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 >

Peak separa

: 16

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121621\

1 VUe46424.D

: 16 Dec 2021 16:24
: SY/MD

: M5037-13

5.0mL/MSVOA_U/WATER

Sample Multiplier: 1
Parameters: LSCINT.P
RTE
OFF Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5

5

0 % of largest Peak

100
TOP

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46424.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max total
1 1.363 3 7 14 rVB 2510 2359 0.42% 0.053%
2 1.600 74 81 100 rBvV 73201 91482 16.18% 2.038%
3 1.919 171 180 203 rBV 50289 72473 12.82% 1.614%
4 2.346 311 313 316 rvB2 182 107 0.02% 0.002%
5 2.375 318 322 327 rVvB2 228 168 ©0.03% 0.004%
6 2.571 371 383 402 rBV 122729 202482 35.81% 4.510%
7 2.797 448 453 454 rBV 248 159 0.03% 0.004%
8 3.028 522 525 527 rBV 134 118 ©0.02% 0.003%
9 3.044 527 530 533 rWw2 255 188 0.03% 0.004%
106 3.060 533 535 540 rVB 164 131 0.02% ©0.003%
11  3.192 569 576 581 rBB 173 297 0.05% 0.007%
12 3.301 606 610 613 rBvV 162 187 0.03% 0.004%
13 3.366 628 630 634 rBB 131 120 0.02% 0.003%
14 3.549 684 687 689 rBV 165 127 0.02% 0.003%
15 4.102 857 859 865 rBB 152 171 0.03% 0.004%
16 4.633 1010 1024 1058 rVV 48781 126379 22.35%  2.815%
17 4.883 1100 1102 1105 rBV 132 112 0.02% 0.002%
18 5.067 1144 1159 1181 rBV 103858 224980 39.78% 5.011%
19 5.163 1187 1189 1191 rVB 265 122 0.02% 0.003%
20 5.186 1195 1196 1199 rVB 338 133 0.02% 0.003%
21 5.247 1211 1215 1218 rBB 157 150 ©0.03% 0.003%
22 5.427 1268 1271 1275 rBB 121 130 0.02% 0.003%
23 5.565 1311 1314 1317 rBB 120 108 0.02% 0.002%
24 5.729 1344 1365 1386 rBv2 211982 565492 100.00% 12.596%
25 5.848 1399 1402 1405 rVWV 150 109 0.02% 0.002%
26 5.864 1405 1407 1411 rVB2 263 237 0.04% 0.005%
27 6.253 1514 1528 1552 rBV = 177944 332957 58.88% 7.417%
28 6.433 1581 1584 1587 rBB 155 131 0.02% 0.003%
29 6.694 1652 1665 1686 rVvV 129900 249760 44.17% 5.563%
30 6.777 1690 1691 1694 rVB2 254 116 0.02% 0.003%
31 6.803 1694 1699 1703 rBB2 233 223  0.04% 0.005%
32 6.948 1741 1744 1748 rBB 139 141 0.02% 0.003%
33 7.044 1772 1774 1777 rVB2 246 118 0.02% 0.003%
34 7.176 1813 1815 1816 rBvV2 248 105 ©0.02% 0.002%
35 7.568 1925 1937 1959 rBV 68062 118595 20.97% 2.642%
36 7.687 1970 1974 1979 rVB2 277 340 0.06% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121621\
Data File : VU@46424.D

Acqg On : 16 Dec 2021 16:24
Operator : SY/MD

Sample : M5037-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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\SFAMULM112921WMA.M
Title : VOC Analysis
37 7.755 1992 1995 1998 rBB 139 118 0.02% 0.003%
38 7.780 1998 2003 2006 rBB 156 183 ©0.03% 0.004%
39 7.832 2016 2019 2022 rVV 189 188 0.03% 0.004%
40 7.899 2026 2040 2055 rBV 254263 434441 76.83% 9.677%
41  7.970 2058 2062 2074 rVV2 4673 7101 1.26% ©.158%
42 8.025 2076 2079 2083 rVB2 264 240 0.04% 0.005%
43  8.060 2086 2090 2093 rBB 121 127 0.02% 0.003%
44  8.140 2112 2115 2117 rBV 150 127 0.02% 0.003%
45  8.182 2117 2128 2142 rWV 48787 80568 14.25% 1.795%
46 8.317 2166 2170 2173 rW 171 159 0.03% 0.004%
47  8.382 2186 2190 2193 rBB 123 129 0.02% 0.003%
48  8.414 2198 2200 2204 rBB 142 120 0.02% 0.003%
49 8.475 2209 2219 2229 rBV2 4232 7608 1.35% 0.169%
50 8.526 2232 2235 2237 rW 455 342 0.06% ©0.008%
51 8.552 2241 2243 2246 rVB 195 119 0.02% 0.003%
52 8.636 2257 2269 2297 rBV 161550 273456 48.36% 6.091%
53 8.767 2306 2310 2312 rBV 160 136 0.02% ©0.003%
54 8.912 2351 2355 2360 rBB 176 210 0.04% 0.005%
55 8.938 2360 2363 2368 rBB 175 192 0.03% 0.004%
56 9.057 2397 2400 2401 rBV 151 105 0.02% 0.002%
57 9.121 2416 2420 2422 rBV 132 138 0.02% 0.003%
58 9.179 2433 2438 2444 rBV 148 275 0.05% 0.006%
59 9.420 2500 2513 2536 rBV 264358 480957 85.05% 10.713%
60 9.513 2539 2542 2548 rBV2 252 308 0.05% 0.007%
61 9.578 2559 2562 2563 rBV 275 177 0.03% 0.004%
62 9.648 2581 2584 2589 rBV 146 197 0.03% 0.004%
63 9.693 2594 2598 2605 rBV2 687 834 0.15% 0.019%
64 9.729 2605 2609 2612 rVB 191 183 0.03% 0.004%
65 9.790 2625 2628 2630 rBV 144 123  0.02% 0.003%
66 9.967 2680 2683 2686 rBV 133 141 0.02% ©0.003%
67 10.185 2748 2751 2753 rBV 153 131 0.02% 0.003%
68 10.250 2768 2771 2775 rBV 155 181 ©0.03% 0.004%
69 10.359 2801 2805 2807 rBV 153 150 0.03% 0.003%
70 10.394 2812 2816 2821 rBV 175 265 0.05% 0.006%
71 10.523 2853 2856 2861 rBV 149 219 0.04% 0.005%
72 10.671 2897 2902 2904 rBV4 836 784 0.14% 0.017%
73 10.758 2916 2929 2946 rW 181447 289398 51.18% 6.446%
74 10.893 2963 2971 2982 rVB2 5074 8077 1.43% 0.180%
75 11.063 3018 3024 3027 rBV 173 256 0.05% 0.006%
76 11.455 3140 3146 3154 rVB4 628 947 0.17% 0.021%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121621\
Data File : VU@46424.D

