Data Path

Data File : VX043708.D

Acq On : 05 Nov 2024 11:59
Operator : JC/MD

Sample : P4670-01

Misc

ALS Vial : 1

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1

Start Thrs: 0.2

Parameters:

: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

LSCINT.P

Filtering:
Min Area:
Max Peaks:
Peak Location:

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110524\

5

@ % of largest Peak

100
TOP

Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110424WMA.M
Title : VOC Analysis
Signal : TIC: VXe43708.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.240 22 25 28 rBv 4238 5266 0.18% 0.052%
2 1.368 43 46 57 rVB 92066 115537 3.96% 1.132%
3 1.642 88 91 103 rVB 50515 84131 2.88% 0.825%
4 2.294 192 198 208 rBV 168403 268249 9.19% 2.629%
5 2.386 209 213 224 rVB2 10172 19505 0.67% 0.191%
6 2.581 239 245 251 rVB3 2109 3800 0.13% 0.037%
7 2.745 271 272 274 rBV 617 407 0.01% 0.004%
8 2.782 274 278 279 rVV2 826 947 0.03% 0.009%
9 2.867 290 292 293 rW 565 403 0.01% 0.004%
10 2.941 297 304 319 rVB 32653 78414 2.69% 0.769%
11 3.099 328 330 333 rVB2 303 336 0.01% 0.003%
12 3.288 359 361 364 rVVv2 260 313 0.01% 0.003%
13 3.325 366 367 371 rBV 292 332 0.01% 0.003%
14 3.428 379 384 385 rBv4 3316 4517 0.15% 0.044%
15 3.587 407 410 411 rBV2 543 587 0.02% 0.006%
16 3.611 411 414 418 rVB2 355 330 0.01% 0.003%
17 3.721 429 432 435 rBV2 397 380 0.01% 0.004%
18 3.800 442 445 450 rVB3 374 505 0.02% 0.005%
19 3.995 475 477 484 rVV2 337 481 0.02% 0.005%
20 4.465 547 554 568 rBvV 54093 168128 5.76% 1.648%
21 4.855 616 618 620 rVB 583 398 0.01% 0.004%
22 5.056 640 651 665 rBv2 105898 329057 11.28% 3.225%
23 5.312 690 693 696 rBvV 317 334 0.01% 0.003%
24 5.379 699 704 706 rBv2 963 1238 0.04% 0.012%
25 5.550 726 732 733 rBV 745 1011 0.03% 0.010%
26 5.739 760 763 766 rVB2 326 428 0.01% 0.004%
27 5.964 787 800 819 rBv2 297304 879440 30.14% 8.620%
28 6.300 853 855 857 rBV 402 328 0.01% 0.003%
29 6.464 879 882 883 rBV 291 355 0.01% 0.003%
30 6.665 911 915 918 rVB3 253 372 0.01% 0.004%
31 6.757 921 930 951 rBV 208477 515669 17.67% 5.054%
32 7.019 971 973 976 rBv2 558 433 0.01% 0.004%
33 7.111 985 988 990 rBV3 578 715 0.02% 0.007%
34 7.306 1012 1020 1035 rBV 170879 383088 13.13% 3.755%
35 7.482 1047 1049 1050 rBV 538 376 0.01% 0.004%
36 7.531 1054 1057 1058 rBv2 439 452 0.02% 0.004%
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Data Path

Data File : VX043708.D

Acq On : 05 Nov 2024 11:59
Operator : JC/MD

Sample : P4670-01

Misc

ALS Vial : 1

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Parameters:

: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 7.641 1072 1075 1078 rBV2 283
38 7.763 1094 1095 1097 rBV 406
39 7.842 1106 1108 1110 rVB2 381
40 7.860 1110 1111 1114 rBV2 317
41 7.976 1128 1130 1132 rVB2 340
42 8.080 1146 1147 1152 rBvV2 357
43 8.238 1171 1173 1176 rVB 401
44 8.324 1181 1187 1200 rBV 115233
45 8.519 1216 1219 1220 rBV 348
46 8.555 1224 1225 1227 rBV 597
47  8.647 1234 1240 1252 rBV 432659
48 8.952 1285 1290 1300 rBV 78544
49  9.275 1339 1343 1349 rVB 3840
50  9.324 1349 1351 1353 rBV2 418
51 9.385 1356 1361 1383 rBV 247877
52 10.055 1465 1471 1487 rBV2 464795
53 10.238 1499 1501 1503 rwV 608
54 10.311 1510 1513 1516 rBv2 586
55 10.342 1516 1518 1520 rVB2 539
56 10.384 1520 1525 1527 rBV2 336
57 10.445 1534 1535 1538 rBV 499
58 10.476 1538 1540 1541 rVB 483
59 10.604 1557 1561 1564 rVB2 326
60 10.768 1585 1588 1590 rBV2 306
61 10.835 1594 1599 1602 rBV3 351
62 10.903 1609 1610 1613 rBV 329
63 11.000 1624 1626 1629 rVB 378
64 11.031 1629 1631 1633 rBv2 394
65 11.189 1652 1657 1666 rBV 349666
66 11.311 1672 1677 1683 rVB3 4415
67 11.445 1697 1699 1702 rBv2 425
68 11.969 1779 1785 1789 rBV 53952
69 12.018 1789 1793 1807 rVB2 454022
70 12.225 1820 1827 1833 rBV6 2145
71 12.335 1837 1845 1857 rBV2 1820457
72 12.707 1903 1906 1909 rBV3 571
73 12.762 1910 1915 1919 rBvV2 1119
74 12.896 1934 1937 1939 rBvV2 343
75 12.975 1949 1950 1955 rVvB2 387
76 13.012 1955 1956 1961 rBV2 499
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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2917819
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530

