LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081418\
Data File : VU026097.D

Acq On : 14 Aug 2018 13:28

Operator : MD/SY

Sample : J4451-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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_U\METHOD\SOMULMO80918WMA .M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 0.622 7 10 15 rBV3 406 407 0.01% 0.002%
2 0.760 49 53 57 rvv2 349 323 0.01% 0.001%
3 1.085 138 154 178 rBV 923701 1048689 28.13% 4.056%
4 1.201 184 190 205 rBvY 44126 46489 1.25% 0.180%
5 1.291 212 218 223 rBvY 40026 38242 1.03% 0.148%
6 1.326 223 229 243 rVB 116381 126170 3.38% 0.488%
7 1.397 244 251 264 rBY 125231 131593 3.53% 0.509%
8 1.628 311 323 330 rBV 484970 641253 17.20% 2.480%
9 1.876 390 400 417 rBvV 140533 199585 5.35% 0.772%
10 2.268 510 522 533 rBvV2 292755 572666 15.36% 2.215%

11 2.336 533 543 573 rvV 2415763 3727812 100.00% 14.417%
12 2.471 575 585 613 rVB 115061 195997 5.26% 0.758%

13 2.616 622 630 639 rvB2 5658 10030 0.27% 0.039%
14 2.661 642 644 648 rBvV2 542 346 0.01% 0.001%
15 2.696 648 655 670 rvVB4 4254 7623 0.20% 0.029%
16 2.757 670 674 676 rBV3 475 362 0.01% 0.001%
17 2.834 687 698 715 rvB2 5274 11498 0.31% 0.044%
18 2.995 729 748 776 rBv2 729701 1831060 49.12% 7.082%
19 3.230 818 821 825 rvVvB2 514 359 0.01% 0.001%
20 3.288 834 839 845 rVvB3 495 516 0.01% 0.002%
21 3.368 861 864 872 rBv2 350 393 0.01% 0.002%
22 3.442 883 887 888 rBvV 495 402 0.01% 0.002%
23 3.908 1026 1032 1038 rVB 400 366 0.01% 0.001%
24 3.966 1048 1050 1056 rvB2 377 324 0.01% 0.001%
25 4.175 1098 1115 1144 rBV2 93302 256134 6.87% 0.991%
26 4.394 1181 1183 1190 rVV3 480 499 0.01% 0.002%
27 4.558 1231 1234 1238 rBV4 600 500 0.01% 0.002%

28 4.657 1243 1265 1292 rBV4 263991 875196 23.48% 3.385%
29 4.915 1327 1345 1366 rBV2 90593 221513 5.94% 0.857%
30 5.133 1395 1413 1435 rVV 208662 479591 12.87% 1.855%

31 5.230 1441 1443 1447 rBV2 423 344 0.01% 0.001%
32 5.339 1450 1477 1489 rBv2 380211 1139632 30.57% 4.408%
33 5.403 1490 1497 1515 rVB 149608 302087 8.10% 1.168%
34 5.722 1588 1596 1600 rVB4 527 710 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081418\
Data File : VU026097.D

Acq On : 14 Aug 2018 13:28

Operator : MD/SY

Sample : J4451-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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_U\METHOD\SOMULMO80918WMA .M
VOC Analysis

35 5.886 1633 1647 1671 rBV 323172 637470 17.10% 2.465%

36 6.043 1693 1696 1697 rBvV 551 319 0.01% 0.001%
37 6.188 1729 1741 1753 rBV5 12052 23654 0.63% 0.091%
38 6.332 1769 1786 1800 rBV 263614 521719 14.00% 2.018%
39 6.416 1800 1812 1834 rVB 212167 435421 11.68% 1.684%

40 6.615 1862 1874 1891 rBV 29120 56982 1.53% 0.220%
41 6.750 1912 1916 1917 rBV2 778 554 0.01% 0.002%
42 6.882 1938 1957 1975 rBV3 28735 58570 1.57% 0.227%
43 7.046 1999 2008 2024 rVB3 5115 8446 0.23% 0.033%

44 7.230 2052 2065 2071 rBvV 159620 275673 7.40% 1.066%
45 7.271 2072 2078 2096 rVB 175290 292171 7.84% 1.130%

46 7.394 2113 2116 2119 rBV3 552 407 0.01% 0.002%
47 7.461 2124 2137 2156 rBV 331219 585173 15.70% 2.263%
48 7.567 2157 2170 2181 rVvVv 545739 940710 25.23% 3.638%
49 7.638 2181 2192 2217 rVB 634966 1084644 29.10% 4._.195%
50 7.850 2247 2258 2278 rBV 116293 205455 5.51% 0.795%

