LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025396.D

Acq On 13 Jul 2018 16:37

Operator : MD/SY

Sample - J3984-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 15 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\SOMULMO62918WMA .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 0.696 28 33 35 rBv4 879 786 0.02% 0.005%
2 0.709 35 37 40 rVB3 881 483 0.01% 0.003%
3 0.764 51 54 57 rBv4 833 692 0.02% 0.005%
4 0.809 63 68 76 rBv8 939 1438 0.04% 0.009%
5 0.844 76 79 83 rvv4 895 608 0.02% 0.004%
6 0.915 96 101 102 rBV3 1125 875 0.02% 0.006%
7 1.085 145 154 172 rBV 3250051 3697200 100.00% 24.062%
8 1.404 245 253 268 rBV2 546227 611116 16.53% 3.977%
9 1.680 332 339 355 rvB 96975 126896 3.43% 0.826%
10 2.188 490 497 514 rvB2 38313 62755 1.70% 0.408%
11 2.275 514 524 534 rBVY 227295 344334 9.31% 2.241%
12 2.481 580 588 595 rBV 6150 10910 0.30% 0.071%
13 2.982 737 744 757 rvVB2 21192 39551 1.07% 0.257%
14 3.452 886 890 892 rBvV2 805 585 0.02% 0.004%
15 3.484 895 900 903 rvv4 790 691 0.02% 0.004%
16 3.593 931 934 940 rvB4 915 982 0.03% 0.006%
17 4.024 1065 1068 1075 rVB7 793 789 0.02% 0.005%
18 4.085 1083 1087 1088 rBV3 928 597 0.02% 0.004%

19 4.175 1092 1115 1120 rBV 102405 232386 6.29% 1.512%
20 4.230 1123 1132 1161 rVB 382810 903689 24.44% 5.881%

21 4.522 1221 1223 1227 rVB5 917 575 0.02% 0.004%
22 4.561 1227 1235 1238 rBV7 1128 1699 0.05% 0.011%
23 4.651 1248 1263 1281 rVB 185409 433955 11.74% 2.824%
24 4.764 1295 1298 1302 rBV5 675 549 0.01% 0.004%
25 4.876 1329 1333 1338 rBV6 939 1100 0.03% 0.007%
26 4.973 1360 1363 1364 rBV2 968 624 0.02% 0.004%
27 4.985 1364 1367 1369 rVV3 851 605 0.02% 0.004%
28 5.342 1452 1478 1507 rBV2 354023 1093430 29.57% 7.116%
29 5.593 1553 1556 1560 rBv4 1186 1123 0.03% 0.007%
30 5.648 1571 1573 1579 rVB8 1147 852 0.02% 0.006%
31 5.677 1579 1582 1588 rVB5 1126 1141 0.03% 0.007%
32 5.751 1600 1605 1609 rBV6 546 507 0.01% 0.003%

33 5.889 1624 1648 1667 rBV 385248 787376 21.30% 5.124%
34 6.188 1728 1741 1767 rBV 491410 954680 25.82% 6.213%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025396.D

Acq On 13 Jul 2018 16:37

Operator : MD/SY

Sample - J3984-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 15 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\SOMULMO62918WMA .M
VOC Analysis

35 6.333 1773 1786 1806 rBV 240698 481340 13.02% 3.133%

36 6.509 1835 1841 1845 rBVS8 1580 2635 0.07% 0.017%
37 6.616 1866 1874 1883 rVB2 7961 13258 0.36% 0.086%
38 6.940 1971 1975 1978 rVB4 817 732 0.02% 0.005%
39 6.973 1979 1985 1990 rVB7 959 1108 0.03% 0.007%
40 7.156 2039 2042 2046 rBv4 1054 649 0.02% 0.004%
41 7.230 2050 2065 2080 rvv 140134 247620 6.70% 1.612%
42 7.426 2123 2126 2129 rBV3 770 543 0.01% 0.004%
43 7.461 2133 2137 2139 rBv4 1024 836 0.02% 0.005%
44 7.567 2156 2170 2185 rBV 500293 879168 23.78% 5.722%
45 7.638 2187 2192 2202 rVB 23754 39068 1.06% 0.254%
46 7.747 2221 2226 2227 rBVS5 1056 918 0.02% 0.006%
47 7.850 2245 2258 2273 rBV 99361 167883 4._.54% 1.093%
48 8.114 2337 2340 2342 rBV4 821 518 0.01% 0.003%
49 8.181 2348 2361 2366 rBV2 8762 14506 0.39% 0.094%

