LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018527.D

Aca On : 29 Sep 2020 19:28

Operator : SY/MD

Sample : L4171-15 20X

Misc : 6.690/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 22 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 1.315 63 70 82 rvB 188267 185023 12.57% 1.325%
2 1.579 144 152 165 rBvV 154168 174568 11.86% 1.250%
3 2.119 309 320 350 rvv 312199 487429 33.12% 3.491%
4 2.309 374 379 385 rBV3 872 1238 0.08% 0.009%
5 2.547 432 453 468 rvB2 75073 152576 10.37% 1.093%
6 2.624 471 477 479 rBV5 1197 1073 0.07% 0.008%
7 2.778 510 525 546 rVvV 119932 239381 16.26% 1.714%
8 3.061 596 613 642 rBV 320529 649483 44.13% 4.651%
9 3.566 749 770 791 rBV2 14660 40835 2.77% 0.292%
10 3.695 793 810 823 rBV3 12919 34222 2.33% 0.245%

11 3.791 825 840 862 rvB2 49472 127903 8.69% 0.916%
12 3.917 868 879 909 rBV 100709 316488 21.50% 2.267%
13 4.376 1004 1022 1052 rVvVv 230865 568812 38.65% 4._.074%

14 4.701 1110 1123 1142 rVB7 4975 12633 0.86% 0.090%
15 4.945 1193 1199 1204 rVB4 796 1008 0.07% 0.007%
16 5.071 1219 1238 1274 rBV2 580995 1471837 100.00% 10.541%
17 5.521 1368 1378 1380 rBV6 1836 2525 0.17% 0.018%
18 5.640 1403 1415 1446 rBvV 508693 1005017 68.28% 7.197%
19 5.929 1485 1505 1524 rVB3 30289 66693 4_.53% 0.478%
20 6.013 1528 1531 1537 rVB6 837 737 0.05% 0.005%
21 6.093 1542 1556 1584 rBV 327930 662030 44.98% 4.741%
22 6.222 1590 1596 1604 rVBS8 1871 2999 0.20% 0.021%
23 6.482 1663 1677 1684 rBVS8 2041 4119 0.28% 0.029%
24 6.656 1722 1731 1739 rBV5 2974 5859 0.40% 0.042%
25 6.862 1784 1795 1802 rBV7 2442 4614 0.31% 0.033%
26 6.942 1810 1820 1827 rBV2 12435 20955 1.42% 0.150%
27 7.006 1830 1840 1861 rVvVv 194289 349432 23.74% 2.502%
28 7.103 1864 1870 1888 rVB4 12507 25552 1.74% 0.183%
29 7.183 1888 1895 1897 rBV7 1345 1464 0.10% 0.010%
30 7.286 1916 1927 1932 rBV4 23269 41509 2.82% 0.297%
31 7.338 1932 1943 1966 rVB 716063 1237892 84.11% 8.865%
32 7.588 2012 2021 2029 rBV 19581 30668 2.08% 0.220%
33 7.643 2029 2038 2067 rVB 137565 278202 18.90% 1.992%
34 7.810 2077 2090 2102 rVB4 9193 17583 1.19% 0.126%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018527.D

