LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX@39396.D

Acqg On : 20 Dec 2023 13:11

Operator : JC/MD

Sample : 05869-07

Misc : 4.22g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM120523WMA.M
Title : VOC Analysis

Signal : TIC: VX@39396.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.258 23 28 34 rBV4 1761 3634 0.35% 0.041%
2 1.373 43 47 59 rBvV 83529 131368 12.83% 1.483%
3 1.495 65 67 68 rBv2 461 404 0.04% 0.005%
4 1.648 68 92 110 rBV2 44415 185133 18.08%  2.089%
5 2.288 191 197 209 rVB 210833 334620 32.67% 3.777%
6 2.404 211 216 220 rBvV2 1066 1849 0.18% 0.021%
7 2.495 228 231 232 rBv4 615 562 0.05% 0.006%
8 2.648 252 256 257 rW 344 401 0.04% ©0.005%
9 2.715 260 267 275 rVvv2 3755 7981 0.78% 0.090%
106 2.788 275 279 283 rVv3 1665 3057 ©.30% 0.035%
11  2.849 284 289 298 rW2 4698 9345 0.91% 0.105%
12 2.946 298 305 312 rvv2 3767 8823 0.86% 0.100%
13  3.324 365 367 372 rVB3 418 660 0.06% 0.007%
14 3.434 380 385 388 rVB2 276 398 0.04% 0.004%
15 3.605 412 413 417 rVB2 276 328 0.03% 0.004%
16 3.647 417 420 425 rBV2 235 371 0.04% 0.004%
17 4.470 546 555 581 rBV 62047 261423 25.53% 2.951%
18 4.726 595 597 602 rVB3 823 1223  0.12% 0.014%
19 5.062 639 652 672 rvV 118079 397666 38.83% 4.488%
20 5.214 674 677 683 rVB3 467 752 0.07% ©0.008%
21 5.458 713 717 720 rBvV2 477 802 0.08% 0.009%
22 5.556 729 733 740 rBV4 451 808 0.08% 0.009%
23 5.702 754 757 760 rVB2 286 329 0.03% 0.004%
24 5.964 788 800 821 rBV2 347087 1024091 100.00% 11.558%
25 6.244 845 846 850 rVB3 341 372 0.04% 0.004%
26 6.555 890 897 900 rVB2 289 483 0.05% 0.005%
27 6.757 919 930 945 rBV 251433 623893 60.92% 7.041%
28 7.067 977 981 983 rBV 225 322  0.03% 0.004%
29 7.116 983 989 995 rVB4 1877 3567 0.35% 0.040%
30 7.220 1000 1006 1011 rBV3 271 647 0.06% ©0.007%
31 7.305 1011 1020 1039 rBV 207194 471708 46.06% 5.324%
32 7.470 1044 1047 1049 rVvV3 599 583 0.06% 0.007%
33 7.488 1049 1050 1052 rwVW 526 420 0.04% 0.005%
34 7.506 1052 1053 1057 rVB 496 428 0.04% 0.005%
35 7.958 1123 1127 1130 rvv3 430 624 0.06% 0.007%
36 7.994 1132 1133 1136 rW 472 365 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX@39396.D

