LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041524\
Data File : VX041076.D

Acqg On : 15 Apr 2024 14:21
Operator : JC/MD

Sample : P2098-05

Misc : 5.0mL/MSVOA_X/WATER

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\SFAMXLMO41024WMA .M
Title : VOC Analysis

Signal : TIC: VX@41076.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.148 6 10 22 rVB 44592 52139 5.37% 0.657%
2 1.270 27 30 36 rBv2 5098 6689 0.69% 0.084%
3  1.368 41 46 54 rBV 139697 183883 18.94%  2.316%
4 1.673 92 96 105 rVB 89277 122088 12.57% 1.538%
5 2.307 194 200 208 rBV 194979 306705 31.59% 3.863%
6 2.532 230 237 248 rBV2 4357 8739 0.90% 0.110%
7 2.636 253 254 256 rBV 227 202 0.02% ©0.003%
8 2.654 256 257 260 rVB 332 236 0.02% 0.003%
9 2.703 260 265 274 rBV3 2688 6333 0.65% 0.080%
10 2.788 274 279 293 rVB2 4265 9753 1.00% 0.123%
11  2.947 300 305 312 rBv4 757 1434 0.15% ©0.018%
12 3.099 322 330 336 rBV4 808 1610 0.17% 0.020%
13 3.178 340 343 345 rBV 144 165 ©0.02% 0.002%
14 3.258 351 356 357 rVwv2 100 174 0.02% 0.002%
15 3.331 364 368 375 rVW4 1398 3091 0.32% 0.039%
16 3.453 382 388 395 rVB4 1021 2371 0.24% 0.030%
17 3.587 408 410 413 rVB2 182 192 0.02% 0.002%
18 3.672 422 424 427 rVW2 232 277 0.03% 0.003%
19 3.940 465 468 476 rVWVv3 277 607 0.06% 0.008%
20 4.264 519 521 525 rBV2 121 195 0.02% 0.002%
21  4.459 543 553 571 rBV 69880 219831 22.64% 2.769%
22 4.873 618 621 623 rBV2 200 237 0.02% 0.003%
23 5.056 638 651 673 rBV 127778 394465 40.63%  4.968%
24 5.239 679 681 685 rVB2 191 223  0.02% ©0.003%
25 5.337 694 697 699 rBv2 156 167 ©0.02% 0.002%
26 5.391 701 706 709 rBV3 444 821 0.08% 0.010%
27 5.477 717 720 723 rBV 155 209 0.02% 0.003%
28 5.544 726 731 732 rBV2 542 554 0.06% 0.007%
29 5.617 742 743 745 rBV 187 156 0.02% 0.002%
30 5.708 755 758 761 rVB 191 188 0.02% 0.002%
31 5.794 769 772 776 rBvV2 106 184 0.02% 0.002%
32 5.971 789 801 828 rBV2 319086 970892 100.00% 12.228%
33 6.269 848 850 853 rvB2 214 229 0.02% ©0.003%
34 6.300 853 855 858 rVB 192 162 0.02% 0.002%
35 6.355 858 864 865 rBv2 231 369 0.04% 0.005%
36 6.464 880 882 884 rvB2 256 183 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041524\
Data File : VX041076.D

