Data Path

Data File : VU®59898.D

Acq On : 11 Jul 2024 10:07
Operator : MD/SY

Sample : P3198-02

Misc

ALS Vial : 6

: 5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71124\

@ % 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_U\Method\SFAMULM@70224WMA .M
Title : VOC Analysis
Signal : TIC: VU@59898.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.370 22 25 28 rBv2 875 756 0.09% 0.012%
2 1.595 87 95 109 rBV 103701 118546 14.21% 1.849%
3 1.682 116 122 130 rBV 10137 11798 1.41% 0.184%
4 1.907 183 192 207 rBV 83901 113396 13.60% 1.769%
5 2.512 377 380 383 rBV2 229 165 0.02% 0.003%
6 2.560 383 395 410 rBV 165502 268463 32.19% 4.188%
7 2.711 439 442 444 rVWV2 226 152 0.02% 0.002%
8 2.775 451 462 480 rBV3 6264 17168 2.06% 0.268%
9 2.875 489 493 496 rBV3 223 143 0.02% 0.002%
10 2.891 496 498 501 rBV 274 147 0.02% 0.002%
11 2.994 527 530 533 rvv2 231 157 0.02% 0.002%
12 3.042 537 545 554 rVV5 1430 2210 0.26% 0.034%
13 3.081 554 557 561 rVB2 220 147 0.02% 0.002%
14 3.177 573 587 601 rBV2 13663 30409 3.65% 0.474%
15 3.354 637 642 651 rVB4 846 1208 0.14% 0.019%
16 3.573 705 710 714 rBV2 117 143 0.02% 0.002%
17 3.689 743 746 750 rVB2 195 158 0.02% 0.002%
18 3.740 758 762 766 rVB2 222 184 0.02% 0.003%
19 3.772 766 772 776 rBV2 194 246 0.03% 0.004%
20 3.833 787 791 797 rBV2 115 166 0.02% 0.003%
21 4.020 846 849 854 rVB2 270 214 0.03% 0.003%
22 4.238 914 917 923 rVB2 231 232 0.03% 0.004%
23 4.370 951 958 961 rBV 172 199 0.02% 0.003%
24 4.431 974 977 980 rBV 208 146 0.02% 0.002%
25 4.515 994 1003 1006 rBv4 3115 4269 0.51% 0.067%
26 4.615 1018 1034 1067 rBv2 81922 220470 26.43% 3.439%
27 4.881 1113 1117 1121 rBv4 478 468 0.06% 0.007%
28 4.981 1145 1148 1151 rBv2 280 147 0.02% 0.002%
29 5.052 1155 1170 1191 rBV 147909 331871 39.79% 5.177%
30 5.171 1205 1207 1211 rVB2 473 252 0.03% 0.004%
31 5.209 1216 1219 1222 rVB2 272 156 0.02% 0.002%
32 5.351 1259 1263 1269 rBV 181 165 0.02% 0.003%
33 5.492 1304 1307 1309 rBV2 187 144 0.02% 0.002%
34 5.717 1356 1377 1407 rBV2 305954 834050 100.00% 13.011%
35 5.917 1435 1439 1442 rBV3 186 154 0.02% 0.002%
36 6.045 1475 1479 1481 rBvV2 282 169 0.02% 0.003%
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Data Path

Data File : VU®59898.D

Acq On : 11 Jul 2024 10:07
Operator : MD/SY

Sample : P3198-02

Misc

ALS Vial : 6

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_U/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 6.242 1527 1540 1564 rBV 262544
38 6.422 1594 1596 1601 rVB2 240
39 6.496 1615 1619 1621 rBvV2 169
40 6.524 1622 1628 1637 rVB6 2003
41 6.682 1663 1677 1705 rBV 187552
42 6.869 1731 1735 1740 rVwV 311
43 7.004 1774 1777 1781 rBV2 151
44 7.142 1814 1820 1824 rBvV2 143
45 7.193 1833 1836 1838 rBvV 171
46 7.270 1854 1860 1867 rBv2 252
47  7.309 1867 1872 1877 rBV2 159
48 7.412 1899 1904 1906 rBV 139
49  7.515 1932 1936 1938 rBV2 224
50 7.560 1938 1950 1971 rWV 94774
51 7.708 1992 1996 1999 rVVv4 588
52 7.730 1999 2003 2006 rVB3 561
53 7.891 2040 2053 2078 rBV 360576
54 8.174 2130 2141 2161 rBV2 64969
55  8.463 2220 2231 2246 rW 14558
56  8.550 2251 2258 2261 rBV2 349
57 8.627 2271 2282 2321 rBV 190776
58 8.891 2362 2364 2371 rVB3 258
59  8.923 2371 2374 2376 rBV 260
60 9.052 2412 2414 2420 rVB2 213
61 9.296 2486 2490 2493 rBvV2 229
62 9.354 2505 2508 2512 rBvV2 149
63 9.412 2513 2526 2548 rBV 381715
64 9.557 2569 2571 2574 rVB 275
65 9.624 2588 2592 2597 rVB2 264
66 9.692 2606 2613 2615 rBv2 581
67 9.923 2680 2685 2693 rvv2 158
68 10.203 2765 2772 2776 rBvV2 227
69 10.438 2842 2845 2851 rvVB2 193
70 10.466 2851 2854 2862 rVB2 249
71 10.515 2862 2869 2872 rBV 302
72 10.749 2930 2942 2967 rBV 282506
73 10.888 2974 2985 2998 rVB 19846
74 11.097 3047 3050 3058 rVB3 293
75 11.180 3073 3076 3081 rVV2 391
76 11.544 3186 3189 3193 rVB 252

