Data Path

Data File : VX043709.D

Acq On : 05 Nov 2024 12:22
Operator : JC/MD

Sample : P4670-02

Misc

ALS Vial : 1

: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

LSC Area Percent Report

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

@ % of largest Peak

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area:
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
Signal : TIC: VXe43709.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.239 22 25 33 rBvV2 6421 9007 1.04% 0.128%
2 1.367 43 46 59 rBV 95534 118831 13.66% 1.685%
3 1.648 89 92 101 rVB 51262 70359 8.09% 0.998%
4 2.294 192 198 209 rBV 172490 270467 31.09% 3.835%
5 2.568 236 243 253 rBV 98491 206281 23.71% 2.925%
6 2.940 297 304 315 rVB 36694 85623 9.84% 1.214%
7 3.214 347 349 351 rVB2 466 320 0.04% 0.005%
8 3.434 380 385 392 rBv4 3136 7218 0.83% 0.102%
9 3.775 437 441 443 rBV2 403 374 0.04% 0.005%
10 3.836 449 451 453 rVB2 468 324 0.04% 0.005%
11 3.891 455 460 461 rVB 358 448 0.05% 0.006%
12 3.934 464 467 470 rBV2 439 519 0.06% 0.007%
13 3.995 475 477 479 rBvV2 419 479 0.06% 0.007%
14 4.080 489 491 492 rVB 546 275 0.03% 0.004%
15 4.105 492 495 497 rBV2 376 497 0.06% 0.007%
16 4.464 546 554 567 rBV 60023 181551 20.87% 2.574%
17 4.921 626 629 630 rBV3 390 368 0.04% 0.005%
18 4.958 633 635 639 rBvV2 504 536 0.06% 0.008%
19 5.049 639 650 668 rBV 109177 342568 39.37% 4.857%
20 5.245 680 682 683 rvVB2 522 328 0.04% 0.005%
21 5.293 687 690 694 rvwv3 420 665 0.08% 0.009%
22 5.336 696 697 699 rvVv 455 312 0.04% 0.004%
23 5.379 702 704 706 rVvv2 345 323 0.04% 0.005%
24 5.397 706 707 710 rVB2 484 430 0.05% 0.006%
25 5.464 717 718 720 rBV 403 337 0.04% 0.005%
26 5.555 731 733 736 rVB2 571 582 0.07% 0.008%
27 5.964 789 800 822 rBv2 290253 870069 100.00% 12.337%
28 6.549 895 896 898 rBv2 367 327 0.04% 0.005%
29 6.756 922 930 943 rBV 203921 502835 57.79% 7.130%
30 7.098 984 986 987 rvv2 541 349 0.04% 0.005%
31 7.116 987 989 991 rwv2 1065 1225 0.14% 0.017%
32 7.195 999 1002 1003 rBV2 272 350 0.04% 0.005%
33 7.305 1012 1020 1036 rBV 173476 388666 44.67% 5.511%
34 7.519 1053 1055 1058 rvB2 618 558 0.06% 0.008%
35 7.586 1063 1066 1069 rBvV2 358 556 0.06% 0.008%
36 7.628 1069 1073 1075 rVB 349 355 0.04% 0.005%
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Data Path

