LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
Data File : VV018625.D

Aca On : 02 Oct 2020 15:01

Operator : SY/MD

Sample : L4171-03ME

Misc : 6.13a0/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 11 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

1.219 35 40 48 rVB 13720 13058 1.24% 0.134%
1.315 63 70 82 rBvV 118031 136961 12.95% 1.406%
152 167 rBV 99564 142310 13.46% 1.461%
2.100 305 314 326 rVB 269332 380725 36.01% 3.908%
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2.524 435 446 463 rVB6 10335 22541 2.13% 0.231%
6 2.627 467 478 494 rBvV 10471 22214 2.10% 0.228%
7 2.759 507 519 537 rVB 18780 37639 3.56% 0.386%
8 3.045 592 608 627 rBvV 70345 142144 13.45% 1.459%
9 3.553 750 766 789 rVB4 11753 31304 2.96% 0.321%
10 3.675 789 804 805 rBv2 10286 15506 1.47% 0.159%
11 3.772 823 834 851 rvVvB5 6731 16945 1.60% 0.174%

12 3.939 874 886 915 rBV2 37433 152944 14.47% 1.570%
13 4_.373 1005 1021 1053 rVB2 161181 416223 39.37% 4.272%

14 4.695 1111 1121 1130 rVB6 2521 5218 0.49% 0.054%
15 4.923 1184 1192 1193 rBV3 1758 2113 0.20% 0.022%
16 5.068 1220 1237 1270 rVV2 428919 1057225 100.00% 10.852%
17 5.367 1320 1330 1333 rBV5 2224 3531 0.33% 0.036%
18 5.511 1367 1375 1387 rVB6 3564 7562 0.72% 0.078%
19 5.637 1402 1414 1444 rBvV 370613 774349 73.24% 7.949%
20 5.926 1492 1504 1519 rBV3 25812 53274 5.04% 0.547%
21 6.022 1525 1534 1542 rBVS8 1462 2654 0.25% 0.027%
22 6.093 1542 1556 1584 rBV 221159 471366 44.59% 4._.838%
23 6.653 1725 1730 1733 rBvV2 1021 1152 0.11% 0.012%
24 6.936 1811 1818 1824 rBV6 1253 1650 0.16% 0.017%
25 7.010 1828 1841 1862 rBV 121208 241019 22.80% 2.474%
26 7.286 1916 1927 1930 rBVS8 1670 2323 0.22% 0.024%
27 7.338 1931 1943 1965 rVVv 478768 864498 81.77% 8.874%
28 7.585 2015 2020 2029 rvv7 1438 2256 0.21% 0.023%
29 7.643 2029 2038 2068 rvv 81302 175093 16.56% 1.797%
30 7.807 2082 2089 2097 rVB7 1656 2527 0.24% 0.026%
31 7.993 2140 2147 2148 rBV3 1708 1391 0.13% 0.014%
32 8.145 2169 2194 2227 rBv4 115711 413503 39.11% 4.245%
33 8.366 2258 2263 2266 rBv4 1813 1928 0.18% 0.020%

34 8.874 2409 2421 2446 rBvV 528588 1002957 94.87% 10.295%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
Data File : VV018625.D

