Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

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

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\

: VX039108.D
: 08 Dec 2023 16:32

JC/MD

: VX1209MBLO1

5.00g/5mL/100uL/5.00mL/MSVOA_X/MEOH

4

Parameters:

RTE
OFF

01

0.2

. 0

LSCINT

Peak separation: 5

Method
Title

Signal

Sample Multiplier: 1

P

: TIC: VX@39108.D\data.ms

peak R.T. first

# min
1 1.368
2 1.477
3 1.575
4 1.593
5 1.672
6 1.788
7 2.014
8 2.038
9 2.227
10 2.306
11 2.514
12 2.599
13 2.776
14 2.867
15 2.934
16 3.087
17 3.257
18 3.379
19 3.495
20 3.568
21 3.837
22 3.952
23  4.208
24 4.446
25 4.751
26 4,812
27 4.928
28  4.952
29 5.056
30 5.519
31 5.855
32 5.970
33 6.251
34 6.373
35 6.537
36 6.592

SFAMXLM120523WMA .M

scan

113
150
153
184
194

231
246
275
290
301

326
354
374
393
406

449
468
510
543
599

609
629
632
640
725

780
789
846
865
890

901

last
scan

PK
TY

rBv
rBv
rBv2
rvv
106 rBV
115
152
156
187
200

117
153
158
188
211

rvB2
rBv
rBv
rBv
rvVB

234
248
277
292
303

239
249
278
295
305

rVB
rBv
rBv
rBv2
rBv2

328
356
376
395
407

329
357
379
397
411

rBv
rBv
rVB
rBv
rBv

451
470
512
551
601

452
471
515
564
604

rBv
rvVB
rBv
rBv
rBv2

611
630
634
651
727

614
632
637
664
728

rvVB
rvB
rBv
rvv2
rBv

782
801
847
867
894

784
818
850
871
896

rVB
rvv2
rVB
rvB
rBv
903

904 rBvV

Sat Dec 16 22

peak
height
134506
1102
4369
1929
93101

1530
1649
1939
2231
216256

3604
1482
2135
1385
2979

1753
1562
1963
1413
1959

1860
1363
1405
92428
1420

2460
1350
1509
127411
1227

1424
335100
1863
2356
1280

1801

105:29 2023

Filtering:
Min Area:
Max Peaks:
Peak Location:

corr.
area
139728
870
8050
1558
132862

937
742
2427
2288
340582

5850
1347
1800
1418
2718

933
862
1822
1363
2149

1202
575
1691
265751
1532

1926
848
1497
397548
545

1032
1022211
804
1523
1627

977
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: Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM120523WMA.M
: VOC Analysis




