LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20823\
Data File : VU@53001.D

Acqg On : 08 Feb 2023 15:05

Operator : JC/MD

Sample : VU@208MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 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\SFAMULMO20823WMA .M
Title : VOC Analysis

Signal : TIC: VU@53001.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.257 44 52 65 rVB 193312 268056 20.04%  2.553%
2 1.534 125 138 140 rBV1e 16131 33567 2.51% 0.320%
3 1.598 152 158 173 rVB 197147 230539 17.23% 2.195%
4 1.913 250 256 268 rBV 153174 205763 15.38%  1.959%
5 2.563 448 458 473 rVB 302028 498135 37.23% 4.743%
6 2.987 587 590 594 rBV6 1304 967 ©.07% 0.009%
7 3.016 596 599 601 rBv4 1405 1012 ©0.08% 0.010%
8 3.116 627 630 636 rBvV7 1567 1288 0.10% 0.012%
9 3.283 677 682 686 rvB7 1548 1554 0.12% 0.015%
10 3.537 758 761 769 rVB9 1787 1644 0.12% 0.016%
11 3.575 769 773 775 rBv4 1279 959 0.07% 0.009%
12 3.685 804 807 811 rBV6 1481 979 0.07% 0.009%
13 3.723 813 819 821 rW7 1135 999 0.07% 0.010%
14 3.990 893 902 907 rVB1eo 2230 2884 0.22% 0.027%
15 4.058 918 923 925 rBV5S 1548 1000 0.07% 0.010%
16 4.077 925 929 932 rBV5 1586 1523 0.11% 0.015%
17 4.125 941 944 951 rVB7 1394 1538 0.11% 0.015%
18 4.196 961 966 970 rBV6 1111 1179 0.09% 0.011%
19 4.273 985 990 995 rBV9 1109 1169 0.09% 0.011%
20 4.399 1026 1029 1031 rBV3 1796 994 0.07% 0.009%
21  4.624 1087 1099 1122 rBV 76126 199857 14.94%  1.903%
22 4.723 1128 1130 1135 rVB6 1591 1181 0.09% 0.011%
23 4.829 1157 1163 1166 rBVS8 1657 1711 0.13% 0.016%
24  4.910 1184 1188 1192 rVVé6 1346 1428 0.11% 0.014%
25 4.961 1201 1204 1206 rVV4 2528 1948 0.15% 0.019%
26 4.990 1210 1213 1216 rVv4 2146 1317 0.10% 0.013%
27 5.058 1219 1234 1256 rVV 253795 559122 41.79%  5.324%
28 5.225 1283 1286 1293 rVBS8 1761 1576 0.12% 0.015%
29 5.292 1303 1307 1311 rVB7 1744 1309 0.10% 0.012%
30 5.382 1331 1335 1337 rBV5 1539 1113 ©0.08% 0.011%
31 5.427 1347 1349 1354 rVB5 1700 1146 ©0.09% 0.011%
32 5.453 1354 1357 1359 rBv4 1831 1181 0.09% 0.011%
33 5.469 1359 1362 1366 rVB6 1950 1095 0.08% 0.010%
34 5.720 1418 1440 1459 rBV2 496570 1337830 100.00% 12.739%
35 5.842 1476 1478 1483 rBV6 1506 1070 ©0.08% 0.010%
36 5.894 1488 1494 1496 rBV7 1529 1545 0.12% 0.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20823\
Data File : VU@53001.D

Acqg On : 08 Feb 2023 15:05

Operator : JC/MD

Sample : VU@208MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 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\SFAMULMO20823WMA .M
Title : VOC Analysis
37 5.971 1513 1518 1521 rBV6 1141 1044 0.08% 0.010%
38 6.000 1525 1527 1530 rvB4 1595 953 0.07% 0.009%
39 6.029 1530 1536 1540 rBV8 1395 1948 0.15% 0.019%
40 6.048 1540 1542 1550 rVB9 1387 1189 0.09% 0.011%
41  6.244 1589 1603 1623 rVV 369082 698422 52.21% 6.651%
42 6.527 1687 1691 1695 rBV6 2082 2030 0.15% 0.019%
43 6.685 1722 1740 1762 rBV 299701 596640 44.60% 5.681%
44  6.797 1771 1775 1779 rBV7 1189 952 0.07% 0.009%
45 6.887 1800 1803 1809 rVB7 1402 1408 0.11% 0.013%
46 6.968 1826 1828 1830 rBV3 1757 945 0.07% 0.009%
47 6.990 1832 1835 1840 rVV7 1073 948 0.07% 0.009%
48 7.067 1854 1859 1863 rBvV7 2212 2215 0.17% 0.021%
49 7.112 1869 1873 1875 rBV4 1547 982 0.07% 0.009%
50 7.373 1951 1954 1960 rBV7 2318 2435 0.18% 0.023%
51 7.559 1998 2012 2031 rBV 202538 360260 26.93%  3.430%
52 7.894 2103 2116 2134 rBV 677039 1158181 86.57% 11.029%
53 8.009 2150 2152 2157 rBV6 1548 1147 0.09% 0.011%
54  8.173 2192 2203 2220 rBV 139172 239877 17.93%  2.284%
55  8.537 2312 2316 2318 rBV4 1823 1283 0.10% 0.012%
56 8.630 2334 2345 2372 rVV2 260586 503202 37.61% 4.792%
57 8.775 2385 2390 2392 rVB6 1783 1386 0.10% 0.013%
58 8.803 2392 2399 2404 rBVi1e 2190 3253 0.24% 0.031%
59 8.874 2417 2421 2423 rBV4 1593 1163 0.09% 0.011%
60 8.939 2437 2441 2443 rBV4 1582 1098 0.08% 0.010%
61 9.061 2475 2479 2482 rBV6 1453 1354 0.10% 0.013%
62 9.295 2549 2552 2556 rBV6 1794 1699 0.13% 0.016%
63 9.350 2565 2569 2575 rVB8 2001 1963 0.15% 0.019%
64 9.411 2575 2588 2607 rBV 508071 843105 63.02% 8.028%
65 9.607 2645 2649 2654 rBV9 883 1079 ©0.08% 0.010%
66 9.668 2665 2668 2670 rBV3 1711 1195 0.09% 0.011%
67 9.688 2670 2674 2678 rVV7 1341 1738 0.13% 0.017%
68 9.749 2689 2693 2697 rBV7 1622 1561 ©.12% 0.015%
69 9.977 2760 2764 2767 rBV6 977 948 0.07% 0.009%
70 10.086 2794 2798 2799 rBvV4 1746 1012 0.08% 0.010%
71 10.199 2827 2833 2834 rBV5 1861 1822 0.14% 0.017%
72 10.379 2885 2889 2893 rBV6 1574 1545 0.12% 0.015%
73 10.475 2916 2919 2922 rVW4 1499 1232 0.09% 0.012%
74 10.752 2993 3005 3021 rVV 412870 665926 49.78% 6.341%
75 10.832 3027 3030 3040 rVB 2323 2916 ©.22% 0.028%
76 10.906 3044 3053 3057 rBV10 2265 3676 ©0.27% 0.035%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20823\
Data File : VU@53001.D