Acqg On : 15 Apr 2024 14:21
Operator : JC/MD

Sample : P2098-05

Misc : 5.0mL/MSVOA_X/WATER

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\SFAMXLMO41024WMA .M
Title : VOC Analysis
37 6.635 907 910 911 rBvV2 194 209 0.02% 0.003%
38 6.763 921 931 950 rBV 248855 598082 61.60% 7.532%
39 7.117 985 989 997 rVB3 1001 2324 0.24% 0.029%
40 7.306 1011 1020 1036 rBV 196923 433203 44.62% 5.456%
41  7.489 1045 1050 1055 rVB5 602 1127 0.12% 0.014%
42 7.903 1113 1118 1119 rBV 179 206 0.02% 0.003%
43 7.940 1121 1124 1125 rBV2 264 238 0.02% 0.003%
44  8.324 1181 1187 1206 rVV 125817 215110 22.16% 2.709%
45  8.647 1234 1240 1251 rBV 488445 777042 80.03% 9.786%
46 8.952 1284 1290 1300 rBV 95071 142136 14.64% 1.790%
47  9.092 1311 1313 1316 rVB2 508 556 0.06% 0.007%
48 9.141 1316 1321 1322 rBvV2 220 314 0.03% 0.004%
49 9.226 1331 1335 1336 rVV 136 161 0.02% 0.002%
50 9.275 1338 1343 1349 rVB2 2220 3845 0.40% 0.048%
51 9.385 1355 1361 1378 rBV 306917 475845 49.01%  5.993%
52 9.604 1396 1397 1399 rBV 293 181 0.02% 0.002%
53 9.775 1423 1425 1427 rBv2 162 159 0.02% 0.002%
54 9.982 1457 1459 1461 rVB2 174 172 0.02% 0.002%
55 10.055 1465 1471 1485 rBV 540993 772867 79.60% 9.734%
56 10.256 1501 1504 1506 rBV2 244 256 0.03% ©0.003%
57 10.287 1506 1509 1510 rBvV2 197 199 0.02% 0.003%
58 10.305 1510 1512 1517 rvv2 683 822 0.08% 0.010%
59 10.409 1527 1529 1533 rBv2 144 188 0.02% 0.002%
60 10.640 1563 1567 1568 rBV2 194 206 0.02% ©0.003%
61 10.689 1572 1575 1576 rBV2 415 407 0.04% 0.005%
62 10.781 1585 1590 1593 rBV3 627 1009 0.10% 0.013%
63 10.866 1600 1604 1606 rBV3 791 1152 0.12% 0.015%
64 10.964 1618 1620 1623 rVB4 382 435 0.04% 0.005%
65 11.092 1636 1641 1647 rVB2 1115 1459 0.15% ©0.018%
66 11.189 1652 1657 1671 rVV 410956 526206 54.20% 6.627%
67 11.311 1673 1677 1683 rVV 3631 5137 ©.53% 0.065%
68 11.500 1704 1708 1713 rBV3 492 746 0.08% 0.009%
69 11.579 1715 1721 1723 rBV3 382 436 0.04% 0.005%
70 11.616 1725 1727 1732 rVB 164 241 0.02% 0.003%
71 11.713 1740 1743 1747 rVB3 345 363 0.04% 0.005%
72 11.750 1747 1749 1751 rBV 295 348 0.04% 0.004%
73 11.811 1757 1759 1762 rVB2 195 225 0.02% 0.003%
74 11.884 1766 1771 1775 rVB2 6790 8358 0.86% 0.105%
75 11.976 1782 1786 1789 rBV2 6878 8580 ©0.88% 0.108%

76 12.024 1789 1794 1809 rVB 596872 788656 81.23%  9.933%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041524\
Data File : VX041076.D