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110524\

Voo ® [ OR RN ] [ ERN] o0 hPwWO OO0 [ OR R

ONNO O

100.
.03%
.06%
.01%
.01%

[CI IR

5

@ % of largest Peak

100
TOP

.01%
.01%
.01%
.01%

.01%
.01%
.01%
.61%
.01%

.02%
.99%
.19%
.22%
.01%

.08%
.57%
.01%
.03%
.01%

.02%
.02%
.01%
.02%
.01%

.02%
.01%
.01%
.01%
.15%

.24%
.02%
.41%
.90%
.16%

00%

.02%

[ORO RO POOOO® [OROROR RN [ORIORIC RN (ORI I (O ORI ] [ OIGINN

[OIOR ORI

[

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110424WMA.M

.004%
.003%
.003%
.003%

.003%
.003%
.004%
.889%
.003%

.005%
.861%
.199%
.062%
.003%

.027%
.883%
.003%
.007%
.003%

.006%
.005%
.003%
.005%
.003%

.005%
.003%
.003%
.003%
.332%

.068%
.005%
.688%
.550%
.047%

.598%
.008%
.016%
.004%
.004%

.005%




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110524\
Data File : VX043708.D

Acq On : 05 Nov 2024 11:59
Operator : JC/MD

Sample : P4670-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 1  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\SFAMXLM110424WMA.M
Title : VOC Analysis
77 13.061 1961 1964 1965 rBV2 296 347 0.01% 0.003%
78 13.103 1967 1971 1979 rVV 14922 21770 0.75% 0.213%
79 13.195 1983 1986 1993 rvv2 4076 5710 0.20% 0.056%
80 13.298 1999 2003 2007 rVB3 444 793 0.03% 0.008%
81 13.518 2037 2039 2043 rBV2 310 513 0.02% 0.005%
82 13.585 2045 2050 2061 rBV 425641 523458 17.94% 5.130%
83 13.701 2067 2069 2071 rVB 384 298 0.01% 0.003%
84 13.725 2071 2073 2077 rVB2 348 430 0.01% 0.004%
85 13.786 2079 2083 2087 rVB4 1545 1888 0.06% 0.019%
86 13.835 2089 2091 2093 rVB 438 344 0.01% 0.003%
87 13.859 2093 2095 2099 rBV3 400 392 0.01% 0.004%
88 13.957 2106 2111 2119 rBV 251404 320675 10.99% 3.143%
89 14.128 2135 2139 2143 rBV2 938 1616 0.06% 0.016%
90 14.262 2156 2161 2168 rBV 8909 12359 0.42% 0.121%
91 14.310 2168 2169 2172 rVv2 349 379 0.01% 0.004%
92 14.432 2185 2189 2191 rBV2 321 518 0.02% 0.005%
93 14.609 2216 2218 2220 rVB3 461 314 0.01% 0.003%
94 14.664 2225 2227 2228 rBvV2 289 293 0.01% 0.003%
95 14.780 2242 2246 2253 rVv2 7338 10184 0.35% 0.100%
96 15.121 2300 2302 2304 rBV3 453 553 0.02% 0.005%
97 15.249 2317 2323 2332 rVB2 47762 72736 2.49% 0.713%
98 15.572 2374 2376 2377 rBV2 784 434 0.01% 0.004%
99 16.255 2486 2488 2491 rBV2 571 521 0.02% 0.005%
100 16.304 2493 2496 2498 rBV2 466 574 0.02% 0.006%
Sum of corrected areas: 10202891

SFAMXLM110424WMA.M Wed Nov @6 16:21:47 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX110524\
Data File : VX043708.D

Acqg On : 05 Nov 2024 11:59
Operator : JC/MD

Sample : P4670-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110424WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX043708.D\data.ms
1500000
1000000
500000
5.964
2.294
1.368 5.056
oL 1:2400 1.642 /\2.3862.58227@&4%.0993@33&283%003.995 4485 4 g5 5.3197%.5505.739 6.3
TR T e T e T T T R T e T T e T e T T A e e e e e e T e e
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: VX043708.D\data.ms
1500000
1000000
500000 8.647 10.055
11.189
9.385
6.757 7.306
o 05065, ronsis || Tasamumamnsszoh i T ezate || ioosmmamsonwwman i awass
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX043708.D\data.ms
1500000
‘ k ‘ jk
Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX110524\
Data File : VX043708.D

Acqg On : 05 Nov 2024 11:59
Operator : JC/MD

Sample : P4670-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110424WMA .M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
3k 3k sk 3k sk 3k sk sk sk sk ok sk sk sk 3k sk sk sk sk sk Sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk 3k sk sk sk sk 3k sk >k sk 3k sk 3k sk 3k sk sk >k sk sk sk sk ok sk ok



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110524\
Data File : VX043708.D

Acq On : 05 Nov 2024 11:59
Operator : JC/MD

Sample : P4670-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110424WMA .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|
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