Aca On : 02 Oct 2020 15:01

Operator : SY/MD

Sample : L4171-03ME

Misc : 6.13a0/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 11 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 9.177 2506 2515 2521 rBV4 1456 2310 0.22% 0.024%
36 9.225 2523 2530 2539 rVB5 3278 4853 0.46% 0.050%
37 9.501 2605 2616 2619 rBv4 964 1402 0.13% 0.014%
38 9.730 2681 2687 2694 rVB6 1519 2232 0.21% 0.023%
39 9.813 2709 2713 2717 rBVv4 1527 1446 0.14% 0.015%
40 9.868 2725 2730 2737 rVB5 949 1396 0.13% 0.014%
41 10.042 2777 2784 2790 rBV5 1288 1556 0.15% 0.016%
42 10.109 2799 2805 2807 rBv4 1412 1613 0.15% 0.017%
43 10.247 2833 2848 2866 rVvv 250096 435916 41.23%  4.475%
44 10.392 2886 2893 2897 rBV5 669 1001 0.09% 0.010%
45 10.479 2911 2920 2926 rBV6 2248 3482 0.33% 0.036%
46 10.537 2931 2938 2943 rVV5 2409 3231 0.31% 0.033%
47 10.601 2950 2958 2967 rVB3 10979 16377 1.55% 0.168%
48 10.862 3034 3039 3043 rVB5 1550 1575 0.15% 0.016%
49 10.900 3043 3051 3058 rBV7 5232 8498 0.80% 0.087%
50 10.942 3060 3064 3072 rVB5 3118 3935 0.37% 0.040%
51 11.051 3091 3098 3101 rBV6 2106 2580 0.24% 0.026%
52 11.122 3114 3120 3127 rVB8 2926 4162 0.39% 0.043%
53 11.173 3131 3136 3140 rVV6 3378 3890 0.37% 0.040%
54 11.212 3141 3148 3157 rVB 17287 26527 2.51% 0.272%
55 11.276 3157 3168 3186 rBV 647245 1023651 96.82% 10.508%
56 11.485 3226 3233 3241 rVB5 3174 4189 0.40% 0.043%
57 11.575 3249 3261 3265 rBV7 5785 11094 1.05% 0.114%
58 11.649 3272 3284 3304 rVB 537669 873123 82.59% 8.962%
59 11.810 3327 3334 3343 rBV2 16717 23152 2.19% 0.238%
60 11.935 3367 3373 3374 rBV3 3882 3373 0.32% 0.035%
61 12.016 3390 3398 3400 rBV7 2687 3639 0.34% 0.037%
62 12.038 3400 3405 3413 rVB2 6125 8561 0.81% 0.088%
63 12.141 3433 3437 3442 rBV7 3231 3882 0.37% 0.040%
64 12.276 3467 3479 3489 rBV7 5791 12787 1.21% 0.131%
65 12.331 3489 3496 3502 rBV9 2652 4137 0.39% 0.042%
66 12.392 3507 3515 3520 rBV8 5807 9502 0.90% 0.098%
67 12.437 3525 3529 3537 rVB3 10489 13009 1.23% 0.134%
68 12.492 3537 3546 3554 rBV3 12610 19860 1.88% 0.204%
69 12.575 3564 3572 3578 rBV2 7662 10983 1.04% 0.113%
70 12.607 3579 3582 3588 rVvv4 2471 2689 0.25% 0.028%
71 12.749 3619 3626 3637 rVB6 7616 11532 1.09% 0.118%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
Data File : VV018625.D

Aca On : 02 Oct 2020 15:01

Operator : SY/MD

Sample : L4171-03ME

Misc : 6.13a0/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 11 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
72 12.820 3639 3648 3655 rBV6 3824 5697 0.54% 0.058%
73 12.868 3659 3663 3666 rBV3 2670 2817 0.27% 0.029%
74 12.910 3668 3676 3692 rVB6 22343 39840 3.77% 0.409%
75 13.022 3707 3711 3717 rBV2 3513 4132 0.39% 0.042%
76 13.061 3718 3723 3729 rBV5 4885 6567 0.62% 0.067%
77 13.193 3757 3764 3770 rVB8 2393 3028 0.29% 0.031%
78 13.234 3774 3777 3782 rVB7 2526 2449 0.23% 0.025%
79 13.286 3782 3793 3811 rBV 153642 250480 23.69% 2.571%
80 13.636 3894 3902 3904 rBV6 4182 5043 0.48% 0.052%
81 13.736 3928 3933 3941 rVB6 3538 4277 0.40% 0.044%
82 13.926 3985 3992 4008 rVB7 10621 19181 1.81% 0.197%
83 14.125 4045 4054 4063 rVB10 6886 13284 1.26% 0.136%
84 14.260 4090 4096 4103 rVB5 3374 4569 0.43% 0.047%
85 14.386 4132 4135 4137 rBV4 1694 1354 0.13% 0.014%
86 14.459 4149 4158 4167 rBV10 4871 9913 0.94% 0.102%
87 14.662 4209 4221 4232 rBV4 19522 37558 3.55% 0.386%
88 14.842 4270 4277 4283 rBV2 7378 13201 1.25% 0.136%
89 15.012 4324 4330 4333 rBV7 2949 3449 0.33% 0.035%
90 15.231 4396 4398 4401 rBV3 1187 906 0.09% 0.009%
91 15.360 4433 4438 4443 rBV4 5227 7322 0.69% 0.075%
92 15.443 4458 4464 4470 rVB9 3779 4885 0.46% 0.050%
93 15.479 4471 4475 4483 rBV10 2139 3188 0.30% 0.033%
94 15.530 4483 4491 4499 rVB4 6402 9535 0.90% 0.098%
95 15.582 4501 4507 4512 rBV6 5800 8084 0.76% 0.083%
96 15.694 4532 4542 4553 rBV4 22872 40794 3.86% 0.419%
97 15.836 4578 4586 4593 rBV3 26737 40147 3.80% 0.412%
98 16.035 4642 4648 4652 rBV6 3851 4922 0.47% 0.051%
99 16.205 4697 4701 4711 rVB8 5227 6962 0.66% 0.071%
100 17.003 4945 4949 4954 rBV6 3023 3187 0.30% 0.033%

