81% 0.422%
57 13.554 2039 2045 2048 rBV4 6493 13628 1.93% 0.214%
58 13.591 2048 2051 2062 rVB4 4062 11077 1.57% 0.174%
59 13.810 2083 2087 2093 rVB3 9050 12360 1.75% 0.194%
60 14.097 2129 2134 2140 rBV 94119 128976 18.23% 2.023%
61 14.152 2140 2143 2149 rVB5 7621 13984 1.98% 0.219%
62 14.493 2195 2199 2204 rBV3 6481 11933 1.69% 0.187%
63 14.688 2226 2231 2237 rBV5 10417 21362 3.02% 0.335%
64 14.847 2253 2257 2267 rVB2 10781 19597 2.77% 0.307%
65 15.011 2280 2284 2290 rBV 26159 44522 6.29% 0.698%
66 15.176 2308 2311 2315 rVB3 8720 11032 1.56% 0.173%
67 15.237 2315 2321 2326 rBV 15825 24652 3.48% 0.387%
68 15.456 2353 2357 2360 rBV 10028 14433 2.04% 0.226%
69 15.487 2360 2362 2367 rVB 14124 18304 2.59% 0.287%
70 15.725 2394 2401 2406 rVB2 14446 27579 3.90% 0.433%
71 15.822 2412 2417 2420 rBV2 13145 23244  3.29% 0.365%
72 15.932 2430 2435 2438 rBV2 5479 8225 1.16% 0.129%
73 16.011 2442 2448 2452 rBV 53090 103516 14.63% 1.624%
74 16.212 2475 2481 2488 rBV 21438 45431 6.42% 0.713%
75 16.286 2488 2493 2499 rVV2 15263 26743 3.78% 0.419%
76 16.359 2500 2505 2515 rVB 23049 44808 6.33% 0.703%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acq On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vial : 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\82X043024W.M
Title : SW846 8260

77 16.596 2538 2544 2548 rBV2 20024 36989 5.23% 0.580%
78 16.645 2548 2552 2562 rVB 17838 37821 5.35% ©.593%
79 16.743 2562 2568 2573 rBV2 9098 21518 3.04% ©.337%

Sum of corrected areas: 6376033
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acqg On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

Abundance TIC: VX041495.D\data.ms

400000

300000

200000
5.550

5.952
100000 5302 5385

1.3551.569 3.032 4227 4.580

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: VX041495.D\data.ms

8.647 10.055

11.079
400000

300000

6.757
200000

6.964

100000

8.945 9 7(?7'835 10.274
6.64 7470 73999 8.586 8.8119 019 9'/2\449.4519.%%.95 10.220 vy ga10 10% 118304
o — U AL A A A A A e L NA ARG

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX041495.D\data.ms

400000

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acqg On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 2,3-Butanedione Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.647 5.98 ug/1 62079 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,3-Butanedione 86 C4H602 000431-03-8 80
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 72
3 2-Pentanone 86 C5H100 000107-87-9 64
4 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 38
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9
Abundance Scan 912 (6.647 min): VX041496.D\data.ms (-901) (-) m/z 43.10 100.00%
43.1
5000
86.0 T T
| ‘ 56.0 71.0 6.40 6.60 6.80 7.00
O+t e e e e e m/z 86.00  20.55%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1865: 2,3-Butanedione
43.0
5000 R e s s B
6.40 6.60 6.80 7.00
)
150 86.0 m/z 41.00 17.80%
0 ‘ 28.0 | 57.0 69.0
T T T T T e T T T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
6.40 6.60 6.80 7.00
5000 m/z 39.00 10.82%
TTT TTTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT TTTT TTT
m/z-->
Abundance #1922: 2-Pentanone T T T T T T T T
m/z 42.00 6.05%
| LI
\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\\\\\‘\\\\‘\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acqg On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 3-Buten-2-one, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.964  34.95 ug/l 363079 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 91
2 3-Penten-2-one 84 C5H80 000625-33-2 90
3 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 58

