LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092420\
Data File : VV018437.D

Aca On 24 Sep 2020 19:00

Operator : SY/MD

Sample : L4109-19 20X

Misc : 6.450/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 24 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\SOMVLMO90920WMA .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 1.315 63 70 88 rvB 172122 169695 11.96% 1.337%
2 1.579 144 152 168 rBvV 151761 171214 12.07% 1.349%
3 2.122 309 321 355 rVB 307346 475031 33.47% 3.744%
4 2.312 373 380 387 rBV2 1143 1698 0.12% 0.013%
5 2.550 432 454 473 rVvV 60389 125569 8.85% 0.990%
6 2.637 474 481 487 rVB5 643 874 0.06% 0.007%
7 2.781 511 526 545 rBV2 90532 183785 12.95% 1.448%
8 3.061 598 613 645 rVvVv 310269 618403 43.58% 4.874%
9 3.171 645 647 650 rvv3 431 324 0.02% 0.003%
10 3.190 651 653 656 rVB3 455 238 0.02% 0.002%
11 3.566 751 770 792 rBV2 16765 45144 3.18% 0.356%
12 3.695 796 810 826 rBV2 14205 34675 2.44% 0.273%
13 3.791 827 840 860 rVB3 16084 41191 2.90% 0.325%

14 3.916 867 879 919 rBV 101394 327229 23.06% 2.579%
15 4_.376 1005 1022 1055 rVvVv 225020 549127 38.70% 4.328%

16 4.711 1114 1126 1138 rBV5 1732 3515 0.25% 0.028%
17 4.785 1145 1149 1153 rBV3 432 368 0.03% 0.003%
18 4.936 1194 1196 1200 rVB3 391 229 0.02% 0.002%
19 5.071 1218 1238 1275 rBV2 558186 1419096 100.00% 11.184%
20 5.219 1281 1284 1289 rVB3 634 547 0.04% 0.004%
21 5.514 1371 1376 1377 rBV2 374 346 0.02% 0.003%
22 5.640 1402 1415 1442 rBV 478790 943324 66.47% 7.434%
23 5.929 1494 1505 1527 rVVv3 22045 45662 3.22% 0.360%
24 6.093 1541 1556 1588 rBV 318012 645133 45.46% 5.084%
25 6.942 1813 1820 1828 rBV5 824 1095 0.08% 0.009%
26 7.006 1829 1840 1866 rBV 187274 335964 23.67% 2.648%
27 7.289 1916 1928 1931 rBV5 2061 3405 0.24% 0.027%
28 7.338 1931 1943 1965 rVvVv 681883 1155759 81.44% 9.108%
29 7.592 2015 2022 2028 rBV3 2270 3187 0.22% 0.025%
30 7.643 2028 2038 2066 rvv 131862 232118 16.36% 1.829%
31 7.801 2084 2087 2090 rBv4 381 339 0.02% 0.003%
32 7.958 2131 2136 2140 rBV3 320 408 0.03% 0.003%
33 8.109 2170 2183 2218 rBV 368105 683404 48.16% 5.386%
34 8.373 2261 2265 2273 rVB4 866 961 0.07% 0.008%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092420\
Data File : VV018437.D

Aca On 24 Sep 2020 19:00

Operator : SY/MD

Sample : L4109-19 20X

Misc : 6.450/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 24 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\SOMVLMO90920WMA .M
Title : VOC Analysis