51 7.940 2278 2286 2299 rVvv7 5137 9542 0.26% 0.037%
52 8.069 2314 2326 2347 rBV 185547 317933 8.53% 1.230%
53 8.184 2350 2362 2375 rBV2 33567 91223 2.45% 0.353%

54 8.313 2393 2402 2426 rVB 324738 550610 14.77% 2.129%
55 8.477 2441 2453 2472 rVB 204180 350180 9.39%% 1.354%

56 8.590 2474 2488 2509 rBvV 144269 246835 6.62% 0.955%

57 8.815 2554 2558 2559 rBV2 499 384 0.01% 0.001%
58 8.998 2610 2615 2617 rBV2 357 365 0.01% 0.001%
59 9.091 2631 2644 2666 rVvVv 477063 792922 21.27% 3.067%
60 9.226 2681 2686 2687 rBV2 505 417 0.01% 0.002%
61 9.249 2689 2693 2705 rVB5 1638 2585 0.07% 0.010%
62 9.381 2722 2734 2753 rBV 452901 712474 19.11% 2.755%
63 9.525 2776 2779 2783 rBV3 427 495 0.01% 0.002%
64 9.686 2826 2829 2835 rVB 525 437 0.01% 0.002%
65 9.718 2835 2839 2841 rBV 544 463 0.01% 0.002%
66 9.795 2851 2863 2888 rBvV 338882 526790 14.13% 2.037%
67 9.959 2907 2914 2920 rBV7 2264 3001 0.08% 0.012%
68 10.085 2948 2953 2959 rVB2 396 509 0.01% 0.002%
69 10.168 2970 2979 2985 rBV5 1596 2281 0.06% 0.009%

70 10.435 3049 3062 3086 rBV2 405880 918055 24.63% 3.551%
71 10.615 3107 3118 3125 rBV3 9701 18887 0.51% 0.073%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081418\
Data File : VU026097.D

Acq On : 14 Aug 2018 13:28

Operator : MD/SY

Sample : J4451-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 U\METHOD\SOMULMO80918WMA .M
Title : VOC Analysis
72 10.773 3161 3167 3176 rVvVv4 1369 2069 0.06% 0.008%
73 10.979 3222 3231 3232 rBV3 2527 3197 0.09% 0.012%
74 11.008 3232 3240 3253 rVB 28498 46039 1.24% 0.178%
75 11.088 3262 3265 3271 rVB4 535 381 0.01% 0.001%
76 11.152 3271 3285 3302 rBV 725258 1100875 29.53% 4.258%
77 11.258 3315 3318 3320 rBV2 567 349 0.01% 0.001%
78 11.284 3323 3326 3329 rBV2 633 557 0.01% 0.002%
79 11.377 3348 3355 3358 rBV2 389 509 0.01% 0.002%
80 11.426 3361 3370 3376 rVB5 1506 2370 0.06% 0.009%
81 11.487 3376 3389 3413 rBV2 536829 1345924 36.10% 5.205%
82 11.644 3436 3438 3440 rBV2 555 342 0.01% 0.001%
83 11.696 3441 3454 3466 rVV3 14013 25693 0.69% 0.099%
84 11.863 3493 3506 3532 rBV 582005 936277 25.12% 3.621%
85 12.004 3547 3550 3553 rBV3 672 417 0.01% 0.002%
86 12.483 3690 3699 3709 rVB3 2625 3821 0.10% 0.015%
87 12.618 3738 3741 3742 rBV 822 420 0.01% 0.002%
88 12.660 3742 3754 3767 rVB 91722 148343 3.98% 0.574%
89 12.888 3822 3825 3832 rVB3 1108 1026 0.03% 0.004%
90 12.995 3855 3858 3866 rVB5 1014 1166 0.03% 0.005%
91 13.223 3920 3929 3941 rVB2 21747 30695 0.82% 0.119%
92 13.319 3955 3959 3966 rBV2 494 508 0.01% 0.002%
93 13.351 3966 3969 3974 rBV2 505 426 0.01% 0.002%
94 13.512 4013 4019 4027 rVB6 1729 2270 0.06% 0.009%
95 13.747 4086 4092 4102 rVB3 719 1270 0.03% 0.005%
96 13.847 4120 4123 4128 rBV 453 392 0.01% 0.002%
97 13.991 4156 4168 4197 rBV 390602 657229 17.63% 2.542%
98 14.114 4203 4206 4210 rVB2 1121 663 0.02% 0.003%
99 14.207 4231 4235 4236 rBV2 681 426 0.01% 0.002%
100 15.785 4724 4726 4730 rBvV2 718 454 0.01% 0.002%
Sum of corrected areas: 25856575
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081418\
Data File : VU026097.D

