LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044297.D

Acqg On : 13 Dec 2024 21:17

Operator : JC/MD

Sample : P5153-03ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 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\SFAMXLM120524WMA .M
Title : VOC Analysis

Signal : TIC: VX@44297.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 22 29 34 rBV3 11778 17217  2.42%  0.299%
2 1.367 43 46 49 rBV 34924 45272 6.35% 0.786%
3 1.629 68 89 95 rBV2 71292 250300 35.12% 4.347%
4 2.129 169 171 176 rVB5 2909 4364 0.61% 0.076%
5 2.276 188 195 207 rBV 118779 189741 26.63%  3.295%
6 2.782 273 278 280 rBV3 889 1253 0.18% 0.022%
7 2.940 298 304 311 rBV3 4739 11984 1.68% 0.208%
8 3.227 347 351 355 rBV3 715 1057 ©.15% ©0.018%
9 3.422 377 383 389 rVvwV5 3207 7097 1.00% 0.123%
10 3.696 423 428 431 rBV3 515 809 0.11% 0.014%
11 4.416 541 546 548 rVB3 426 817 0.11% 0.014%
12 4.489 548 558 582 rBv2 28325 126209 17.71% 2.192%
13 4.739 596 599 602 rVvv3 607 745 0.10% 0.013%
14 5.050 639 650 668 rBV 95092 290775 40.80% 5.050%
15 5.501 721 724 725 rBV2 788 747 0.10% 0.013%
16 5.678 751 753 756 rBv4 678 895 0.13% 0.016%
17 5.812 773 775 779 rVB3 568 724 0.10% 0.013%
18 5.958 788 799 815 rBV2 246688 712619 100.00% 12.377%
19 6.080 817 819 821 rVvVv2 1149 1121 0.16% 0.019%
20 6.104 821 823 825 rVB2 809 861 ©0.12% 0.015%
21 6.366 864 866 867 rvVv2 1123 1072 0.15% 0.019%
22 6.391 868 870 872 rvv2 1465 1409 0.20% 0.024%
23  6.568 895 899 900 rBV3 975 1024 0.14% 0.018%
24 6.592 900 903 905 rBV2 570 793 0.11% 0.014%
25 6.757 921 930 946 rBV 200217 500202 70.19% 8.688%
26 7.061 978 980 983 rBV2 732 900 0.13% 0.016%
27 7.110 983 988 990 rBvV4 1655 2592 0.36% 0.045%
28 7.202 1001 1003 1004 rBvV2 792 773  0.11% 0.013%
29 7.226 1004 1007 1010 rVvVv4 1545 2346 0.33% 0.041%
30 7.305 1010 1020 1039 rVB 141414 326483 45.81% 5.670%
31 7.952 1121 1126 1127 rBV3 1313 1578 ©0.22% 0.027%
32 8.031 1136 1139 1142 rBV3 864 1279 0.18% 0.022%
33 8.073 1144 1146 1149 rVVv2 549 690 0.10% 0.012%
34 8.110 1149 1152 1155 rVvB3 839 1003 0.14% 0.017%
35 8.268 1175 1178 1181 rVvv4 1258 1531 0.21% 0.027%

36 8.323 1181 1187 1202 rVWV 79463 133541 18.74% 2.319%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044297.D

