LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033020\
Data File : VV015281.D

Aca On : 30 Mar 2020 18:55

Operator : SY/MD

Sample : L1975-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 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\SOMVLMO33020WMA .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 65 70 82 rvB 202594 201628 11.31% 1.341%
2 2.119 314 320 331 rVB 346484 485349 27.22% 3.228%
3 2.454 417 424 453 rVB 418198 836452 46.90% 5.563%
4 3.293 683 685 688 rBv4 1093 558 0.03% 0.004%
5 3.312 688 691 693 rBv4 1330 921 0.05% 0.006%
6 3.370 707 709 710 rBV2 1155 514 0.03% 0.003%
7 3.380 710 712 713 rVV 1778 786 0.04% 0.005%
8 3.389 713 715 717 rVvv3 2249 1118 0.06% 0.007%
9 3.402 717 719 725 rVB6 2619 2043 0.11% 0.014%
10 3.428 725 727 728 rBV2 924 405 0.02% 0.003%
11 3.470 737 740 743 rBV5 1770 1032 0.06% 0.007%
12 3.498 743 749 754 rBV9 1745 2489 0.14% 0.017%
13 3.579 771 774 776 rBV3 1622 938 0.05% 0.006%
14 3.608 781 783 786 rVB4 1199 532 0.03% 0.004%
15 3.634 789 791 796 rBV6 1036 800 0.04% 0.005%
16 3.653 796 797 798 rBV 887 205 0.01% 0.001%
17 3.923 871 881 929 rBV2 117087 410778 23.03% 2.732%
18 4.299 996 998 1000 rBV3 1296 892 0.05% 0.006%
19 4.376 1004 1022 1046 rBvV 262231 645471 36.19% 4.293%
20 4.537 1064 1072 1089 rBvV 37511 87640 4.91% 0.583%
21 4.859 1169 1172 1176 rVB4 2553 2060 0.12% 0.014%
22 4.884 1176 1180 1181 rBVv4 1230 884 0.05% 0.006%
23 4.900 1184 1185 1186 rVvVv 1352 403 0.02% 0.003%
24 4.920 1189 1191 1195 rBvV5 1913 1323 0.07% 0.009%
25 4_.955 1200 1202 1204 rVvv3 1453 670 0.04% 0.004%
26 5.013 1216 1220 1222 rBV5 1881 1354 0.08% 0.009%
27 5.074 1222 1239 1263 rVVv2 583397 1460826 81.92% 9.715%
28 5.367 1328 1330 1334 rBV5 2108 1369 0.08% 0.009%
29 5.383 1334 1335 1338 rBV3 1320 873 0.05% 0.006%
30 5.421 1345 1347 1349 rBV3 1379 583 0.03% 0.004%

31 5.643 1402 1416 1441 rBV 727000 1550194 86.93% 10.309%
32 6.093 1546 1556 1576 rVB 350383 707328 39.66% 4._.704%
33 6.633 1716 1724 1744 rVB2 75762 134307 7.53% 0.893%
34 6.891 1802 1804 1807 rBv4 1287 717 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033020\
Data File : VV015281.D

Aca On : 30 Mar 2020 18:55

Operator : SY/MD

Sample : L1975-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 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\SOMVLMO33020WMA .M
Title : VOC Analysis
35 6.907 1807 1809 1811 rVvv3 1409 643 0.04% 0.004%

36 7.010 1830 1841 1858 rBV 186236 328999 18.45% 2.188%
37 7.338 1931 1943 1963 rBV 654705 1148134 64.38% 7.635%
38 7.643 2029 2038 2056 rVB 136383 241193 13.52% 1.604%

39 7.813 2090 2091 2092 rBV 1733 607 0.03% 0.004%
40 7.926 2123 2126 2127 rBV3 2038 1187 0.07% 0.008%
41 8.112 2174 2184 2215 rBV 545818 1005288 56.37% 6.685%
42 8.402 2261 2274 2288 rBV5 17854 61753 3.46% 0.411%
43 8.874 2410 2421 2441 rBV 1120579 1783339 100.00% 11.860%
44 9.405 2583 2586 2587 rBV3 2229 1402 0.08% 0.009%
45 9.566 2632 2636 2641 rBV7 3355 3520 0.20% 0.023%
46 9.955 2752 2757 2771 rVB3 22484 34779 1.95% 0.231%
47 10.042 2777 2784 2794 rVB2 55473 86008 4.82% 0.572%
48 10.170 2822 2824 2825 rBV2 1767 857 0.05% 0.006%
49 10.238 2834 2845 2859 rBVY 546806 860442 48.25% 5.722%
50 10.328 2870 2873 2877 rBV6 1845 1449 0.08% 0.010%
51 10.733 2996 2999 3001 rBv4 2607 1501 0.08% 0.010%
52 10.794 3015 3018 3021 rBV5 1753 1206 0.07% 0.008%
53 10.881 3040 3045 3049 rBV7 1943 2164 0.12% 0.014%
54 10.939 3058 3063 3066 rBV6 3126 3084 0.17% 0.021%
55 11.122 3117 3120 3123 rVB4 2365 1323 0.07% 0.009%
56 11.138 3123 3125 3128 rBV4 2209 1445 0.08% 0.010%
57 11.273 3155 3167 3182 rBV 1094003 1677368 94.06% 11.155%
58 11.427 3213 3215 3216 rBV2 1822 804 0.05% 0.005%
59 11.649 3273 3284 3307 rVB 768895 1205479 67.60% 8.017%
60 11.813 3333 3335 3338 rBV3 1514 729 0.04% 0.005%
61 12.199 3453 3455 3456 rBV2 1371 546 0.03% 0.004%
62 12.251 3466 3471 3474 rBV7 2071 2376 0.13% 0.016%
63 12.341 3497 3499 3504 rVB4 1426 1036 0.06% 0.007%
64 12.370 3504 3508 3510 rBv4 3529 2926 0.16% 0.019%
65 12.649 3593 3595 3598 rBV5 1225 883 0.05% 0.006%
66 12.669 3598 3601 3609 rVB9 4890 4545 0.25% 0.030%
67 12.704 3609 3612 3613 rBV3 1203 583 0.03% 0.004%
68 12.733 3620 3621 3625 rVB4 1956 1117 0.06% 0.007%
69 12.755 3625 3628 3632 rBV5 2175 2015 0.11% 0.013%
70 12.990 3698 3701 3704 rBV5 1674 1245 0.07% 0.008%
71 13.125 3740 3743 3749 rVBS8 2118 2018 0.11% 0.013%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033020\
Data File : VV015281.D