Acqg On : 08 Feb 2023 15:05

Operator : JC/MD

Sample : VU@208MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 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\SFAMULMO20823WMA .M
Title : VOC Analysis
77 10.929 3057 3060 3064 rBV6 1333 1115 ©0.08% 0.011%
78 10.987 3074 3078 3081 rBV5S 1373 1147 0.09% 0.011%
79 11.080 3103 3107 3108 rBV4 1960 1316 0.10% 0.013%
80 11.141 3124 3126 3137 rVB1o 1871 1864 0.14% 0.018%
81 11.189 3137 3141 3144 rVB6 1132 1112 ©0.08% 0.011%
82 11.241 3152 3157 3161 rBV8 1578 1613 0.12% 0.015%
83 11.350 3186 3191 3193 rBV4 1487 1128 ©0.08% 0.011%
84 11.472 3221 3229 3234 rBV7 3748 5206 ©.39% 0.050%
85 11.643 3280 3282 3288 rVB6 1963 1944 0.15% 0.019%
86 11.675 3288 3292 3295 rBV6 2021 2016 0.15% 0.019%
87 11.745 3304 3314 3321 rBV1e 4823 8040 0.60% 0.077%
88 11.807 3321 3333 3354 rBV 544670 878250 65.65% 8.363%
89 11.964 3378 3382 3383 rBV4 1352 954 0.07% 0.009%
90 12.006 3391 3395 3397 rBV5 1466 1153 0.09% 0.011%
91 12.189 3439 3452 3472 rBV 622789 1014692 75.85% 9.662%
92 13.115 3736 3740 3744 rBVS5S 1170 1255 0.09% 0.012%
93 13.218 3764 3772 3790 rVB5S 5852 13677 1.02% 0.130%
94 13.446 3837 3843 3846 rBV6 1808 2003 0.15% 0.019%
95 13.549 3872 3875 3876 rBV2 1716 962 0.07% 0.009%
96 13.835 3954 3964 3979 rBV7 11055 21320 1.59% 0.203%
97 13.890 3979 3981 3986 rBV5 1261 946 0.07% 0.009%
98 14.086 4033 4042 4051 rBV 20588 36174 2.70% 0.344%
99 14.327 4110 4117 4125 rVB4 10757 15966 1.19% 0.152%
100 15.038 4334 4338 4342 rBV5 2235 1931 0.14% 0.018%
Sum of corrected areas: 10501694
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: VU@208MBLO1
: 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 10 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020823\

: VUe53001.D
: 08 Feb 2023 15:05

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20823WMA.M
: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20823\
Data File : VU@53001.D

Acqg On : 08 Feb 2023 15:05

Operator JC/MD

Sample : VU@208MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20823WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
1.257 19.19 ug/L 268056 1,4-Difluorobenzene 6.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbon dioxide 44 CO02 000124-38-9 4
2 Ethylene oxide 44 C2H40 000075-21-8 3
3 Carbon dioxide 44 C0O2 000124-38-9 3
4 Carbon dioxide 44 C0O2 000124-38-9 3
5 Nitrous oxide 44 N20 010024-97-2 3
Abundance  Scan 52 (1.257 min): VU053001.D\data.ms (-44) (-) m/z 44.10 100.00%
44.1
5000 /\
e
120 1.40 160
ol 832 1251 = 23902685 = ./ 45.10  1.12%
miz--> 50 100 150 200 250
Abundance #91: Carbon dioxide
44.0
5000 LAyl MMM
120 1.40 160
m/z 46.10 0.48%
lZP‘
O \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #84: Ethylene oxide
29.0
—— “““‘ —
120 1.40 160
5000 m/z 239.00 0.18%
oJ“mh‘u‘_H‘_‘H_"_‘H_‘H
m/iz--> 50 100 150 200 250
Abundance #93: Carbon dioxide T
44.0 1.20 140 1.60
m/z 83.15 0.14%
5000
12.0‘
o+ e
m/z--> 50 100 150 200 250 120 140 1.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020823\
Data File : VU@53001.D

Acqg On : 08 Feb 2023 15:05

Operator : JC/MD

Sample : VUe208MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20823WMA.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|

unknown-01 1.257 19.2 ug/L 268056 1 6.244 698422 50.0
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