35 8.440 2280 2286 2291 rBV3 598 790 0.06% 0.006%
36 8.595 2332 2334 2337 rVvv 365 233 0.02% 0.002%
37 8.813 2395 2402 2406 rBV2 418 458 0.03% 0.004%
38 8.871 2409 2420 2446 rBV 710152 1153282 81.27% 9.089%
39 9.167 2504 2512 2521 rvv4 1664 2672 0.19% 0.021%
40 9.225 2523 2530 2541 rVvv5 2402 3814 0.27% 0.030%
41 9.498 2610 2615 2619 rBV3 511 440 0.03% 0.003%
42 9.569 2631 2637 2642 rBV3 569 629 0.04% 0.005%
43 9.595 2642 2645 2648 rVv2 389 378 0.03% 0.003%
44 9.739 2682 2690 2695 rvVB4 1128 1572 0.11% 0.012%
45 9.820 2712 2715 2718 rBV2 336 256 0.02% 0.002%
46 9.874 2725 2732 2736 rVB4 467 625 0.04% 0.005%
47 9.958 2751 2758 2769 rVB 466 785 0.06% 0.006%
48 10.035 2777 2782 2790 rBv4 982 1441 0.10% 0.011%
49 10.083 2793 2797 2800 rvv3 696 695 0.05% 0.005%
50 10.109 2800 2805 2809 rVv2 1947 2688 0.19% 0.021%
51 10.141 2809 2815 2825 rVB5 3407 5415 0.38% 0.043%
52 10.238 2832 2845 2865 rBV 429078 671648 47.33% 5.293%
53 10.379 2883 2889 2903 rVB3 1898 3208 0.23% 0.025%
54 10.472 2909 2918 2923 rBV2 6592 9547 0.67% 0.075%
55 10.563 2939 2946 2950 rBV5 2748 4008 0.28% 0.032%
56 10.601 2951 2958 2971 rVB3 15449 23330 1.64% 0.184%
57 10.714 2987 2993 2994 rBV2 684 667 0.05% 0.005%
58 10.765 3001 3009 3014 rBv4 1302 1792 0.13% 0.014%
59 10.794 3014 3018 3024 rVB4 1016 1191 0.08% 0.009%
60 10.858 3029 3038 3043 rBvV2 1198 1754 0.12% 0.014%
61 10.897 3043 3050 3056 rBv4 3820 5317 0.37% 0.042%
62 10.935 3056 3062 3073 rVB2 10371 15130 1.07% 0.119%
63 11.054 3091 3099 3108 rBV5 1862 2908 0.20% 0.023%
64 11.119 3114 3119 3128 rVB5 1410 1799 0.13% 0.014%
65 11.173 3128 3136 3142 rBV5 2602 3844 0.27% 0.030%
66 11.202 3143 3145 3146 rVV2 873 416 0.03% 0.003%
67 11.218 3147 3150 3154 rVB3 1480 1175 0.08% 0.009%
68 11.270 3154 3166 3187 rBV 789134 1214099 85.55% 9.568%
69 11.357 3189 3193 3199 rVV5 4757 6202 0.44% 0.049%
70 11.395 3199 3205 3215 rVB7 3871 6286 0.44% 0.050%
71 11.485 3227 3233 3242 rVB4 3762 5619 0.40% 0.044%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092420\
Data File : VV018437.D

Aca On 24 Sep 2020 19:00

Operator : SY/MD

Sample : L4109-19 20X

Misc : 6.450/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 24 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\SOMVLMO90920WMA .M
Title : VOC Analysis
72 11.569 3251 3259 3262 rBV4 1300 1622 0.11% 0.013%
73 11.646 3271 3283 3310 rVVW 769523 1186816 83.63% 9.353%
74 11.743 3311 3313 3319 rVB3 734 576 0.04% 0.005%
75 11.810 3324 3334 3345 rBvY 22322 32693 2.30% 0.258%
76 11.935 3365 3373 3375 rBV3 1722 1666 0.12% 0.013%
77 12.035 3402 3404 3411 rVB2 2041 1858 0.13% 0.015%
78 12.141 3430 3437 3447 rVB3 1721 2658 0.19% 0.021%
79 12.186 3447 3451 3454 rBV4 440 402 0.03% 0.003%
80 12.389 3508 3514 3521 rBV4 3331 4464 0.31% 0.035%
81 12.437 3521 3529 3538 rVB5 2718 4279 0.30% 0.034%
82 12.485 3538 3544 3551 rBV6 3405 4932 0.35% 0.039%
83 12.527 3552 3557 3563 rVB4 2029 2346 0.17% 0.018%
84 12.569 3567 3570 3571 rBV3 616 379 0.03% 0.003%
85 12.611 3576 3583 3590 rBV5 1879 2724 0.19% 0.021%
86 12.746 3622 3625 3631 rVB3 749 667 0.05% 0.005%
87 12.868 3660 3663 3664 rVVv2 445 253 0.02% 0.002%
88 12.906 3668 3675 3686 rBv4 8273 12738 0.90% 0.100%
89 13.058 3716 3722 3731 rBV5 1960 3428 0.24% 0.027%
90 13.286 3784 3793 3806 rBvY 19689 29824 2.10% 0.235%
91 13.347 3809 3812 3818 rVB3 353 386 0.03% 0.003%
92 13.533 3867 3870 3876 rVB4 1825 1770 0.12% 0.014%
93 13.665 3902 3911 3916 rBV5 1302 1987 0.14% 0.016%
94 13.771 3934 3944 3953 rVv4 4743 7062 0.50% 0.056%
95 13.926 3984 3992 4000 rBV6 3114 4604 0.32% 0.036%
96 13.987 4007 4011 4013 rBvY 322 283 0.02% 0.002%
97 14.540 4175 4183 4193 rVB6 644 1006 0.07% 0.008%
98 14.675 4221 4225 4228 rBV2 712 499 0.04% 0.004%
99 14.868 4279 4285 4293 rVB4 1416 1648 0.12% 0.013%
100 15.530 4489 4491 4496 rBV3 432 290 0.02% 0.002%