50 8.230 2366 2376 2389 rvVv 111586 188085 5.09% 1.224%

51 8.310 2389 2401 2433 rVV 343168 620815 16.79% 4.040%

52 8.468 2443 2450 2459 rVBS8 3561 5462 0.15% 0.036%
53 8.619 2493 2497 2500 rVB5 726 535 0.01% 0.003%
54 8.641 2500 2504 2505 rBV3 907 682 0.02% 0.004%
55 8.680 2511 2516 2518 rBV2 703 5565 0.02% 0.004%
56 8.831 2557 2563 2565 rBV6 929 1064 0.03% 0.007%
57 8.915 2584 2589 2592 rBV5 916 780 0.02% 0.005%
58 8.976 2600 2608 2610 rBV7 1275 1307 0.04% 0.009%
59 9.091 2629 2644 2675 rBV 519671 885422 23.95% 5.762%
60 9.252 2686 2694 2702 rBV 11139 16447 0.44% 0.107%
61 9.323 2713 2716 2717 rBvV4 851 540 0.01% 0.004%
62 9.329 2717 2718 2722 rBV3 872 528 0.01% 0.003%
63 9.381 2725 2734 2743 rBV 13537 24107 0.65% 0.157%
64 9.542 2782 2784 2787 rBV2 637 476 0.01% 0.003%
65 9.689 2825 2830 2832 rBV2 860 715 0.02% 0.005%
66 9.783 2851 2859 2869 rVB3 11589 18285 0.49% 0.119%
67 9.869 2884 2886 2889 rBv4 580 490 0.01% 0.003%
68 9.918 2896 2901 2909 rVB5 2198 2790 0.08% 0.018%
69 10.169 2974 2979 2981 rBV3 899 774 0.02% 0.005%
70 10.310 3018 3023 3024 rBv4 1003 732 0.02% 0.005%

71 10.435 3050 3062 3085 rVB 346242 564800 15.28% 3.676%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025396.D

Acq On 13 Jul 2018 16:37

Operator : MD/SY

Sample - J3984-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 15 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\SOMULMO62918WMA .M
Title : VOC Analysis
72 10.532 3089 3092 3095 rBV3 941 627 0.02% 0.004%
73 10.612 3103 3117 3127 rBv4 11662 21106 0.57% 0.137%
74 10.683 3135 3139 3142 rBV3 1003 756 0.02% 0.005%
75 10.773 3162 3167 3170 rBV2 988 983 0.03% 0.006%
76 10.866 3192 3196 3199 rBvV4 853 666 0.02% 0.004%
77 10.911 3207 3210 3213 rBV3 745 550 0.01% 0.004%
78 10.976 3223 3230 3234 rBV5 1474 1928 0.05% 0.013%
79 11.017 3239 3243 3245 rBV3 654 504 0.01% 0.003%
80 11.156 3274 3286 3296 rVB7 7304 13134 0.36% 0.085%
81 11.259 3310 3318 3322 rBV5 2534 3737 0.10% 0.024%
82 11.339 3339 3343 3345 rBV4 724 583 0.02% 0.004%
83 11.368 3349 3352 3360 rVB6 1424 1753 0.05% 0.011%
84 11.487 3377 3389 3404 rBV 547212 849526 22.98% 5.529%
85 11.574 3410 3416 3426 rVB5 2829 4341 0.12% 0.028%
86 11.631 3431 3434 3437 rBV3 879 554 0.01% 0.004%
87 11.757 3469 3473 3477 rBV5 760 827 0.02% 0.005%
88 11.863 3493 3506 3527 rVB 527359 846986 22.91% 5.512%
89 11.979 3539 3542 3546 rBV3 1415 1285 0.03% 0.008%
90 12.072 3563 3571 3578 rBV6 2666 4083 0.11% 0.027%
91 12.143 3586 3593 3600 rBV7 1432 2363 0.06% 0.015%
92 12.268 3628 3632 3634 rBV3 573 510 0.01% 0.003%
93 12.416 3674 3678 3681 rBvV4 564 546 0.01% 0.004%
94 12.455 3681 3690 3692 rBV7 7134 8519 0.23% 0.055%
95 12.570 3716 3726 3739 rVB2 39228 60430 1.63% 0.393%
96 13.056 3866 3877 3881 rBV9 4906 8451 0.23% 0.055%
97 13.111 3891 3894 3896 rBV3 1488 1220 0.03% 0.008%
98 13.281 3944 3947 3948 rBV3 918 487 0.01% 0.003%
99 13.342 3952 3966 3968 rBV3 9193 19005 0.51% 0.124%
100 14.281 4252 4258 4265 rBV2 6224 8334 0.23% 0.054%

