LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71922\
Data File : VU@49789.D

Acqg On : 19 Jul 2022 16:50

Operator : SY/MD

Sample : N3722-02ME

Misc : 5.74g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULMO71122WMA.M
Title : VOC Analysis

Signal : TIC: VU@49789.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.594 71 79 86 rBV 79222 109314 8.98% 1.302%
2 1.867 123 164 173 rBV2 76615 228781 18.79% 2.725%
3 2.465 348 350 352 rBV2 604 297 0.02% 0.004%
4 2.517 354 366 388 rVB 236384 387453 31.83% 4.614%
5 2.594 388 390 396 rvB3 356 276 0.02% ©0.003%
6 2.629 396 401 402 rBV2 462 339 0.03% 0.004%
7 2.649 402 407 411 rBV3 1332 1489 0.12% ©0.018%
8 2.739 432 435 443 rVB2 498 643 0.05% 0.008%
9 2.851 466 470 473 rVWV3 433 451 0.04% 0.005%
106 3.025 514 524 540 rBV2 8920 18282 1.50% 0.218%
11  3.176 554 571 591 rW 53809 126109 10.36% 1.502%
12 3.546 683 686 693 rVB 251 268 0.02% 0.003%
13 3.584 693 698 705 rBv2 293 430 0.04% 0.005%
14 3.649 716 718 722 rW 387 274 0.02% ©0.003%
15 3.668 722 724 726 rVV3 296 166 ©0.01% 0.002%
16 3.764 746 754 757 rBvV2 240 313 0.03% 0.004%
17 3.903 794 797 804 rVB2 249 200 0.02% 0.002%
18 3.986 819 823 826 rBv2 235 201 0.02% 0.002%
19 4.102 855 859 862 rBV2 233 203 0.02% 0.002%
20 4.189 881 886 889 rBV2 210 233  0.02% 0.003%
21  4.350 932 936 940 rBv2 215 176 0.01% 0.002%
22 4.639 1013 1026 1064 rBV 107973 356717 29.30% 4.248%
23 5.060 1139 1157 1177 rBV 206553 477611 39.23% 5.688%
24 5.205 1197 1202 1206 rVB3 327 336 0.03% 0.004%
25 5.234 1206 1211 1217 rBV3 327 342 0.03% 0.004%
26 5.289 1221 1228 1238 rBV3 1063 1422 0.12% 0.017%
27 5.366 1249 1252 1256 rVWV 341 220 0.02% 0.003%
28 5.530 1300 1303 1310 rVB2 154 167 ©0.01% 0.002%
29 5.716 1341 1361 1390 rBV2 484186 1217335 100.00% 14.498%
30 5.835 1394 1398 1401 rBV 367 287 0.02% ©0.003%
31 5.980 1431 1443 1457 rBvV2 8483 19108 1.57% 0.228%
32 6.099 1474 1480 1483 rVvV2 228 216 0.02% 0.003%
33 6.137 1487 1492 1497 rVB2 195 229 0.02% 0.003%
34 6.243 1511 1525 1550 rVB 176730 351752 28.90% 4.189%
35 6.340 1552 1555 1558 rvv2 288 192 0.02% 0.002%
36 6.407 1571 1576 1581 rBV2 187 268 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71922\
Data File : VU@49789.D

Acqg On : 19 Jul 2022 16:50

Operator : SY/MD

Sample : N3722-02ME

Misc : 5.74g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULMO71122WMA.M
Title : VOC Analysis
37 6.443 1583 1587 1596 rBvV2 252 388 ©0.03% 0.005%
38 6.526 1605 1613 1625 rBV5 5011 8495 0.70% 0.101%
39 6.600 1625 1636 1649 rVvVv4 3556 7831 0.64% 0.093%
40 6.687 1649 1663 1689 rVV 280222 569738 46.80% 6.785%
41 6.806 1692 1700 1705 rBV5 857 1102 0.09% 0.013%
42 6.880 1720 1723 1728 rVB2 202 184 0.02% 0.002%
43 7.034 1767 1771 1776 rBV2 148 163 0.01% 0.002%
44  7.198 1812 1822 1823 rBV3 2815 3610 ©0.30% 0.043%
45  7.298 1851 1853 1859 rBv4 397 323  0.03% 0.004%
46 7.420 1882 1891 1894 rBV2 251 375 0.03% 0.004%
47  7.565 1920 1936 1961 rBV 141809 266609 21.90%  3.175%
48 7.694 1969 1976 1982 rBV6 1102 1396 0.11% 0.017%
49 7.745 1988 1992 1998 rBV2 320 269 0.02% 0.003%
50 7.774 1998 2001 2002 rBV 588 326 0.03% 0.004%
51 7.896 2021 2039 2059 rBV 512710 906014 74.43% 10.790%
52 7.993 2059 2069 2084 rvv4 5725 12622 1.04% 0.150%
53 8.054 2086 2088 2092 rvv2 282 223  0.02% ©0.003%
54 8.076 2092 2095 2099 rvVvB3 570 456 0.04% 0.005%
55 8.182 2115 2128 2151 rVB 93880 177655 14.59% 2.116%
56 8.340 2171 2177 2178 rBV3 589 473 0.04% 0.006%
57 8.414 2197 2200 2203 rVB2 435 285 0.02% 0.003%
58 8.578 2249 2251 2254 rVB2 309 171 0.01% 0.002%
59 8.649 2254 2273 2305 rBV2 317713 783834 64.39% 9.335%
60 8.796 2314 2319 2325 rBV6 2047 2547 0.21% 0.030%
61 8.867 2336 2341 2345 rBV 594 752 0.06% ©0.009%
62 9.192 2440 2442 2446 rVB2 426 263 0.02% 0.003%
63 9.420 2500 2513 2535 rBV 240678 436463 35.85% 5.198%
64  9.497 2535 2537 2541 rVV3 248 165 ©0.01% 0.002%
65 9.581 2558 2563 2568 rBV2 514 355 0.03% 0.004%
66 9.655 2583 2586 2590 rBV2 210 187 0.02% 0.002%
67 9.697 2597 2599 2602 rVB2 348 226 0.02% ©0.003%
68 9.735 2605 2611 2613 rBV2 227 223  0.02% 0.003%
69 9.851 2641 2647 2651 rVB2 309 360 0.03% 0.004%
70  9.980 2682 2687 2691 rBV 381 435 0.04% 0.005%
71 10.198 2752 2755 2758 rBV 224 226 0.02% 0.003%
72 10.266 2771 2776 2780 rBV2 283 271 0.02% 0.003%
73 10.468 2831 2839 2844 rBV2 363 615 ©0.05% 0.007%
74 10.533 2856 2859 2863 rBV 460 362 0.03% 0.004%
75 10.565 2867 2869 2874 rVB2 244 204 0.02% 0.002%
76 10.626 2884 2888 2890 rVB2 342 261 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71922\
Data File : VU@49789.D