Acqg On : 13 Dec 2024 21:17

Operator : JC/MD

Sample : P5153-03ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 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\SFAMXLM120524WMA .M
Title : VOC Analysis
37 8.427 1202 1204 1207 rVB4 1011 1086 ©0.15% ©0.019%
38 8.646 1233 1240 1254 rBV 327489 528192 74.12% 9.174%
39 8.909 1280 1283 1285 rBV3 655 867 0.12% 0.015%
40 8.951 1285 1290 1302 rVB 50440 85897 12.05% 1.492%
41  9.213 1328 1333 1336 rBvV3 650 1153 0.16% 0.020%
42 9.281 1341 1344 1348 rVB4 701 983 0.14% 0.017%
43  9.396 1357 1363 1382 rBV 130467 267083 37.48% 4.639%
44  9.616 1394 1399 1404 rVB4 2419 4290 0.60% 0.075%
45  9.707 1409 1414 1419 rBV6 1369 2964 0.42% 0.051%
46 9.756 1420 1422 1428 rVB5 836 1376 0.19% 0.024%
47  9.829 1432 1434 1437 rBV4 515 725 0.10% 0.013%
48  9.854 1437 1438 1442 rVV2 738 756 0.11% 0.013%
49 9.902 1442 1446 1448 rVB2 1715 1709 0.24% 0.030%
50 10.006 1460 1463 1465 rvv4 1046 1639 0.23% 0.028%
51 10.e55 1465 1471 1487 rVV 412399 597519 83.85% 10.378%
52 10.250 1500 1503 1504 rvVv 822 810 0.11% 0.014%
53 10.268 1504 1506 1509 rvv3 1211 1265 0.18% 0.022%
54 10.311 1509 1513 1517 rVVvé 819 1429 0.20% 0.025%
55 10.360 1517 1521 1526 rVvB3 2957 4188 ©0.59% 0.073%
56 10.512 1544 1546 1549 rBV3 838 840 0.12% 0.015%
57 10.780 1587 1590 1594 rVvB3 2308 2503 0.35% 0.043%
58 10.860 1600 1603 1605 rvv3 911 1385 0.19% 0.024%
59 10.896 1605 1609 1613 rVB3 1990 2663 0.37% 0.046%
60 11.024 1626 1630 1632 rVB4 950 1051 0.15% ©0.018%
61 11.085 1637 1640 1642 rVB3 1806 1749 0.25% 0.030%
62 11.109 1642 1644 1648 rVB3 1249 1303 0.18% 0.023%
63 11.189 1651 1657 1666 rBV 236723 319657 44.86% 5.552%
64 11.329 1677 1680 1682 rVVv2 1362 1594 0.22% ©0.028%
65 11.390 1687 1690 1694 rVB3 904 1114 0.16% 0.019%
66 11.426 1694 1696 1697 rBV2 1455 1218 0.17% 0.021%
67 11.475 1700 1704 1710 rVV3 6736 8884 1.25% 0.154%
68 11.591 1720 1723 1725 rBV2 738 793 0.11% 0.014%
69 11.628 1725 1729 1734 rBVS5S 1218 2196 0.31% 0.038%
70 11.683 1734 1738 1740 rBV5 1100 1777 0.25% 0.031%
71 11.713 1740 1743 1746 rBvV2 6175 7104 1.00% 0.123%
72 11.744 1746 1748 1752 rVB4 1187 1230 0.17% 0.021%
73 11.884 1769 1771 1775 rBV3 2423 2789 0.39% 0.048%
74 12.024 1788 1794 1800 rBV 384663 521147 73.13% 9.051%
75 12.152 1812 1815 1816 rBV3 1405 1581 ©.22% 0.027%

76 12.317 1837 1842 1853 rBV 360266 456735 64.09%  7.933%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044297.D

Acqg On : 13 Dec 2024 21:17

Operator : JC/MD

Sample : P5153-03ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 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\SFAMXLM120524WMA .M
Title : VOC Analysis
77 12.420 1855 1859 1864 rBV 20038 25025 3.51% 0.435%
78 12.573 1882 1884 1885 rBV2 1930 1460 ©0.20% 0.025%
79 12.682 1898 1902 1906 rVB6 3455 4671 0.66% 0.081%
80 12.896 1930 1937 1942 rBVO 5894 13614 1.91% 0.236%
81 12.945 1942 1945 1947 rVW4 2750 3117 0.44% 0.054%
82 12.969 1947 1949 1954 rVvv4 3701 4854 0.68% 0.084%
83 13.036 1957 1960 1966 rVV6 3242 4258 0.60% 0.074%
84 13.268 1994 1998 2007 rVB 29772 43290 6.07% ©0.752%
85 13.341 2007 2010 2013 rBV5 2472 3169 0.44% 0.055%
86 13.383 2013 2017 2020 rBV 18234 21405 3.00% 0.372%
87 13.700 2067 2069 2071 rBV2 4546 3612 ©.51% 0.063%
88 13.841 2088 2092 2096 rVB3 10614 13739 1.93% 0.239%
89 13.981 2114 2115 2119 rBVS5S 2386 2786 0.39% 0.048%
990 14.036 2120 2124 2132 rVV 30421 36175 5.08% 0.628%
91 14.097 2132 2134 2137 rBV3 3723 4098 0.58% 0.071%
92 14.493 2197 2199 2206 rVB8 4786 9345 1.31% 0.162%
93 14.609 2215 2218 2223 rBV2 8358 11046 1.55% 0.192%
94 14.755 2238 2242 2246 rBV 23215 27580 3.87% 0.479%
95 15.212 2313 2317 2324 rVB5 8371 13481 1.89% 0.234%
96 15.365 2340 2342 2344 rBV3 2703 2502 0.35% 0.043%
97 15.487 2359 2362 2367 rVB2 11816 15130 2.12% 0.263%
98 15.706 2395 2398 2400 rBV4 1659 1765 ©0.25% 0.031%
99 16.371 2503 2507 2510 rBVS5 4180 5644 0.79% 0.098%
100 16.724 2563 2565 2566 rVB2 1412 763 0.11% 0.013%
Sum of corrected areas: 5757596
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: P5153-03ME
: 3.98g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 32 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\

© VX044297.D
: 13 Dec 2024 21:17

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.M
: VOC Analysis

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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

o

TIC: VX044297.D\data.ms

5.958

2.276

5.050
1.629

1.367 4.489
1'/2L6ﬁ\ 129 2.782.940 32273.422 3696 4.416. 4.739 5.505.67881

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
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VX044297.D\data.ms
10.p55

8.646

11.189
6.757

0
Time-->

7.305 9.396
8.323
8 951
DR 7. ssmmae 427 99781 9 mgl 6IMEBBEO. 512 1 111@@
s :

6.50 7.00 8. 00 8.50 9 OO 10 OO 10 50 11.00

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0=

TIC: VX044297.D\data.mS

12.024
12.317

14.755

14.49509 187 5 706

16.371 16.72.