4 3-Penten-2-one, (E)- 84 C5H80 003102-33-8 43
5 Methacrolein 70 C4H60 000078-85-3 43

Abundance Scan 964 (6.964 min): VX041496.D\data.ms (-956) (-) m/z 43.00 100.00%

43.0
600 841
5000 /\¥
T
36 500 610 6.60 6.80 7.00 7.20
e m/z 4l1.10 98.11%
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1617: 3-Buten-2-one, 3-methyl-
43.0
5000 L L L L B L LA
69.0 84.0 6.60 6.80 7.00 7.20
m/z 84.10 58.05%
0 20 360 500 580
PP T e e e e
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
69.0
43.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
6.60 6.80 7.00 7.20
5000 m/z 39.10 54.72%
HH‘HH‘\H\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z-->
Abundance #1620: Ethanone, 1-cyclopropyl- N RRRRRARREEREEY
m/z 69.00 53.92%
\‘w il I Ly | [ /\\
HH‘HH‘HH‘\\H‘HH‘H \‘\\H‘HH‘HH‘HH‘H\ ‘HH‘HH‘HH‘HH‘HH‘ \‘\\\\‘\\\\ L L T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acqg On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 2(5H)-Furanone, 5,5-dimethyl-  Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.835 6.77 ug/1 85924  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 74
2 3-Hexen-2-one, 5-methyl- 112 C7H120 005166-53-0 53
3 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 50
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 50
5 Cyclopentanecarboxylic acid, 4-n... 235 C12H13NO4 1000307-58-0 50
Abundance Scan 1435 (9.835 min): VX041496.D\data.ms (-1431) (-) m/z 43.00 100.00%
43.0
97.0
69.0
5000
- s
‘ 84.0 112.1 9.50 10.00
oH_"wmWm‘!‘HMWHMJHm‘Huwml_wm_ m/z 96.95 79.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7240: 2(5H)-Furanone, 5,5-dimethyl-
69.0 97.0
5000 43.0 T —T
9.50 10.00
0
112.0 m/z 41.10 76.72%
Obrrrrrry g bl ot 840 b L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
‘ T T ‘ T
9.50 10.00
5000 m Z 69.05 66.49%
\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘\\\\\\H\
m/z-->
Abundance #7624: 2-Pentene, 2,4,4-trimethyl-
m/z 38.95 26.51%
L] \“ u‘ ‘ ‘ | ‘ AM/\/\A
{ :

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acqg On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 3-Hexen-2-one, 5-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.274 5.18 ug/1 65669 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexen-2-one, 5-methyl- 112 C7H120 005166-53-0 72
2 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 72
3 3-Hexen-2-one, 3-methyl- 112 C7H120 001187-80-0 46
4 2-Methyl-2-heptene 112 C8H16 000627-97-4 46
5 2-Pentene, 3,4,4-trimethyl- 112 C8H1l6 000598-96-9 46
Abundance Scan 1507 (10.274 min): VX041496.D\data.ms (-1503) (.  m/z 43.00 100.00%
43.0 97.0
69.0
5000
P e
| ‘ pre 10.00 10.50
bl b 22 m/z 97.00  88.48%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #7389: 3-Hexen-2-one, 5-methyl-
43.0
97.0
5000 T U
69.0 10.00 10.50
‘ m/z 41.10  85.85%
o‘H_‘H$NM_M¢‘HWH‘WHHM‘HMH‘_HW‘HWH‘WHH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69.0 97.0
T ‘ T T ‘ T
10.00 10.50
5000 m Z 69.00 76.47%
\HHH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HHHH
m/z-->
Abundance #7373: 3-Hexen-2-one, 3-methyl-
m/z 39.00 34.93%
L L gyl | ‘ J\MN]\WJJKVMJWKMVW