Sum of corrected areas: 15365546
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO071318\
VU025396.D

13 Jul 2018 16:37

MD/SY

J3984-03

5.0mL/MSVOA_U/WATER

15 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM062918WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025396.D

Acq On 13 Jul 2018 16:37

Operator : MD/SY

Sample - J3984-03

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO062918WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Ethanethiol Concentration Rank 3

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

2.19 3.99 ug/L 62755 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 87
2 Ethanethiol 62 C2H6S 000075-08-1 86
3 Ethanethiol 62 C2H6S 000075-08-1 78
4 Ethanethiol 62 C2H6S 000075-08-1 78
5 Ethanethiol 62 C2H6S 000075-08-1 78

Abundance Scan 498 (2.191 min): VU025396.D (-490) (-) m/z 62.00 100.00%
a2
47
5000
81 1.80 2.00 2.20 2.40 2.60
el S 288 2% Thm/z 47.00 66.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #333: Ethanethiol
29 62
47
5000
1.80 2.00 2.20 2.40 2.60
m/z 45.00 22.08%
||||||‘|‘M|||M|||M|“l||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
29 ,, 62
1.80 2.00 2.20 2.40 2.60
5000 m/z 46.00 21.99%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #331: Ethanethiol
29 62 1.80 2.00 2.20 2.40 2.60
47 m/z 60.95 14 .84%
5000
“'}?J”M|L'Jw“"|“"|“"|“"|”"|“"|“"|“" A R RSN R
m/z--> 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40 2.60

SOMULMO62918WMA .M Mon Jul 16 05:29:41 2018

Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025396.D

Acq On 13 Jul 2018 16:37

Operator : MD/SY

Sample - J3984-03

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM062918WMA .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 Nonanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 3.56 ug/L 60430 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 86
4 Cycloheptane 98 C7H14 000291-64-5 43
5 Cycloheptane 98 C7H14 000291-64-5 43
Abundance Scan 3726 (12.570 min): VU025396.D (-3716) (-) m/z 57.10 100.00%
41 57
5000 70
82 98
“I | ‘|| W " 105 114 124 12.20 12.40 12.60 12.80
S P PR .- B — m/z 40.95 91.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19920: Nonanal
41 57
29
5000
[:P 98 12.20 12.40 12.60 12.80
m/z 43.05 63.10%
‘\ S
'”P”W““ﬁ“d”A%L“”hﬁ”ﬁme”ﬂ}”TLW””P”W””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
41
98 12.20 12.40 12.60 12.80
5000 29 70 o m/z 56.10 60.03%
ua ., "
Wmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19921: Nonanal
57 12.20 12.40 12.60 12.80
41 m/z 55.00 58.64%
5000 - 0 & 08
114 124
SN S I | TR WY - .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025396.D

Acq On 13 Jul 2018 16:37

Operator : MD/SY

Sample - J3984-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM062918WMA .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]
Ethanethiol 2.19 4.0 ug/L 62755 1 5.89 787376 50.0
Nonanal 12.57 3.6 ug/L 60430 3 11.49 849526 50.0
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