Time-->

mseJLsz 15448,

T ‘ T ‘ T T ‘ T T ‘ T T T ‘ T ‘ T T ‘
12.00 12.50 13.00 13.50 14.00 14.50 15 OO 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044297.D

Acqg On : 13 Dec 2024 21:17

Operator : JC/MD

Sample : P5153-03ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.268 4.15 ug/L 43290 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Dodecane 170 C12H26 000112-40-3 93
3 Dodecane 170 C12H26 000112-40-3 93
4 Dodecane 170 C12H26 000112-40-3 90
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1998 (13.268 min): VX044297.D\data.ms (-1994) (- m/z 57.05 100.00%
57.0
5000
85.0
e —
39
“ Uﬂ || u2o0 1704 13.00 13.50
bt Ml S m/z 43,10 87.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0
5000 e s
85.0 13.00 13.50
m/z 71.20 58.49%
290 170.0
Ot T \‘\‘\ \“‘i T \‘H“ T \“‘ T “1‘\ T \H‘ \1?—}2‘\0‘ T \1\4‘1\.0\\ T \‘\'\ T
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
o ) ol v
13.00 13.50
5000 m/z 41.10 50.81%
85.0
29.0
112.0 141.0 170.0
1 LRMRRBSEE N S5 N SO RN
m/z--> 20 40 60 80 100 120 140 160
Abundance #45479: Dodecane T ——
43.0 13.00 13.50
m/z 85.05 37.02%
71.0
5000
‘ ‘ 98.0 127.0 170.0
0““JH‘H1‘w“JM“M"W“W“W“p““‘ﬁ“
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\VX121324\
Data File : VX044297.D

Acqg On : 13 Dec 2024 21:17

Operator : JC/MD

Sample : P5153-03ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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.
14.036 3.47 ug/L 36175 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tridecane 184 C13H28 000629-50-5 93
3 Tridecane 184 C13H28 000629-50-5 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 86
Abundance Scan 2124 (14.036 min): VX044297.D\data.ms (-2120) (|  m/z 57.10 100.00%
57.1
5000
85.0
T T
14.00
112.0 184.1
0L SR wHU el NP0 v02 1841 s es 8705
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
5000 85.0 T \
14.00
29.0 m/z 71.00 54.44%
| H ‘ 1120 1410 184.0
O\\\‘\‘\\\“\\\\‘\\‘\\“1\\\“\\\H\‘\\\\‘\\\\‘\\\\‘}\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
ey T T ‘ T ‘
14.00
5000 m/z 41.05 47 .59%
85.0
29.0
0 113.0 141.0 184.0
R o L R R e I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59025: Tridecane — ‘
57.0 14.00
m/z 85.05 34.96%
5000
29.0 85.0
0 “ \ H il \‘ 1L 113.0 1410 184.0 /\W/AW\"/\J\A Jary M
H“H“_“w"H“H“‘H“H“M“w“u“u i R S e
m/z--> 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044297.D

Acqg On : 13 Dec 2024 21:17

Operator : JC/MD

Sample : P5153-03ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.755 2.65 ug/L 27580 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane 170 C12H26 000112-40-3 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 2242 (14.755 min): VX044297.D\data.ms (-2238) (- m/z 57.05 100.00%

57.0
5000

113.1 141.0

H‘ 179.0
O vl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0

5000 T T
85.0 14.50 15.00

29.0

0 \‘ I h\ Iy ‘\\11‘\3'0‘\14\1'0 169.0 240.C
H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

57.0

T
14.50 15.00

5000 m/z 41.05 53.13%
85.0
29.0
0 “w““‘H““H““H‘%%ﬁ}q‘%éﬂﬂq““%?679,““_““H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74004: Tetradecane 7 —
57.0 14.50 15.00

m/z 85.00 37.54%

5000 85.0
29.0‘
113.0 198.0
L 18014101690 1980

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044297.D

Acqg On : 13 Dec 2024 21:17

Operator : JC/MD

Sample : P5153-03ME

Misc : 3.98g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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|
(DEL) Alkane: S... 13.268 4.2 ug/L 43290 3 12.024 521147 50.0
(DEL) Alkane: S... 14.036 3.5 ug/L 36175 3 12.024 521147 50.0
(DEL) Alkane: S... 14.755 2.6 ug/L 27580 3 12.024 521147 50.0
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