Acqg On : 19 Jul 2022 16:50
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Smoothing : OFF Filtering: 5
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO71122WMA.M
Title : VOC Analysis
77 10.636 2890 2891 2893 rBV2 356 201 0.02% 0.002%
78 10.764 2917 2931 2951 rBV 415429 684350 56.22%  8.150%
79 10.909 2973 2976 2980 rBV2 299 271 0.02% 0.003%
80 11.063 3020 3024 3027 rBV 221 210 0.02% 0.003%
81 11.118 3036 3041 3048 rBV3 1416 1735 0.14% 0.021%
82 11.201 3063 3067 3070 rBV2 289 233 0.02% 0.003%
83 11.298 3094 3097 3099 rBV 285 198 0.02% 0.002%
84 11.375 3118 3121 3123 rBV 403 241 0.02% ©0.003%
85 11.410 3128 3132 3136 rBV2 293 239 0.02% 0.003%
86 11.475 3149 3152 3156 rBV2 189 205 0.02% 0.002%
87 11.581 3182 3185 3187 rBV 255 177 0.01% 0.002%
88 11.713 3223 3226 3234 rVB2 329 417 0.03% 0.005%
89 11.816 3246 3258 3283 rVB 254996 406214 33.37% 4.838%
90 12.086 3340 3342 3346 rBV2 213 166 ©0.01% 0.002%
91 12.111 3346 3350 3353 rBV2 232 195 0.02% 0.002%
92 12.195 3363 3376 3401 rBV 500150 810557 66.58% 9.653%
93 12.427 3445 3448 3450 rBV 317 221 0.02% 0.003%
94 13.465 3768 3771 3773 rBV2 302 236 0.02% 0.003%
95 13.610 3811 3816 3822 rVB2 406 469 0.04% 0.006%
96 14.073 3958 3960 3962 rBV 320 166 ©0.01% 0.002%
97 14.172 3988 3991 3992 rBV 293 179 0.01% 0.002%
98 14.388 4054 4058 4065 rBV2 406 443 0.04% 0.005%
99 14.439 4071 4074 4076 rVB 543 319 0.03% 0.004%
100 15.799 4495 4497 4504 rBV3 459 568 0.05% 0.007%
Sum of corrected areas: 8396767
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71922\
: VUe49789.D

: 19 Jul 2022 16:50

: SY/MD

: N3722-02ME

: 5.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 15  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.M
Quant Title : VOC Analysis

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

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71922\
Data File : VU@49789.D

Acqg On : 19 Jul 2022 16:50

Operator : SY/MD

Sample : N3722-02ME

Misc : 5.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Furan, tetrahydro-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.980 2.72 ug/L 19108 1,4-Difluorobenzene 6.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 83
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
4 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 62
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 58
Abundance Scan 1443 (5.980 min): VU049789.D\data.ms (-1431) (-) m/z 71.00 100.00%
71.0
43.0
5000
55.9 R AR R
‘ ‘ 8.9 5.60 5.80 6.00 6.20 6.40
0ol e e m/z 43.00 66.78%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0
5000 270 LI LA L L B L B I
5.60 5.80 6.00 6.20 6.40
15.0 ‘ 56.0 86.0 m/z 41.00 59.23%
O\\\‘.\\\\‘\1‘\\‘\\!!i‘\\\‘1l\1\\‘\‘\‘\‘\‘\\\\‘}\\\‘\\‘\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0
T e
5.60 5.80 6.00 6.20 6.40
5000 71.0 m/z 41.90  44.52%
27.0 57.0
o 15.0 86.0
T e e e e
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Abundance #2045: Pentane, 2-methyl- T
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m/z 39.00  24.25%
5000 71.0
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86.0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71922\
Data File : VU@49789.D

Acqg On : 19 Jul 2022 16:50

Operator : SY/MD

Sample : N3722-02ME

Misc : 5.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.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|

Furan, tetrahyd... 5.980 2.7 ug/L 1918 1 6.243 351752 50.0
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