Aca On : 30 Mar 2020 18:55

Operator : SY/MD

Sample : L1975-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 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\SOMVLMO33020WMA .M
Title : VOC Analysis

72 13.151 3749 3751 3753 rBV2 2322 911 0.05% 0.006%
73 13.173 3755 3758 3760 rBvV4 1737 1217 0.07% 0.008%
74 13.286 3785 3793 3795 rBV9 5526 6696 0.38% 0.045%
75 13.492 3855 3857 3858 rBV2 1267 532 0.03% 0.004%
76 13.533 3866 3870 3873 rBV6 2974 2806 0.16% 0.019%
77 13.607 3889 3893 3894 rBV4 934 646 0.04% 0.004%
78 13.630 3898 3900 3903 rBvV4 1485 781 0.04% 0.005%
79 13.913 3986 3988 3989 rBV2 1062 443 0.02% 0.003%
80 13.968 4003 4005 4008 rBV3 1290 775 0.04% 0.005%
81 14.006 4012 4017 4024 rBV9 2511 3062 0.17% 0.020%
82 14.591 4196 4199 4200 rBV3 1534 866 0.05% 0.006%
83 14.730 4240 4242 4243 rBV2 1383 520 0.03% 0.003%
84 14.820 4268 4270 4271 rBV2 1332 447 0.03% 0.003%

Sum of corrected areas: 15037137
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033020\
VVvV015281.D

30 Mar 2020 18:55

SY/MD

L1975-03

5.0mL/MSVOA V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .M
VOC Analysis

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033020\
Data File : VV015281.D

Aca On : 30 Mar 2020 18:55

Operator : SY/MD

Sample : L1975-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .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 Methyl propionate Concentration Rank 3

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

4.54 2.83 ug/L 87640 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl propionate 88 C4H802 000554-12-1 86
2 Methvl propionate 88 C4H802 000554-12-1 83
3 Methvl propionate 88 C4H802 000554-12-1 83
4 Methvl propionate 88 C4H802 000554-12-1 53
5 di-tert-Butyl malonate 216 C11H2004 000541-16-2 28

Abundance Scan 1073 (4.540 min): VV015281.D (-1064) (-) m/z 57.00 100.00%
57
5000
88
R e S M
45 420 4.40 4.60 4.80
e e el LA S U4 81 Tn/z 87.95 34.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2030: Methyl propionate
57
29
5000 N SR AR
88 420 4.40 4.60 4.80
15 m/z 59.00 33.64%
"'I'j”l"ﬂh“'??vé§'l”W*I'”'Z%'7§""P'"I”"I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
29
57
420 4.40 4.60 4.80
5000 m/z 55.00 6.23%
88
37 4 74
wwwwmmﬁrwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2028: Methy! propionate e e
29 57 420 4.40 4.60 4.80
m/z 45.05 6.02%
5000
88
87 43 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033020\
Data File : VV015281.D

Aca On : 30 Mar 2020 18:55

Operator : SY/MD

Sample : L1975-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .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 Butanoic acid, methyl ester Concentration Rank 2

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

6.63 4_.33 ug/L 134307 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 94
2 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 91
3 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 86
4 Trifluoroacetic acid. 2-tetrahvd... 198 C7H9F303 071239-15-1 35
5 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 27

Abundance Scan 1723 (6.630 min): VV015281.D (-1716) (-) m/z 74.00 100.00%
43 s
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R e e
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,|, L RRe aes 284 Tm/z 43.00  86.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4307: Butanoic acid, methyl ester
43 74
5000 R R U RN A
27 87 6.20 6.40 6.60 6.80 7.00
59 m/z 70.95 78.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
74
6.20 6.40 6.60 6.80 7.00
5000 m/z 41.00 37 .44%
27
59 87
14 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4305: Butanoic acid, methyl ester PR T R T
43 6.20 6.40 6.60 6.80 7.00
24 m/z 59.00 29.27%
5000 27
L 59 a7
”%qﬂkqh.w”.wﬂ.gg.w“.w.”..”..”..”..”.““.“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV033020\
Data File : VV015281.D

Acq On : 30 Mar 2020 18:55

Operator : SY/MD

Sample : L1975-03

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM0O33020WMA .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]
Methyl propionate 4.54 2.8 ug/L 87640 1 5.64 1550190 50.0
Butanoic acid, me... 6.63 4.3 ug/L 134307 1 5.64 1550190 50.0
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