Sum of corrected areas: 9742019
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
Data File : VV018625.D

Aca On : 02 Oct 2020 15:01

Operator : SY/MD

Sample : L4171-03ME

Misc : 6.13a0/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 11 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: VV018625.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
Data File : VV018625.D

Aca On : 02 Oct 2020 15:01

Operator : SY/MD

Sample : L4171-03ME

Misc : 6.13a0/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

3.05 9.18 ug/L 142144 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 64
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 47
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 43

Abundance Scan 610 (3.052 min): VV018625.D (-592) (-) m/z 57.10 100.00%
57
41
5000
| 86
37 53 6771 2.80 3.00 3.20 3.40
0““mvmvmPMPMPMPMPNPMPMPMH*LLPNPMHNPMPNPMPNP' m/z 41.10 72.80%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000
2.80 3.00 3.20 3.40
29 86 m/z 43.10 60 .95%
o 15 | 37 4953 6165 't 77
miz--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43
29 2.80 3.00 3.20 3.40
5000 m/z 56.10 50.05%
39
86
o 2 B 53 1
SLALLLLL) LA LAY MR ALY ML ALY MAAL ALY LARAY KAL) SULA) AL MUY LALARAARA) KL I ALY IS
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane ....,....,....,....,.../
43 57 2.80 3.00 3.20 3.40
m/z 42.10 32.30%
29
5000
39 86
0"“'“v?“l“'w'“%f“'v'“lhlw'“'v'“i“'ﬁ'“'v?ﬁh hl“'W'“'ﬂ%“l“'W'“'P'“I“'W" B N NARA RN SR L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
Data File : VV018625.D

Aca On : 02 Oct 2020 15:01

Operator : SY/MD

Sample : L4171-03ME

Misc : 6.13a0/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 11 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 2 unknown-01 Concentration Rank 3

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

5.93 3.44 ug/L 53274 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 32
3 Heptanoic acid. heptvl ester 228 C14H2802 000624-09-9 17
4 1.2.4-Triazolidin-3-one. 4-methv... 131 C3H5N30S 022244-61-7 9
5 3,5-Dimethylpyrazole 96 C5H8N2 000067-51-6 9

Abundance Scan 1505 (5.929 min): VV018625.D (-1492) (-) m/z 96.00 100.00%

J6 1
5000 61
47

i | 84 |l 1 5.60 5.80 6.00 6.20
O L B o O B o m/z 130.90 98.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2705: Ethylene, 1,2-dichloro-, (2)- A
61 96
5000 AR AR RS RARRE
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26

ol1s | | 48 | 74
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Abundance
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61 B e A RARm
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5000 m/z 98.00 70.24%
126
o 35 47 83 111 154
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84480: Heptanoic acid, heptyl ester B e e
98 131 560 580 6.00 6.20
70 113 m/z 61.00 50.03%
5000
85
0 143 157 171 186199 228
A BamaEs AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.60 5.80 6.00 6.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV100220\
Data File : VV018625.D

Acq On : 02 Oct 2020 15:01

Operator : SY/MD

Sample : L4171-03ME

Misc : 6.139/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 3.05 9.2 ug/L 142144 1 5.64 774349 50.0
unknown-01 5.93 3.4 ug/L 53274 1 5.64 774349 50.0
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