Aca On : 29 Sep 2020 19:28

Operator : SY/MD

Sample : L4171-15 20X

Misc : 6.690/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 22 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 7.862 2102 2106 2113 rBVv4 1398 1845 0.13% 0.013%
36 7.923 2118 2125 2134 rVB7 1598 2880 0.20% 0.021%
37 7.997 2138 2148 2157 rBvVS8 3354 6385 0.43% 0.046%
38 8.109 2172 2183 2213 rBV2 336850 646317 43.91% 4.629%
39 8.315 2237 2247 2256 rVB3 12016 21373 1.45% 0.153%
40 8.376 2256 2266 2276 rBV5 6735 13037 0.89% 0.093%
41 8.595 2321 2334 2337 rBV6 2938 4584 0.31% 0.033%
42 8.688 2355 2363 2375 rVB6 3490 6220 0.42% 0.045%
43 8.810 2392 2401 2402 rBV6 2324 2559 0.17% 0.018%
44 8.871 2409 2420 2443 rBV 775030 1248436 84.82% 8.941%
45 9.035 2467 2471 2476 rVB4 918 804 0.05% 0.006%
46 9.170 2506 2513 2521 rBV7 2544 4063 0.28% 0.029%
47 9.228 2524 2531 2543 rVV6 4467 7327 0.50% 0.052%
48 9.489 2605 2612 2621 rVv7 1834 2976 0.20% 0.021%
49 9.710 2676 2681 2682 rVvv3 1122 947 0.06% 0.007%
50 9.733 2682 2688 2697 rVB5 4040 5679 0.39% 0.041%
51 9.826 2707 2717 2724 rVVv9 2150 4194 0.28% 0.030%
52 9.871 2727 2731 2742 rVB6 1734 2386 0.16% 0.017%
53 10.035 2773 2782 2785 rBV3 1935 2457 0.17% 0.018%
54 10.238 2831 2845 2863 rVV 403726 646899 43.95% 4.633%
55 10.373 2882 2887 2888 rBV3 2758 1973 0.13% 0.014%
56 10.473 2910 2918 2931 rBvV4 10382 22491 1.53% 0.161%
57 10.563 2941 2946 2950 rBV2 5091 5478 0.37% 0.039%
58 10.598 2951 2957 2967 rVB3 15377 22449 1.53% 0.161%
59 10.746 2997 3003 3004 rBv4 1523 1330 0.09% 0.010%
60 10.759 3004 3007 3013 rVB6 1641 1864 0.13% 0.013%
61 10.855 3031 3037 3042 rBV6 1849 2276 0.15% 0.016%
62 10.900 3044 3051 3055 rvv3 7213 9648 0.66% 0.069%
63 10.939 3057 3063 3073 rVB 16196 23635 1.61% 0.169%
64 11.048 3094 3097 3098 rBvV2 1735 1034 0.07% 0.007%
65 11.173 3127 3136 3140 rBvV8 6551 10246 0.70% 0.073%
66 11.209 3142 3147 3155 rVv3 10441 15291 1.04% 0.110%
67 11.270 3155 3166 3187 rVV 837351 1300755 88.38% 9.315%
68 11.360 3189 3194 3199 rVB5 5297 6889 0.47% 0.049%
69 11.485 3227 3233 3244 rVB7 5885 8552 0.58% 0.061%
70 11.569 3247 3259 3262 rBV7 4967 7618 0.52% 0.055%

71 11.646 3272 3283 3305 rVB 786599 1245894 84 .65% 8.923%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018527.D

Aca On : 29 Sep 2020 19:28

Operator : SY/MD

Sample : L4171-15 20X

Misc : 6.690/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 22 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 11.810 3328 3334 3341 rVB2 21293 25088 1.70% 0.180%
73 11.935 3365 3373 3376 rBV3 10724 14263 0.97% 0.102%
74 12.038 3399 3405 3419 rVB 20413 30754 2.09% 0.220%
75 12.144 3431 3438 3442 rBV7 4491 6789 0.46% 0.049%
76 12.280 3468 3480 3488 rBV7 7608 15775 1.07% 0.113%
77 12.341 3494 3499 3506 rVB5 5775 7383 0.50% 0.053%
78 12.389 3506 3514 3520 rBV7 8207 14266 0.97% 0.102%
79 12.437 3521 3529 3537 rVB3 19118 29539 2.01% 0.212%
80 12.489 3537 3545 3553 rBvY 28708 43315 2.94% 0.310%
81 12.572 3565 3571 3576 rBV7 5829 7627 0.52% 0.055%
82 12.749 3618 3626 3636 rVB7 11470 17429 1.18% 0.125%
83 12.823 3641 3649 3656 rBV8 4670 7415 0.50% 0.053%
84 12.868 3656 3663 3665 rBv4 4303 4645 0.32% 0.033%
85 12.906 3667 3675 3691 rVB5 34988 60333 4_10% 0.432%
86 13.022 3705 3711 3718 rBV2 6008 8377 0.57% 0.060%
87 13.061 3718 3723 3736 rVV6 8625 16489 1.12% 0.118%
88 13.234 3774 3777 3786 rVB7 2499 2569 0.17% 0.018%
89 13.292 3786 3795 3803 rBV4 15914 27634 1.88% 0.198%
90 13.421 3829 3835 3841 rBV6 4181 6361 0.43% 0.046%
91 13.926 3986 3992 4006 rVB7 11642 19528 1.33% 0.140%
92 14.386 4129 4135 4147 rBV7 3250 5004 0.34% 0.036%
93 14.640 4207 4214 4215 rBvV4 7898 6981 0.47% 0.050%
94 14.797 4254 4263 4269 rBV9 3880 6311 0.43% 0.045%
95 14.845 4273 4278 4281 rBV5 4173 4604 0.31% 0.033%
96 15.295 4415 4418 4421 rBV5 1665 1361 0.09% 0.010%
97 15.582 4505 4507 4510 rBV3 2283 1620 0.11% 0.012%
98 15.697 4535 4543 4553 rVB4 8463 14427 0.98% 0.103%
99 15.839 4580 4587 4593 rBV4 11153 15477 1.05% 0.111%
100 16.321 4735 4737 4739 rBV3 1541 939 0.06% 0.007%