SFAMULMO70224WMA.M Fri

Jul 12 16:53:36 2024

Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71124\

60.
0.02%
Q.

0.38%

(] (]

[OIR R I

OO wuU e

5

@ % of largest Peak

100
TOP

56%

02%

.43%
.03%
.02%
.02%
.02%

.04%
.02%
.02%
.02%
.66%

.05%
.05%
.89%
.84%
.25%

.04%
.58%
.02%
.02%
.02%

.02%
.02%
77.
.02%
.03%

90%

.05%
.03%
.04%
.02%
.04%

.05%
.29%
.63%
.04%
.05%

.02%

OrRrVOeOOe NOOO®O® oooow [OIOIGERN]

[CIGINGCINT B

[

[OI)

OO ONO® [OEOROEOEN

[

¢ Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@70224WMA.M

.879%
.003%
.002%
.049%

.781%
.003%
.002%
.003%
.002%

.006%
.003%
.002%
.003%
.689%

.006%
.007%
.874%
.800%
.423%

.005%
.800%
.003%
.002%
.003%

.003%
.002%
10.
.002%
.003%

135%

.007%
.004%
.005%
.002%
.005%

.006%
.194%
LA472%
.005%
.007%

.002%




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071124\
Data File : VU®59898.D

Acq On : 11 Jul 2024 10:07
Operator : MD/SY

Sample : P3198-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 6 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_U\Method\SFAMULM@70224WMA .M
Title : VOC Analysis
77 11.585 3199 3202 3208 rBV2 179 213 0.03% 0.003%
78 11.708 3235 3240 3243 rBV 333 364 0.04% 0.006%
79 11.749 3251 3253 3257 rVB 538 324 0.04% 0.005%
80 11.807 3258 3271 3289 rBV 325942 537057 64.39% 8.378%
81 12.187 3376 3389 3408 rBV 337240 552001 66.18% 8.611%
82 12.344 3434 3438 3439 rBV3 343 195 0.02% 0.003%
83 12.437 3463 3467 3471 rBV2 303 269 0.03% 0.004%
84 12.663 3534 3537 3541 rBV2 372 226 0.03% 0.004%
85 12.765 3559 3569 3578 rVB2 7245 10818 1.30% 0.169%
86 12.894 3603 3609 3613 rBV 381 437 0.05% 0.007%
87 12.923 3615 3618 3621 rBV2 329 209 0.03% 0.003%
88 13.032 3649 3652 3654 rBV2 247 181 0.02% 0.003%
89 13.142 3683 3686 3690 rBV 293 209 0.03% 0.003%
90 13.187 3698 3700 3703 rBV2 200 150 0.02% 0.002%
91 13.357 3750 3753 3755 rBvV2 238 171 0.02% 0.003%
92 13.470 3785 3788 3791 rBV2 158 146 0.02% 0.002%
93 13.627 3834 3837 3841 rBV2 280 245 0.03% 0.004%
94 13.974 3942 3945 3949 rBV2 320 278 0.03% 0.004%
95 14.080 3975 3978 3980 rBV 269 173 0.02% 0.003%
96 14.193 4011 4013 4017 rVB2 354 182 0.02% 0.003%
97 14.396 4072 4076 4080 rBV3 353 376 0.05% 0.006%
98 14.704 4169 4172 4174 rBV3 302 180 0.02% 0.003%
99 14.724 4175 4178 4183 rVB2 511 355 0.04% 0.006%
100 14.752 4184 4187 4190 rBV 331 221 0.03% 0.003%
Sum of corrected areas: 6410573
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU071124\
Data File : VU@59898.D

Acqg On : 11 Jul 2024 10:07
Operator : MD/SY

Sample : P3198-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@70224WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU059898.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU071124\
Data File : VU@59898.D

Acqg On : 11 Jul 2024 10:07
Operator : MD/SY

Sample : P3198-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@70224WMA .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_U\Data\VU071124\
Data File : VU®59898.D

Acq On : 11 Jul 2024 10:07
Operator : MD/SY

Sample : P3198-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@70224WMA .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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