LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018514.D

Aca On 29 Sep 2020 14:21

Operator : SY/MD

Sample > VV0929MBLO1

Misc : 5.00a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLMO92920WMA .M
Title : VOC Analysis

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.315 63 70 83 rvB 178873 175496 12.99% 1.645%
1.579 144 152 166 rBV 147917 169871 12.58% 1.592%
rvB 299526 465225 34.44% 4_.361%
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2.396 402 406 409 rBvV2 405 271 0.02% 0.003%

2.524 440 446 453 rBv4 2059 2666 0.20% 0.025%
6 2.634 474 480 483 rBV5 515 611 0.05% 0.006%
7 2.762 518 520 521 rBV5 283 118 0.01% 0.001%
8 2.782 521 526 534 rVB4 1594 2243 0.17% 0.021%
9 2.865 550 552 555 rBvV 275 179 0.01% 0.002%
10 2.884 556 558 563 rvB 383 225 0.02% 0.002%
11 2.955 578 580 585 rvB2 265 151 0.01% 0.001%
12 2.981 586 588 593 rBv2 198 107 0.01% 0.001%
13 3.100 623 625 630 rvVB 355 199 0.01% 0.002%
14 3.138 634 637 639 rBv2 304 131 0.01% 0.001%
15 3.196 650 655 657 rBvV 240 216 0.02% 0.002%
16 3.232 663 666 668 rvB2 298 156 0.01% 0.001%
17 3.245 668 670 671 rBvV 206 93 0.01% 0.001%
18 3.325 692 695 698 rvB2 481 277 0.02% 0.003%
19 3.351 700 703 705 rvv2 183 102 0.01% 0.001%
20 3.367 705 708 711 rvVv 199 135 0.01% 0.001%
21 3.386 712 714 716 rvv2 233 109 0.01% 0.001%
22 3.431 725 728 730 rvVv 176 97 0.01% 0.001%
23 3.444 730 732 734 rVvv2 271 114 0.01% 0.001%
24 3.486 742 745 748 rBV2 221 97 0.01% 0.001%
25 3.534 757 760 763 rBvV2 304 160 0.01% 0.001%
26 3.556 763 767 772 rVB3 378 314 0.02% 0.003%
27 3.589 773 777 779 rBvV2 166 135 0.01% 0.001%
28 3.637 788 792 793 rBV 268 157 0.01% 0.001%
29 3.759 827 830 833 rBv2 151 126 0.01% 0.001%
30 3.772 833 834 838 rvB 336 112 0.01% 0.001%
31 3.804 841 844 846 rBV 163 106 0.01% 0.001%

32 3.920 868 880 918 rBV 90052 294810 21.83% 2.763%
33 4_.376 1006 1022 1050 rBV 213407 526371 38.97% 4.934%
34 4.682 1115 1117 1119 rBV2 524 278 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018514.D

Aca On 29 Sep 2020 14:21

Operator : SY/MD

Sample > VV0929MBLO1

Misc : 5.00a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMQ092920WMA .M
Title : VOC Analysis

35 4.785 1147 1149 1151 rBvV 278 136 0.01% 0.001%
36 4.859 1167 1172 1176 rVV3 703 640 0.05% 0.006%
37 5.010 1216 1219 1220 rBV 297 165 0.01% 0.002%
38 5.071 1221 1238 1269 rVV2 529043 1350751 100.00% 12.662%
39 5.383 1332 1335 1336 rBV2 372 181 0.01% 0.002%
40 5.476 1359 1364 1368 rBV2 292 252 0.02% 0.002%
41 5.502 1368 1372 1374 rBV3 450 344 0.03% 0.003%
42 5.550 1384 1387 1391 rVB3 299 239 0.02% 0.002%
43 5.572 1391 1394 1397 rBV 266 159 0.01% 0.001%
44 5.640 1400 1415 1446 rBV 431671 854138 63.23% 8.006%
45 5.929 1494 1505 1524 rBV3 28508 60326 4_47% 0.565%
46 6.093 1542 1556 1581 rBVY 299718 612026 45.31% 5.737%
47 6.322 1626 1627 1629 rVB 496 172 0.01% 0.002%
48 6.347 1632 1635 1639 rBV2 199 161 0.01% 0.002%
49 6.460 1667 1670 1675 rVB2 369 237 0.02% 0.002%
50 6.495 1675 1681 1684 rBV 330 282 0.02% 0.003%
51 6.521 1684 1689 1691 rBV2 260 181 0.01% 0.002%
52 6.563 1700 1702 1705 rVvB2 343 176 0.01% 0.002%
53 6.582 1705 1708 1711 rVB3 412 249 0.02% 0.002%
54 6.614 1711 1718 1721 rBV3 345 391 0.03% 0.004%
55 6.630 1721 1723 1727 rVB2 255 133 0.01% 0.001%
56 6.669 1731 1735 1736 rBV2 295 174 0.01% 0.002%
57 6.679 1736 1738 1741 rVB2 586 279 0.02% 0.003%
58 6.701 1741 1745 1746 rBV2 196 133 0.01% 0.001%
59 6.794 1770 1774 1778 rBV3 196 184 0.01% 0.002%
60 6.916 1809 1812 1816 rBV2 282 213 0.02% 0.002%

61 7.007 1829 1840 1871 rBV 176058 321857 23.83% 3.017%
62 7.338 1931 1943 1964 rBV 653192 1130653 83.71% 10.598%
63 7.643 2027 2038 2061 rBvV 127769 223399 16.54% 2.094%