Acqg On : 16 Dec 2021 16:24
Operator : SY/MD

Sample : M5037-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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\SFAMULM112921WMA.M
Title : VOC Analysis

77 11.578 3180 3184 3187 rBV 177 151 ©0.03% 0.003%
78 11.700 3221 3222 3227 rVB 262 167 ©0.03% 0.004%
79 11.748 3229 3237 3245 rVB2 5331 7252 1.28% 0.162%

80 11.812 3245 3257 3276 rBV 276949 452963 80.10% 10.090%

81 11.970 3302 3306 3313 rVB3 841 1039 0.18% 0.023%
82 12.063 3328 3335 3346 rBv4 1331 1956 0.35% 0.044%
83 12.140 3355 3359 3361 rBV 190 113 0.02% 0.003%
84 12.195 3363 3376 3393 rVB 259507 409782 72.46% 9.128%
85 12.578 3490 3495 3497 rBV 152 146 0.03% 0.003%
86 12.770 3548 3555 3564 rVB3 1384 2220 0.39% 0.049%
87 12.973 3613 3618 3623 rVB3 784 970 0.17% 0.022%
88 13.841 3878 3888 3899 rBV2 16539 23852 4.22% 0.531%
89 14.095 3964 3967 3972 rVB 308 282 0.05% 0.006%
990 14.137 3977 3980 3986 rBV 122 147 0.03% 0.003%
91 14.330 4033 4040 4050 rVB4 3897 5728 1.01% 0.128%
92 14.577 4113 4117 4124 rVB2 453 594 0.11% 0.013%
93 15.147 4291 4294 4298 rBV 160 121 0.02% 0.003%
94 15.716 4468 4471 4474 rVB2 287 203 0.04% 0.005%
95 15.754 4481 4483 4488 rBV2 195 157 0.93% 0.003%
96 15.854 4511 4514 4518 rVB 274 252 0.04% 0.006%
97 15.880 4518 4522 4524 rBV 192 157 0.03% 0.003%
98 16.208 4621 4624 4627 rBvV 216 188 0.03% 0.004%
99 16.285 4646 4648 4651 rBV2 240 129 0.02% 0.003%
100 17.034 4877 4881 4883 rBV2 426 399 0.07% 0.009%
Sum of corrected areas: 4489385
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121621\
Data File : VU@46424.D

Acqg On : 16 Dec 2021 16:24
Operator : SY/MD

Sample : M5037-13

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU046424.D\data.ms
250000
5.729
200000
6.253
150000
2571 6.6«
5.067
100000
1.600
50000 1.919 4633
0363 2B 2.797 RIPEN1IBBRE6.549 4.102 4,883 | SHERB.45/565 ©B6R 6.433 7
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\"\W‘\T‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time->  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 6.40 6.60
Abundance TIC: VU046424.D\data.ms
7 899 9.420 11.812 121
250000
200000
10.758
8.636
150000
100000
7.568
50000 8.182
0 BEIRB4176 7.W$ @. 8.76BHIDIATY BER399.96 100 28ma0s36719-893 063 11.45m#d706% 11070 J}L
T T D e P A e e,
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU046424.D\data.ms
250000
200000
150000
100000
50000
13.841
0 12.5782.7702.973 N\ 1ap93A4-33014.577 15.147 155/P545BD  161B0Z85 17.034
T ‘ T T T T ‘ T T T T T ‘ T T T T ‘ T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121621\
Data File : VU@46424.D

Acqg On : 16 Dec 2021 16:24
Operator : SY/MD

Sample : M5037-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected

>k 3k 3k >k 3k 3k >k >k 3k >k >k 3k 3k >k 3k 3k >k 3k 3k >k >k 3k >k >k 3k >k >k %k 5k >k 3k 3k >k >k 3k >k >k 3k >k >k %k >k >k 3k 3k >k >k 3k >k >k 3k >k >k >k >k >k 3k 3k >k >k 3k > %k 3k >k *k %k >k *
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121621\
Data File : VU@46424.D

Acqg On : 16 Dec 2021 16:24
Operator : SY/MD

Sample : M5037-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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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