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acqg On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 unknownll.969 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.969 7.05 ug/1 92936 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 5-methyl- 184 C13H28 017453-93-9 43
2 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 43
3 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 40
4 Undecane, 4,7-dimethyl- 184 (C13H28 017301-32-5 38
5 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 38
Abundance Scan 1785 (11.969 min): VX041496.D\data.ms (-1782) (- m/z 43.00 100.00%
43.0
5000
—
‘ ‘ %ﬁo 109.0127_1 12.00
0t RS ) m/z 57.10  56.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59039: Dodecane, 5-methyl-
43.0
5000 R
85.0 12.00
L m/z 41.10  40.25%
126.0
0260 lero | 180 g
m/z--> 20 40 60 80 100 120 140 160
Abundance
43.0
T ‘ T
12.00
5000 m/z 71.00 36.96%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #59079: Decane, 2,4,6-trimethyl-
m/z 86.10 30.95%
/L
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acqg On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 (6-Chloro-2-methylhexan-2-y... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.097 9.79 ug/1 128976  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 90
2 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 87
3 Benzene, tert-butyl- 134 CleH14 000098-06-6 78
4 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78
5 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 78

Abundance Scan 2134 (14.097 min): VX041496.D\data.ms (-2129) (- m/z 119.10 100.00%

119.1
91.0
5000
41.0
14.00
65.0 147.0
o“w"Hﬂwwcwu‘ﬂ‘AJMN‘M“H‘JH‘_?Tﬁsu‘?EQE m/z 91.85 69.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87308: (6-Chloro-2-methylhexan-2-yl)benzene
119.0
5000 — ‘
91.0 14.00
m/z 41.00 14.78%

MO0 1500 2100
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0

T ‘ T
91.0 14.00

o

5000 m/z 43.00 14.65%
TTT TTTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT
m/z-->
Abundance #17017: Benzene, tert-butyl- I I

m/z 77.106 13.05%

%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acqg On : 13 May 2024 16:36

Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER SP25-06-20240510-WC

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 7 2-Hexanone, 5-methyl-5-phenyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.011 7.86 ug/l 103516 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexanone, 5-methyl-5-phenyl- 190 C13H180 014128-61-1 80
2 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 72
3 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 72
4 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 72
5 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 72

Abundance Scan 2448 (16.011 min): VX041496.D\data.ms (-2442) (- m/z 119.05 100.00%
119.1

5000 91.0
43.0

=

1T l
157.1 100.1 ( 16.00
b M LT TTET218.2 2806y 96 95 43.42%

0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64794: 2-Hexanone, 5-methyl-5-phenyl-
119.0
5000 ‘16\00‘ I
43.0 91.0 :
m/z 43.00 24.39%
P S - 1 o e N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
119.0
T 7 \
16.00
5000 m/z 41.00 10.68%
‘HH‘H\\‘\\H‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH TTTTTT /\]MM\N
m/z-->

Abundance #87308: (6-Chloro-2-methylhexan-2-yl)benzene ‘

m/z 120.10 9.52%

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051324\
Data File : VX041496.D

Acq On : 13 May 2024 16:36
Operator : JC/MD

Sample : P2454-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

Standard--- |
Resp Conc|

519485
519485
634450
634450
658875
658875

50.
50.
50.
50.
50.
50.

SP25-06-20240510-WC

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
| --Internal
TIC Top Hit name RT EstConc Units Response |# RT
2,3-Butanedione 6.647 6.0 ug/l 62079 2 6.757
3-Buten-2-one, ... 6.964 35.0 ug/l 363079 2 6.757
2(5H)-Furanone, ... 9.835 6.8 ug/l 85924 3 10.055
3-Hexen-2-one, ... 10.274 5.2 ug/l 65669 3 10.055
unknownl1.969 11.969 7.0 ug/l 92936 4 12.024
(6-Chloro-2-met... 14.097 9.8 wug/l 128976 4 12.024
2-Hexanone, 5-m... 16.011 7.9 ug/l 103516 4 12.024

82X043024W.M Tue May 14 17:51:36 2024

658875

50.
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