64 7.920 2121 2124 2129 rVB3 295 230 0.02% 0.002%
65 8.003 2143 2150 2157 rVB5 1834 2719 0.20% 0.025%
66 8.109 2173 2183 2220 rBV2 296411 576638 42.69% 5.405%
67 8.367 2261 2263 2264 rBV 403 167 0.01% 0.002%
68 8.476 2295 2297 2303 rVB2 417 309 0.02% 0.003%
69 8.521 2309 2311 2316 rVB2 523 468 0.03% 0.004%
70 8.553 2316 2321 2324 rBV3 506 526 0.04% 0.005%
71 8.701 2364 2367 2368 rBV3 234 123 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018514.D

Aca On 29 Sep 2020 14:21

Operator : SY/MD

Sample > VV0929MBLO1

Misc : 5.00a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .M
VOC Analysis

72 8.871 2408 2420 2455 rBV 659887 1067964 79.06% 10.011%

73 9.148 2503 2506 2508 rBvV2 330 189 0.01% 0.002%
74 9.167 2509 2512 2518 rvv3 1114 947 0.07% 0.009%
75 9.576 2629 2639 2643 rBv4 781 1189 0.09% 0.011%
76 9.646 2658 2661 2663 rBvY 167 112 0.01% 0.001%
77 9.765 2697 2698 2700 rVB 361 117 0.01% 0.001%
78 9.839 2716 2721 2722 rBV 534 377 0.03% 0.004%
79 9.958 2749 2758 2762 rBv4 1136 1385 0.10% 0.013%
80 10.087 2795 2798 2799 rBV 223 106 0.01% 0.001%
81 10.145 2814 2816 2818 rBV 208 94 0.01% 0.001%
82 10.238 2833 2845 2867 rBV 370888 586916 43.45% 5.502%
83 10.563 2940 2946 2951 rBV3 1616 1798 0.13% 0.017%
84 10.601 2956 2958 2960 rBV 228 101 0.01% 0.001%
85 10.646 2970 2972 2974 rBV2 248 97 0.01% 0.001%
86 10.666 2975 2978 2983 rVvV 301 277 0.02% 0.003%
87 10.939 3058 3063 3069 rBV3 2207 2405 0.18% 0.023%
88 11.186 3138 3140 3141 rBV2 232 114 0.01% 0.001%
89 11.209 3141 3147 3155 rVV5 1985 3048 0.23% 0.029%
90 11.270 3155 3166 3188 rBV 702641 1084759 80.31% 10.168%
91 11.502 3235 3238 3241 rBV2 359 241 0.02% 0.002%
92 11.556 3254 3255 3256 rBV2 264 92 0.01% 0.001%
93 11.646 3270 3283 3308 rBV 722598 1121044 82.99% 10.508%
94 11.926 3368 3370 3377 rVB2 328 239 0.02% 0.002%
95 11.958 3377 3380 3381 rBV 348 206 0.02% 0.002%
96 12.669 3595 3601 3612 rBV5 3087 4767 0.35% 0.045%
97 12.894 3669 3671 3674 rBV 488 262 0.02% 0.002%
98 13.289 3789 3794 3803 rVB6 2615 3875 0.29% 0.036%
99 13.463 3846 3848 3849 rBV6 274 111 0.01% 0.001%
100 13.768 3936 3943 3953 rBV5 2962 4365 0.32% 0.041%
Sum of corrected areas: 10668066
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018514.D

Aca On 1 29 Sep 2020 14:21

Operator : SY/MD

Sample > VV0929MBLO1

Misc : 5.00a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV018514.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018514.D

Aca On 1 29 Sep 2020 14:21

Operator : SY/MD

Sample > VV0929MBLO1

Misc : 5.00a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

5.93 3.53 ug/L 60326 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvlene. 1.2-dichloro-. (2)- 96 C2H2CI2 000156-59-2 38
2 Dihvdro-4.5-dichloro-2(3H)furanone 154 C4H4Cl1202 114434-99-0 25
3 Heptanoic acid. heptvl ester 228 C14H2802 000624-09-9 10
4 Furfural 96 C5H402 000098-01-1 9
5 Pyrimidine, 4-hydroxy- 96 C4H4N20 051953-18-5 9

Abundance Scan 1505 (5.929 min): VV018514.D (-1494) (-) m/z 96.00 100.00%
96 133
5000 61 /\\\
vl e 'éeb' 580 6.00 620
] | e | — m/z 132.90 96.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2705: Ethylene, 1,2-dichloro-, (2)-
61 96
5000 A NARAE SRS RS SRR
5.60 5.80 600 6.20
26 m/z 130.90 94 .25%
s [ ® |
m/z--> ﬁo Jo 65 85 100 120 1&0 160 180 260 250
Abundance
96
61 A NARAE SRS RS SRR
5.60 5.80 6.00 6.20
5000 m/z 98.00 58.05%
o 35 47 83 111 126 154
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84480: Heptan0|c aCId heptyl ester LI B e l P
98 131 560 580 600 620
70 113 m/z 61.00 49 .60%
5000
85
0 143 157 171 186 199 228
m/z--> ﬁo Jo 65 80 100 120 140 160 180 200 220 5%0 550 abo a%o !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV092920\
Data File : VV018514.D

Acq On 29 Sep 2020 14:21

Operator : SY/MD

Sample > VV0929MBLO1

Misc : 5.009/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown-01 5.93 3.5 ug/L 60326 1 5.64 854138 50.0
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