Sum of corrected areas: 13963453
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018527.D

Aca On : 29 Sep 2020 19:28

Operator : SY/MD

Sample : L4171-15 20X

Misc : 6.690/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 22 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: VV018527.D
800000
600000 5.07
5.64
400000
212 3.06 6.09

4.38
1.32
200000 158

2.78
- 3.92
3.79
0 231 )p62 3.58.69\ 470 4.9
R e o R N e o SR

Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: VV018527.D

800000 8.87 1127 11.65
7.34

JL 590\ 620 6as

P T T
6.00 6.50

600000

10.24

400000

200000

8838 8.9968.81_0.09923 9.49 B7AEBSL0.04

0=

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VW018527.D
800000
600000
400000
200000
2.9
oL24L %951217%@312@@. 3%.42 13.93 14.39 14.64a4885 15.30 15.38.70.84 16.32
B e e T e e e o e e T e e
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018527.D

Aca On : 29 Sep 2020 19:28

Operator : SY/MD

Sample : L4171-15 20X

Misc : 6.690/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 22 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 4

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

2.55 7.59 ug/L 152576 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 90
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 52
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 43
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38

Abundance Scan 454 (2.550 min): VV018527.D (-432) (-) m/z 43.10 100.00%
a3
5000 71
3|9 53:3'7 6367 | 36 2.20 240 2.60 2.80
G e L R Ll S ] LSt LAY ALY AL SALT AL SRR AL AL AR MRS LS SRS B m/z 42.10 52.67%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43
5000 S RARRRAANNRASSRARRS L
= 220 240 2.60 2.80
27 39 m/z 71.10 42 _.26%
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 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
220 240 260 280
5000 m/z 41.10 37.79%
27 71
15 ® 57
0 2 31 53| 6367 86
LA L) LAY ) WA AL LA AR ALY LARAY KAL) ML LRS! N LA LALA LARA ALY ALY R A
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl-
42 220 240 2.60 2.80
m/z 39.10 16.42%
5000
71
27
0 15 ‘\32 3$ ; 515F 6367 | 77 8F
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018527.D

Aca On : 29 Sep 2020 19:28

Operator : SY/MD

Sample : L4171-15 20X

Misc : 6.690/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 22 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.78 11.91 ug/L 239381 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 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 45
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45

Abundance Scan 526 (2.781 min): VV018527.D (-510) (-) m/z 57.10 100.00%
57
41
5000
1053 636771 86 240 2.60 2.80 3.00 3.20
0||||||||||'|||'|I AR A A AR Mt At m/z 56.10 86.31%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
57
29 41 /\
5000 R SRR A SN

2.40 2.60 280 300 320
m/z 41.10 63.96%

15

0 1 S 253337 | 454953 61 67/ 77 86
,,,,,,,,,,,, RN R L SR s s
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
a1 240 2.60 2.80 3.00 3.20
5000 29 m/z 43.10 23.55%
o 15 37 53 6367/t 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57 240 2.60 2.80 3.00 3.20
m/z 39.10 18.36%
29 41
5000
2 1\5 Al 53\ ! 7\1 8§
A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018527.D

Aca On : 29 Sep 2020 19:28

Operator : SY/MD

Sample : L4171-15 20X

Misc : 6.690/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 22 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

3.06 32.31 ug/L 649483 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 59
4 Pentane. 3-methvl- 86 C6H14 000096-14-0 40
5 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 38