Data File : VX043709.D

Acq On : 05 Nov 2024 12:22
Operator : JC/MD

Sample : P4670-02

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 7.659 1075 1078 1079 rBV 410
38 7.817 1101 1104 1106 rVB2 353
39 8.061 1141 1144 1146 rBvV2 326
40 8.140 1152 1157 1160 rBV3 268
41 8.281 1176 1180 1181 rBV2 336
42 8.323 1181 1187 1199 rBV 114345
43 8.646 1234 1240 1258 rBV 434775
44 8.951 1285 1290 1304 rBvV 82247
45  9.195 1328 1330 1331 rBV 580
46 9.274 1338 1343 1351 rVB2 2859
47  9.384 1356 1361 1378 rBV =~ 272158
48 9.658 1405 1406 1408 rVB 512
49  9.884 1441 1443 1446 rVB2 483
50  9.927 1446 1450 1451 rBV 420
51 10.055 1465 1471 1483 rBV 438458
52 10.244 1500 1502 1505 rBV2 411
53 10.372 1521 1523 1525 rVB3 438
54 10.427 1530 1532 1536 rWw 432
55 10.488 1539 1542 1545 rBV2 310
56 10.518 1545 1547 1550 rBV2 326
57 10.719 1578 1580 1582 rBV 416
58 10.762 1585 1587 1590 rVVv2 217
59 10.939 1613 1616 1618 rBV2 352
60 11.061 1632 1636 1638 rBV3 318
61 11.189 1651 1657 1671 rBV 342124
62 11.311 1673 1677 1684 rVB2 3877
63 11.579 1719 1721 1724 rBV 374
64 11.621 1727 1728 1731 rBV 263
65 11.823 1757 1761 1763 rVB2 357
66 11.859 1763 1767 1768 rBV 330
67 11.969 1782 1785 1789 rBv2 6417
68 12.018 1789 1793 1802 rVwV 418946
69 12.225 1825 1827 1835 rVB4 1087
70 12.316 1837 1842 1857 rVV2 484660
71 12.445 1861 1863 1867 rvVv4 574
72 12.505 1871 1873 1875 rVwV 505
73 12.530 1875 1877 1879 rVB 359
74 12.755 1911 1914 1920 rVB4 981
75 12.853 1926 1930 1931 rVB2 361
76 12.877 1931 1934 1936 rBvV2 445

SFAMXLM110424WMA.M Wed
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110524\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110524\
Data File : VX043709.D

Acq On : 05 Nov 2024 12:22
Operator : JC/MD

Sample : P4670-02

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 12.908 1937 1939 1943 rVB3 480 493 0.06% 0.007%
78 12.951 1943 1946 1948 rBV2 431 516 0.06% 0.007%
79 13.072 1964 1966 1968 rVB2 357 302 0.03% 0.004%
890 13.115 1968 1973 1975 rBV3 1485 2011 0.23% 0.029%
81 13.591 2046 2051 2057 rBV 26490 36026 4.14% 0.511%
82 13.725 2069 2073 2076 rVB2 349 537 0.06% 0.008%
83 13.853 2092 2094 2097 rVV2 420 422 0.05% 0.006%
84 13.883 2097 2099 2103 rVB2 304 358 0.04% 0.005%
85 13.963 2108 2112 2119 rVB 18814 24697 2.84% 0.350%
86 14.078 2130 2131 2134 rBV2 347 354 0.04% 0.005%
87 14.127 2137 2139 2143 rVB2 1302 1397 0.16% 0.020%
88 14.182 2143 2148 2150 rBV3 422 508 0.06% 0.007%
89 14.243 2156 2158 2160 rBV2 343 445 0.05% 0.006%
90 14.334 2170 2173 2174 rBV3 330 286 0.03% 0.004%
91 14.639 2221 2223 2226 rBvV2 323 375 0.04% 0.005%
92 14.737 2237 2239 2242 rVB2 445 318 0.04% 0.005%
93 15.029 2283 2287 2288 rVB3 465 546 0.06% ©.008%
94 15.121 2300 2302 2304 rBV3 392 359 0.04% 0.005%
95 15.255 2319 2324 2328 rBv4 2103 3545 0.41% 0.050%
96 15.340 2336 2338 2341 rVB3 644 695 0.08% 0.010%
97 15.395 2341 2347 2348 rBV4 758 1435 0.16% 0.020%
98 15.542 2370 2371 2373 rBV 511 356 0.04% 0.005%
99 15.615 2381 2383 2385 rBV3 605 662 0.08% 0.009%
100 16.108 2462 2464 2468 rBV2 598 443 0.05% 0.006%
Sum of corrected areas: 7052484
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

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

: VXe43709.D

: 05 Nov 2024 12:22

: JC/MD

: P4670-02

: 5.0mL/MSVOA_X/WATER

1 Sample Multiplier: 1

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

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX043709.D\data.ms
400000
300000 5.964
200000 2994
5.049
100000 1.367 2.568
1.648 4.464
2.940
0 1.239 j\ 3.2143.434 3 37BSIHERTS . 5 S0 B 555
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Abundance TIC: VX043709.D\data.ms
8.646 10.055
400000
11.189
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Abundance TIC: VX043709.D\data.ms
400000
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX110524\
Data File : VX043709.D

Acqg On : 05 Nov 2024 12:22
Operator : JC/MD

Sample : P4670-02

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 : VX043709.D

Acq On : 05 Nov 2024 12:22
Operator : JC/MD

Sample : P4670-02

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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