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\
Data File : VX039108.D

Acqg On : 08 Dec 2023 16:32

Operator : JC/MD

Sample ¢ VX1209MBLO1

Misc : 5.00g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 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 6.757 922 930 943 rBV 255874 615983 60.26% 7.657%
38 7.056 977 979 980 rBV 1384 1139 0.11% 0.014%
39 7.110 986 988 990 rBV 2410 2835 0.28% 0.035%
40 7.305 1012 1020 1033 rBV 211876 475333 46.50% 5.909%
41  7.494 1049 1051 1055 rBvV 1997 2245 0.22% ©0.028%
42 7.866 1109 1112 1113 rBV 2105 1531 0.15% 0.019%
43 7.927 1120 1122 1124 rVB 1960 1076 0.11% 0.013%
44  8.122 1152 1154 1157 rBV 1446 1685 0.16% 0.021%
45  8.159 1158 1160 1166 rvV 1543 2364 0.23% 0.029%
46 8.324 1181 1187 1195 rBV 147915 245571 24.02% 3.053%
47  8.647 1234 1240 1252 rBV 496369 794729 77.75% 9.879%
48  8.945 1284 1289 1299 rBV 108174 168981 16.53% 2.101%
49 9.128 1317 1319 1321 rBV 1425 1391 0.14% 0.017%
50 9.171 1324 1326 1327 rBV 1575 1143 0.11% 0.014%
51 9.330 1351 1352 1353 rBV 1119 438 0.04% 0.005%
52 9.384 1355 1361 1372 rWV 420927 634661 62.09% 7.889%
53 9.701 1408 1413 1417 rBV 3973 7456 0.73% 0.093%
54 9.781 1424 1426 1428 rBV 1503 1433 0.14% ©0.018%
55 10.055 1465 1471 1482 rBV 528542 761307 74.48% 9.464%
56 10.311 1510 1513 1516 rBV2 2062 2714 0.27% 0.034%
57 10.506 1543 1545 1546 rBV 1686 927 0.09% 0.012%
58 11.079 1637 1639 1643 rBvV3 1767 1671 0.16% 0.021%
59 11.189 1652 1657 1669 rVB 395927 508534 49.75% 6.322%
60 11.274 1669 1671 1674 rVB 1945 1905 0.19% 0.024%
61 11.305 1674 1676 1677 rBV 1425 1057 0.10% 0.013%
62 11.756 1748 1750 1752 rBV 1553 1402 0.14% 0.017%
63 12.018 1788 1793 1802 rBV 560931 745299 72.91% 9.265%
64 12.201 1821 1823 1824 rBV 1298 736 0.07% ©0.009%
65 12.317 1837 1842 1851 rBV 531025 676304 66.16% 8.407%
66 12.530 1875 1877 1878 rBV 1329 630 0.06% ©0.008%
67 12.573 1883 1884 1887 rBV 1675 1745 0.17% 0.022%
68 13.182 1983 1984 1986 rBV 2301 1951 0.19% 0.024%
69 13.268 1996 1998 1999 rBV 1460 1015 0.10% 0.013%
70 13.347 2009 2011 2013 rBV 1441 1440 0.14% 0.018%
71 13.713 2069 2071 2073 rVB 2249 2088 0.20% 0.026%
72 13.743 2073 2076 2078 rBV 1926 2801 0.27% 0.035%
73 13.871 2095 2097 2100 rVB 2423 2675 0.26% 0.033%
74 13.938 2106 2108 2109 rBV2 1301 776 0.08% 0.010%
75 14.030 2122 2123 2124 rBV 1417 546 0.05% 0.007%
76 14.079 2128 2131 2132 rBV 1533 1644 0.16% 0.020%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\
Data File : VX039108.D

Acqg On : 08 Dec 2023 16:32

Operator : JC/MD

Sample ¢ VX1209MBLO1

Misc : 5.00g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 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 14.359 2175 2177 2178 rBV 1696 1136 0.11% 0.014%
78 14.627 2219 2221 2223 rBV 2549 2585 0.25% 0.032%
79 14.761 2241 2243 2244 rBV 1869 1179 0.12% 0.015%
80 14.987 2279 2280 2281 rBV 2158 1107 0.11% 0.014%
81 15.078 2294 2295 2296 rBV 2123 1263 0.12% 0.016%
82 15.542 2369 2371 2373 rBV 1869 1644 0.16% 0.020%
83 15.871 2423 2425 2428 rVB 2628 2331 0.23% 0.029%
84 16.511 2528 2530 2531 rBV 2342 1758 0.17% 0.022%
85 16.767 2570 2572 2573 rVB 1688 755 0.07% 0.009%

Sum of corrected areas: 8044514
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\

: VX039108.D

: 08 Dec 2023 16:32

: JC/MD

. VX1209MBLO1

: 5.00g/5mL/100uL/5.00mL/MSVOA_X/MEOH
4

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA .M

: VOC Analysis

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

Abundance

500000

400000

300000

200000

100000

TIC: VX039108.D\data.ms

5.970

2.306

1.368 5.056
1.672 4.446

(L@Amszmz 2.31899. 7786333.08B.25738BAEBS 3.83052 4.208 /\\44@\ 5519 5855 | 6.25

o

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

500000

400000

300000

200000

100000

TIC: VX039108.D\data.ms
10.055
8.647

9.384
11.189

6.757

8.324

8.945

L@.mo.soe

7.494 7. 38278812329 991289.3 9.00181 11.079112395

0
Time-->

T T ‘ T T T ‘
8.50 9.00 9.50 10.00 10.50 11.00

Abundance

500000

400000

300000

200000

100000

Time-->

TIC: VX039108.D\data.ms

12.018 12.317

12.201 125303

11.756 1318826847 183774388 PBABEI 14.359 14.627 7614 BB0D78 15.542 15.871 16.51116.71

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\
Data File : VX@39108.D

Acqg On : 08 Dec 2023 16:32

Operator : JC/MD

Sample ¢ VX1209MBLO1

Misc : 5.00g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 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

No Library Search Compounds Detected
sk 3k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\
Data File : VX@39108.D

Acqg On : 08 Dec 2023 16:32

Operator : JC/MD

Sample : VX1209MBLO1

Misc : 5.00g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 4 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|
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