Abundance Scan 613 (3.061 min): VV018527.D (-596) (-) m/z 57.10 100.00%

57
41
5000

36 .... S
280 300 320 340
37 53|| 6367 /L
0,,,,,,,,|,,,I bbb | M/z 41.10 71.85%
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 63.01%
15 | 37 4953/ 6165 "t 77
] SRS WSSO 4 B4 1S Lt S L S D ——
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIII
29 2.80 3.00 3.20 3.40
5000 m/z 56.10 52.01%
39
86
15
o 2 25 53 71
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 e S
43 57 280 300 320 340

m/z 42.10 32.79%

29
5000
39 86
15
0 2 | ‘ 53 ! 7\1 ‘

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\VV092920\
Data File : VV018527.D

Aca On : 29 Sep 2020 19:28

Operator : SY/MD

Sample : L4171-15 20X

Misc : 6.690/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 22 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 4 (DEL) Alkane: Cyclic3.79 Concentration Rank 5

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

3.79 6.36 ug/L 127903 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

Abundance Scan 840 (3.791 min): VV018527.D (-825) (-) m/z 56.05 100.00%
56
| "_QL'*YV
5000 69
84 3.40 3.60 3.80 4.00 4.20
51
o,,,,,,,37| .I.'.....,..!., ettt | M7z 41.10  54.54%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.40 3.60 3.80 4.00 4.20
o8 o m/z 69.10 42 .55%
15 I 51 ‘ ! 65\\ " ‘
0““mwmwmwmwmwmwmwmwmwmwmwm|“WMHMmemwmwmwmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 340 3.60 3.80 4.00 4.20
5000 m/z 55.05 27 .04%
69
27 84
o 1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1491: Cyclopentane, methyl-
56 3.40 3.60 3.80 4.00 4.20
m/z 38.95 24 .17%
5000 41
69
7 84
0 15 | 31 37 ‘\ 51 “ 6165 | 7377
m/z--> 0 5 10 15 20 25 3'0 35 4'0 45 50 5'5 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018527.D

Aca On : 29 Sep 2020 19:28

Operator : SY/MD

Sample : L4171-15 20X

Misc : 6.690/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 22 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 5 Propanoic acid, 2,2,3-trich... Concentration Rank 6

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

5.93 3.32 ug/L 66693 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2.2.3-trichloro-... 190 C4H5C1302 004749-35-3 56
2 Ethvlene. 1.2-dichloro-. (2)- 96 C2H2CI2 000156-59-2 38
3 Dihvdro-4.5-dichloro-2(3H)furanone 154 C4H4Cl1202 114434-99-0 25
4 Heptanoic acid. heptvl ester 228 C14H2802 000624-09-9 10
5 Carbamic acid, acetylthio-, O-me... 133 C4H7NO2S 016696-87-0 10

Abundance Scan 1505 (5.929 min): VV018527.D (-1485) (-) m/z 130.90 100.00%
96 14
5000 61 /\\
a7 | 560 580 6.00 620
o) SRR | S S 11 Y m/z 95.90 97.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59 96
VAN
5000 LN LR AR ETULLEE A
131 560 580 600 620
15 m/z 132.90 93.05%
0 % 3049 | 77 | 13 |1 155 190
miz--> 20 40 60 80 100 120 140 160 180
Abundance
61 96
560 580 6.00 620
5000 m/z 97.90 57.31%
26
13 37 48 72
e L S R L WL WL B S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27162: Dihydro-4,5-dichloro-2(3H)furanone  Emamunn ./\.".\, ame
96 5.60 5.80 6.00 6.20
61 m/z 61.00 43.20%
5000
126
0 3\5 ‘\4\7‘ ‘\ 83 u‘ 111 M 154 /\
m/z--> 20 40 60 80 100 120 140 160 180 ' 560 580 600 620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV092920\
Data File : VV018527.D

Acq On : 29 Sep 2020 19:28

Operator : SY/MD

Sample : L4171-15 20X

Misc : 6.699/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 22 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... 2.55 7.6 ug/L 152576 1 5.64 1005020 50.0
(DEL) Alkane: Str... 2.78 11.9 ug/L 239381 1 5.64 1005020 50.0
(DEL) Alkane: Str... 3.06 32.3 ug/L 649483 1 5.64 1005020 50.0
(DEL) Alkane: Cyc... 3.79 6.4 ug/L 127903 1 5.64 1005020 50.0
Propanoic acid, 2... 5.93 3.3 ug/L 66693 1 5.64 1005020 50.0
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