Acq On : 14 Aug 2018 13:28

Operator : MD/SY

Sample : J4451-22

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80918WMA .M
VOC Analysis

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

Abundance TIC: VU026097.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081418\
Data File : VU026097.D

Acq On : 14 Aug 2018 13:28

Operator : MD/SY

Sample : J4451-22

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80918WMA .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 Methylal Concentration Rank 1

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

2.34 292.39 ug/L 3727810 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methylal 76 C3H802 000109-87-5 78
2 Methylal 76 C3H802 000109-87-5 78
3 Methylal 76 C3H802 000109-87-5 59
4 Methanamine, N,N-dimethyl-, N-oxide 75 C3H9NO 001184-78-7 9
5 Ethanethioamide 75 C2H5NS 000062-55-5 5

Abundance Scan 544 (2.339 min): VU026097.D (-533) (-) m/z 45.10 100.00%
45
75
5000
i
2.00 220 2.40 2.60
37 42|48 5659 71 | 79 83
Orrrprrrrprr e T T T T e m/z 75.05 65.06%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #935: Methylal
45
5000 75 USRS SRR SRR
15 29 2.00 220 2.40 2.60
m/z 47.05 3.87%
'W””P“W%%”“P”J”W“”ﬁ%'hW””P“W”W”“P“WmW””P“W“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #933: Methylal
45
A e
2.00 220 2.40 2.60
5000 15 29 75 m/z 44.05 2.25%
'W"”I%?lP;ﬁl'”'%§'W?E'I?Z'Iﬂ%"*'W"”I“"P'”I'”'P"W'”'P"W'“'I“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #934Methy|a| LI L B N L BN B B B
45 2.00 220 2.40 2.60
m/z 46.10 2.24%
5000 29 75
18 2682 3942 | 5760 6972
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 200 220 240 260
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081418\
Data File : VU026097.D

Acq On : 14 Aug 2018 13:28

Operator : MD/SY

Sample : J4451-22

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80918WMA .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 unknown-01 Concentration Rank 5

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

6.88 4_.59 ug/L 58570 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trimethyl(tetrahydrofuran-2-ylpe... 176 C7H1603Si 1000368-50-8 38
2 3-Penten-2-ol 86 C5H100 001569-50-2 33
3 Butanoyl chloride 106 C4H7CIO 000141-75-3 33
4 2-Hexene, 1l-methoxy-, (E)- 114 C7H140 056052-83-6 33
5 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 28

Abundance Scan 1956 (6.879 min): VU026097.D (-1938) (-) m/z 71.10 100.00%
!
5000 41
1 61 91 6.60 6.80 7.00 7.20
B TS Tw/z 41.00  44.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42831: Trimethyl(tetrahydrofuran-2-ylperoxy)silane
m
5000 U UL AL A R
6.60 6.80 7.00 7.20
43 m/z 39.00 34 .90%
59
e e W PRA0LIL 120 145 476
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1718: 3-Penten-2-ol
43 m
6.60 6.80 7.00 7.20
5000 m/z 75.00 23.25%
27 53
86
fl-?‘lu‘l“u|“l‘l‘|”|‘|‘|62|“|‘lu||‘|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5000: Butanoy! chloride R e
7 6.60 6.80 7.00 7.20
m/z 45.00 16.27%
43
5000
27
15 | f| %5 | 8o 10
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081418\
Data File : VU026097.D

Acq On : 14 Aug 2018 13:28

Operator : MD/SY

Sample : J4451-22

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80918WMA .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 6 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.15 40.90 ug/L 1100880 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3284 (11.149 min): VU026097.D (-3271) (-) m/z 105.10 100.00%
105
5000 120
B siges [ Rg | 1030 1100 1120 1140
S S PP St 1S 0 [ | m/z 120.10 46.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 LN SUNIRA S B
10.80 11.00 11.20 11.40
77 m/z 77.00 13.02%
s A % Ne e o Tl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120 10.80 11.00 11.20 11.40
5000 m/z 119.10 12.56%
2\7 4\1 o 58 65 ‘\ 9\1 Ll L
mz-> 10 20 % 4 80 60 70 80 90 100 110 150 130
Abundance #9401: Mesitylene R e B
105 10.80 11.00 11.20 11.40
m/z 91.10 10.33%
120
5000
s @ B o stees efe, ool
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081418\
Data File : VU026097.D

Acq On : 14 Aug 2018 13:28

Operator : MD/SY

Sample : J4451-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80918WMA .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]
Methylal 2.34 292.4 ug/L 3727810 1 5.89 637470 50.0
unknown-01 6.88 4.6 ug/L 58570 1 5.89 637470 50.0
Benzene, 1,2,3-tr... 11.15 40.9 ug/L 1100880 3 11.49 1345920 50.0
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