Acqg On : 20 Dec 2023 13:11

Operator : JC/MD

Sample : 05869-07

Misc : 4.22g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM120523WMA.M
Title : VOC Analysis
37 8.262 1170 1177 1180 rBvV2 1019 1578 0.15% ©0.018%
38 8.323 1181 1187 1208 rVV 127140 233801 22.83% 2.639%
39 8.464 1208 1210 1213 rVV2 371 361 0.04% 0.004%
40 8.500 1213 1216 1218 rVVv2 371 439 0.04% 0.005%
41  8.525 1218 1220 1221 rVV2 501 362 0.04% 0.004%
42 8.646 1234 1240 1261 rBV 493077 800371 78.15% 9.033%
43 8.842 1270 1272 1276 rVB3 364 525 0.05% 0.006%
44  8.951 1285 1290 1309 rVB 92480 154102 15.05% 1.739%
45  9.274 1341 1343 1347 rVB 344 429 0.04% 0.005%
46  9.396 1357 1363 1378 rBV 346522 610524 59.62% 6.891%
47  9.713 1410 1415 1420 rVB3 1042 1541 0.15% 0.017%
48 10.055 1465 1471 1473 rBV 528970 788289 76.97% 8.897%
49 10.311 1508 1513 1517 rBv4 780 1195 0.12% 0.013%
50 10.585 1556 1558 1561 rvB2 655 592 0.06% 0.007%
51 10.646 1565 1568 1569 rBvV2 701 718 0.07% ©0.008%
52 10.780 1586 1590 1595 rVB4 1187 1810 0.18% 0.020%
53 10.853 1599 1602 1603 rBV3 516 567 0.06% 0.006%
54 10.896 1605 1609 1614 rVB4 1212 1861 ©0.18% 0.021%
55 10.939 1614 1616 1619 rBvV3 495 735 0.07% ©0.008%
56 11.024 1627 1630 1637 rBV3 1362 1901 0.19% 0.021%
57 11.091 1637 1641 1648 rVB4 1266 2148 0.21% 0.024%
58 11.195 1651 1658 1670 rBV 387063 502360 49.05% 5.670%
59 11.317 1673 1678 1681 rBv2 1746 2523 0.25% 0.028%
60 11.365 1681 1686 1694 rBV 114895 147317 14.39% 1.663%
61 11.426 1694 1696 1698 rBV3 1553 2022 0.20% 0.023%
62 11.457 1698 1701 1711 rVB2 14684 23314 2.28% 0.263%
63 11.548 1714 1716 1718 rBV2 573 413 0.04% 0.005%
64 11.573 1718 1720 1722 rVB2 481 297 0.03% 0.003%
65 11.597 1722 1724 1727 rBV3 769 867 ©0.08% 0.010%
66 11.628 1727 1729 1734 rBV4 1800 2331 0.23% 0.026%
67 11.683 1734 1738 1740 rBV3 2077 2391 0.23% 0.027%
68 11.713 1740 1743 1746 rBV2 4073 4376 0.43% 0.049%
69 11.750 1746 1749 1752 rBVS5S 826 1278 0.12% 0.014%
70 11.841 1759 1764 1766 rBv4 2810 4106 0.40% 0.046%
71 11.890 1766 1772 1776 rVV5 4026 7483 0.73% 0.084%
72 11.945 1776 1781 1782 rVV4 2458 3910 0.38% 0.044%
73 11.975 1782 1786 1789 rVV3 6808 9261 0.90% 0.105%
74 12.024 1789 1794 1805 rVB 652825 849180 82.92% 9.584%
75 12.103 1805 1807 1810 rBV4 2480 2396 0.23% 0.027%
76 12.231 1826 1828 1830 rBV3 1765 2191 0.21% 0.025%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX@39396.D

Acqg On : 20 Dec 2023 13:11

Operator : JC/MD

Sample : 05869-07

Misc : 4.22g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM120523WMA.M
Title : VOC Analysis
77 12.323 1837 1843 1849 rBV 559677 740665 72.32%  8.359%
78 12.554 1874 1881 1883 rBV6 5292 11893 1.16% 0.134%
79 12.640 1891 1895 1898 rBVS5 2913 4360 0.43% 0.049%
80 12.682 1898 1902 1906 rBV4 9237 12403 1.21% 0.140%
81 12.762 1913 1915 1920 rVB3 7307 8280 0.81% 0.093%
82 12.816 1920 1924 1930 rVB7 14885 21732 2.12% 0.245%
83 12.884 1930 1935 1937 rBV4 12007 20286 1.98% 0.229%
84 12.944 1942 1945 1948 rBV4 5519 6275 0.61% 0.071%
85 12.981 1948 1951 1958 rVB5 9901 12856 1.26% 0.145%
86 13.042 1958 1961 1964 rBV2 10971 13089 1.28% 0.148%
87 13.207 1985 1988 1991 rBV3 10510 12529 1.22% 0.141%
88 13.298 1999 2003 2008 rVB5 20820 31724 3.10% ©.358%
89 13.347 2008 2011 2013 rBV4 6773 8766 0.86% 0.099%
90 13.383 2014 2017 2020 rBV 23258 30849 3.01% 0.348%
91 13.414 2020 2022 2024 rBV3 12646 12429 1.21% 0.140%
92 13.700 2066 2069 2072 rBV 23622 22393 2.19% 0.253%
93 13.798 2082 2085 2088 rBv4 24698 26845 2.62% 0.303%
94 13.841 2088 2092 2095 rBV2 36650 48072 4.69% ©.543%
95 13.993 2114 2117 2119 rBv4 14845 20232 1.98% 0.228%
96 14.133 2138 2140 2143 rVB3 17499 17645 1.72% 0.199%
97 14.615 2216 2219 2222 rBV3 27199 32826 3.21% 0.370%
98 14.847 2254 2257 2260 rBV3 20007 26108 2.55% 0.295%
99 15.420 2348 2351 2356 rVB4 26108 37184 3.63% 0.420%
100 15.743 2401 2404 2408 rVB5 20362 29525 2.88% 0.333%
Sum of corrected areas: 8860271
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 05869-07
: 4.22g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\