Sum of corrected areas: 12689030
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092420\
Data File : VV018437.D

Aca On : 24 Sep 2020 19:00

Operator : SY/MD

Sample : L4109-19 20X

Misc : 6.450/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO90920WMA .M
Quant Title : VOC Analysis

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092420\
Data File : VV018437.D

Aca On : 24 Sep 2020 19:00

Operator : SY/MD

Sample : L4109-19 20X

Misc : 6.450/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO90920WMA .M
Quant Title : 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 4

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

2.55 6.66 ug/L 125569 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45

Abundance Scan 454 (2.550 min): VV018437.D (-432) (-) m/z 43.05 100.00%
43
5000 71 (? !
39 57
| 4953 67| 86 2.20 2.40 2.60 2.80
Ly Y IARAd AL AL AR MARS) LA SARA) AL SALLS AR SRS AL SALAL AR MRS AR SR m/z 42.10 53.93%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43 T
5000
= 220 2.40 2.60 2.80
27 39 m/z 71.10 44 _17%
o 2 15 132 53" ‘ 86
AL AL LA MRS MARSS SAAAA ELRA) SRR MALAN SAR AARS) SALAR EARSA NEASA MAMAN AL MARS) SALA KRS S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
220 240 260 280
5000 m/z 41.00 39.95%
27 71
15 % 57
0 2 31 53 | 6367 86
AL ALY LA A L) k) LAALVRALA) ALY LARE) W) RALLE LALS) RAAL) RALAE KALRI LARE) Rk LA RS LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl-
42 2.20 2.40 2.60 2.80
m/z 39.00 17.02%
5000 J
71
27
0 15 ‘\32 3$ ; 515F 6367 | 77 8F
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 240 260 280
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092420\
Data File : VV018437.D

Aca On : 24 Sep 2020 19:00

Operator : SY/MD

Sample : L4109-19 20X

Misc : 6.450/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO90920WMA .M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.78 9.74 ug/L 183785 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 526 (2.781 min): VV018437.D (-511) (-) m/z 57.10 100.00%
57
41
5000
e e
71 86 240 2.60 2.80 3.00 3.20
0 ...,....,....,....,....|,!|...??-.'..-,‘?3..4'....,..:.,...9.8,... m/z 56.10  86.34%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1826: Pentane, 3-methyl-
57
29 41 /\
5000 A SR R SR
240 2.60 2.80 3.00 3.20
m/z 41.10 59.57%
ol 1 L \‘w 51, 65 /177 86
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
57
a 240 2.60 2.80 3.00 3.20
5000 29 m/z 43.00 23.25%
15 51 63 'L 86
e A UL UL UL I IR S IR I W
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1827: Pentane, 3-methyl-
57 240 2.60 2.80 3.00 3.20
m/z 39.00 13.76%
29 41
5000
0 2 1\5 il ‘ \‘ 1IN 7\1 8§
m/z--> "0 10 20 30 40 50 60 70 8 90 100 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092420\
Data File : VV018437.D

Aca On : 24 Sep 2020 19:00

Operator : SY/MD

Sample : L4109-19 20X

Misc : 6.450/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO90920WMA .M
Quant Title : 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

3.06 32.78 ug/L 618403 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 83
3 n-Hexane 86 C6H14 000110-54-3 53
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 33
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 32

Abundance Scan 613 (3.061 min): VV018437.D (-598) (-) m/z 57.10 100.00%
g7
41
5000
8 280 300 320 340
37|l 4953)||, 6367 "% T
0““mvmvmvmvmvmvmvmvjhmvmme“vmvmﬂmv“W“W“W“w' m/z 41.10 66 .35%
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
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o 15 ‘ 37M‘ 4953/ 6165 1 77
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SRR L) Ly S ML KA A MRS KAL) KLY AR ML Lkt Ay LAY LA RS R LA Nkt
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Abundance #1820: n-Hexane R ma e e A B
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0 2 1\5 ! ‘ ‘\ . 53\ l 7\1
BARARRES RAERS RAELA SASA RAASA SRR RAREA SRS RALR) AU RARAL RRAN RARS! SARLA RARLE SAAAR RS BRESEARS RAASA A IR RS A 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV092420\
Data File : VV018437.D

Acq On : 24 Sep 2020 19:00

Operator : SY/MD

Sample : L4109-19 20X

Misc : 6.459/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 24 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO90920WMA .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... 2.55 6.7 ug/L 125569 1 5.64 943324 50.0
(DEL) Alkane: Str... 2.78 9.7 ug/L 183785 1 5.64 943324 50.0
(DEL) Alkane: Str... 3.06 32.8 ug/L 618403 1 5.64 943324 50.0
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