Acqg On : 15 Apr 2024 14:21
Operator : JC/MD

Sample : P2098-05

Misc : 5.0mL/MSVOA_X/WATER

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\SFAMXLMO41024WMA .M
Title : VOC Analysis
77 12.219 1821 1826 1837 rBV 21367 49666 5.12% 0.626%
78 12.317 1837 1842 1853 rVB 641881 814822 83.93% 10.262%
79 12.768 1912 1916 1919 rBV6 1379 2063 0.21% 0.026%
80 12.860 1928 1931 1938 rVB3 1476 1794 0.18% 0.023%
81 13.018 1954 1957 1960 rBV3 319 491 0.05% ©0.006%
82 13.164 1980 1981 1984 rBV2 178 178 0.02% 0.002%
83 13.347 2008 2011 2012 rBV 126 152 0.02% 0.002%
84 13.524 2037 2040 2042 rBV 221 179 0.02% 0.002%
85 13.591 2047 2051 2053 rBV2 1996 2168 ©0.22% 0.027%
86 13.664 2061 2063 2065 rBV 223 156 ©0.02% 0.002%
87 13.780 2080 2082 2083 rBV2 423 380 0.04% 0.005%
88 13.878 2096 2098 2100 rVB 266 198 0.02% 0.002%
89 13.908 2100 2103 2104 rBV2 225 200 0.02% 0.003%
90 13.926 2104 2106 2109 rVB2 352 282 0.03% 0.004%
91 13.963 2109 2112 2116 rBV3 517 509 0.05% 0.006%
92 14.054 2125 2127 2130 rVB 218 181 0.02% 0.002%
93 14.085 2130 2132 2133 rBV 198 178 0.02% 0.002%
94 14.323 2167 2171 2172 rBV 232 279 0.03% 0.004%
95 14.359 2175 2177 2179 rBV2 218 188 0.02% 0.002%
96 14.414 2184 2186 2187 rVV 288 179 0.02% 0.002%
97 14.451 2190 2192 2195 rBV 255 236 0.02% 0.003%
98 14.823 2251 2253 2254 rBV2 269 184 0.02% 0.002%
99 14.951 2271 2274 2275 rBV2 387 348 0.04% 0.004%
100 15.371 2341 2343 2344 rBV 314 179 0.02% 0.002%
Sum of corrected areas: 7940149
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: P2098-05
: 5.0mL/MSVOA_X/WATER
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41524\

: VX041076.D
: 15 Apr 2024 14:21

JC/MD

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41024WMA .M

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041524\
Data File : VX041076.D

Acqg On : 15 Apr 2024 14:21
Operator : JC/MD

Sample : P2098-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO41024WMA.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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.148 4.36 ug/L 52139 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 42
2 Cyclopropane 42 C3H6 000075-19-4 10
3 Cyclopropane 42 C3H6 000075-19-4 7
4 Propene 42 C3He6 000115-07-1 7

5 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 4
Abundance  Scan 10 (1.148 min): VX041076.D\data.ms (-6) (-) m/z 41.10 100.00%

41.1
5000

60.0 .
O b e e M/Z 39.18 86.07%

miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0

5000 “w“‘w“u“u“u“‘u
2r.0 1.201.301.401.501.60

m/z 42.10 57.85%

20 B0
\H\H\‘\\H‘H\\‘\H\‘\\H‘\H\’\\H‘H\\‘\H\’ H‘H\\‘\H\’\\H‘H\\‘\H\
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65

M ‘ 1.201.301.401.501.60

o

Abundance #63: Cyclopropane
42.0

1.201.301.401.501.60

5000 m/z 44.05 42.67%
27.0
0*”HH%quw}ﬁfwhHwM“wwawv‘WHWHHVHWHHMH* RA&MNVMVAMJ\M/WAN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane A RRRRAREERNSERESERRRNE
42.0 1.201.301.401.501.60

m/z 43.10 41.93%

5000 970 A\‘K
14.0
0 | I H

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.201.301.401.501.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041524\
Data File : VX041076.D

Acqg On : 15 Apr 2024 14:21
Operator : JC/MD

Sample : P2098-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO41024WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.219 3.15 ug/L 49666 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

Abundance Scan 1826 (12.219 min): VX041076.D\data.ms (-1821) (- m/z 57.10 100.00%

57.1
5000 41.0 j\/\
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J
\
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}\I\/\/\ A Y\
\

o

5000 T T T T T T t
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0 18.0!““!112.0
m/z--> 20 40 60 80 100 120 140
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0 Af\
Aui ey
12.00 12.50
5000 41.0 m/z 43.10 37.19%
83.0
obaso Il L g
m/z--> 20 40 60 80 100 120 140
Abundance #15686: 2-Propyl-1-pentanol ul A‘ A : VAWMM
57.0 12.00 12.50
m/z 70.10 25.62%
5000
41.0
83.0
0 15.0 \‘\ Il \Hﬂ ‘\ \H ‘ 11\20 A wrwan

m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041524\
Data File : VX041076.D

Acqg On : 15 Apr 2024 14:21
Operator : JC/MD

Sample : P2098-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO41024WMA .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... 1.148 4.4 ug/L 52139 1 6.763 598082 50.0
1-Hexanol, 2-et... 12.219 3.1 ug/L 49666 3 12.024 788656 50.0
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