: VX@39396.D
: 20 Dec 2023 13:11

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX@39396.D

Acqg On : 20 Dec 2023 13:11

Operator : JC/MD

Sample : 05869-07

Misc : 4.22g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
: VOC Analysis

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 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.323 18.74 ug/L 233801 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexadiene 80 C6H8 000592-57-4 37
2 1,3-Cyclohexadiene 80 C6H8 000592-57-4 25
3 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 25
4 1,3-Cyclohexadiene 80 C6H8 000592-57-4 25
5 n-Propyl chloride 78 C3H7C1 000540-54-5 9

Abundance Scan 1187 (8.323 min): VX039396.D\data.ms (-1181) (-) m/z 79.10 100.00%

79.1
42.1
5000
114.0

‘ ‘ 63.0 8.00 8.20 8.40 8.60
Qe

et B30 miz 42.10 52.69%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #1235: 1,3-Cyclohexadiene

o 79.0
5000

8.00 8.20 8.40 8.60
390 m/z 81.18  30.44%

26"0 \\‘H 650
H\‘\\H‘HH‘HH‘\‘\H‘\M\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120

o

o

Abundance #1234: 1,3-Cyclohexadiene
79.0

8.00 8.20 8.40 8.60

5000 m/z 51.00 21.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #7955: Methane, oxybis[chloro- AR R SRR S
79.0 8.00 8.20 8.40 8.60

m/z 114.00  19.77%

5000 49.0
29.0
140 | \ 630 || 930 113.0

m/z-->

o

10 20 30 40 50 60 70 80 90 100110120

8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039396.D

Acqg On : 20 Dec 2023 13:11

Operator : JC/MD

Sample : 05869-07

Misc : 4.22g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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 Benzene, 1-chloro-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.366 8.67 ug/L 147317 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 96
2 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 95
3 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 94
4 Benzene, 1l-chloro-2-methyl- 126 C7H7C1 000095-49-8 93
5 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 90
Abundance Scan 1686 (11.365 min): VX039396.D\data.ms (-1681) (- m/z 91.10 100.00%
91.1
5000
126.1
39.1 67'1 ‘ 11,00 11.50
O rerrprerprrdssdbre e 2L M BEL Lz 126,10 31.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12918: Benzene, 1-chloro-2-methyl-
91.0
5000 T
11.00 11 50
126.0 [y
m/z 89.10  20.65%
39.0 63.0 ‘ ‘
O H‘HH‘\H(\)‘HH“\}‘H“\\H“1‘\‘\\‘Z?\‘HH’H\H‘H]\-\]_‘]\-HO\’H\‘}‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12914: Benzene, 1-chloro-3-methyl-
91.0
— =
11.00 11.50
5000 m/z 63.10 15.49%
126.0
63.0
R | I
Obr et e et et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /kA
Abundance #12916: Benzene, 1-chloro-2-methyl- — ey
91.0 11.00 11.50
m/z 128.05 11.18%
5000
126.0
39.0 63.0
R A T ' O DO N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039396.D

Acqg On : 20 Dec 2023 13:11

Operator : JC/MD

Sample : 05869-07

Misc : 4.22g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.841 2.83 ug/L 48072 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
3 6-Methyl-2-heptanol, 2-methylpro... 200 C12H2402 1000447-36-7 53
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 53
5 Threitol, 2-0-octyl- 234 C12H2604 163776-14-5 53
Abundance Scan 2092 (13.841 min): VX039396.D\data.ms (-2088) (- m/z 57.05 100.00%
57.0
2000 MM
1132 50 14,00
| H ‘ | H 163.3 13.50 14.00
T m/z 71.85 83.51%
miz--> 50 100 150 200 250
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 — ——
13.50 14.00
m/z 43.10 61.98%
‘ 113.0
01\5.\0“\ U‘ [“\ ‘IM \“\ ‘ \‘ T T T ‘ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
P P
13.50 14.00
5000 m/z 41.05 43.65%
99.0
o L1 410 1m0 ase0 o MM\/\JWM
B e T
m/iz--> 50 100 150 200 250
Abundance  #75830: 6-Methyl-2-heptanol, 2-methylpropionate — ——
71.0 13.50 14.00
m/z 56.10 23.99%
5000
115.0
390‘
ol byl ase0 A
m/z--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX@39396.D

Acqg On : 20 Dec 2023 13:11

Operator : JC/MD

Sample : 05869-07

Misc : 4.22g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 8.323 18.7 ug/L 233801 1 6.763 623893 50.0
Benzene, 1-chlo... 11.366 8.7 ug/L 147317 3 12.024 849180 50.0
(DEL) Alkane: S... 13.841 2.8 ug/L 48072 3 12.024 849180 50.0
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