LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO71618\
Data File : VU025449.D

Aca On 17 Jul 2018 01:26

Operator : MD/SY

Sample : J3984-15

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 37 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 U\METHOD\SOMULMO71618WMA .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 0.635 10 14 18 rBV5 506 476 0.00% 0.002%
2 0.719 38 40 43 rVVv2 798 515 0.00% 0.002%
3 0.741 43 47 49 rVB3 678 539 0.00% 0.002%
4 0.786 59 61 65 rvB3 880 505 0.00% 0.002%
5 0.812 65 69 72 rBv4 661 398 0.00% 0.001%
6 0.883 87 91 93 rBv2 645 508 0.00% 0.002%
7 0.979 118 121 123 rVB3 794 462 0.00% 0.001%
8 0.992 123 125 128 rBvV2 592 337 0.00% 0.001%
9 1.082 138 153 169 rBvY 2175249 2374101 14.75% 7.612%
10 1.156 170 176 186 rBvV 104156 145936 0.91% 0.468%

11 1.400 246 252 265 rVB2 162538 184414 1.15% 0.591%
12 1.558 295 301 307 rBV 232796 217635 1.35% 0.698%
13 1.677 333 338 355 rvB 90518 127254 0.79% 0.408%
14 2.272 514 523 532 rBv2 199827 331883 2.06% 1.064%

15 2.445 570 577 583 rBvV 8599 13624 0.08% 0.044%
16 2.985 734 745 774 rBV 120452 274757 1.71% 0.881%
17 3.439 884 886 889 rvB2 734 357 0.00% 0.001%
18 3.464 892 894 900 rvB4 414 363 0.00% 0.001%
19 3.535 912 916 919 rVB2 706 517 0.00% 0.002%
20 3.558 919 923 925 rBV2 538 375 0.00% 0.001%
21 3.606 927 938 941 rBVS5 1542 2357 0.01% 0.008%
22 3.715 970 972 980 rBV5 634 659 0.00% 0.002%
23 3.947 1040 1044 1048 rBv4 704 740 0.00% 0.002%
24 3.969 1049 1051 1056 rvv3 470 342 0.00% 0.001%
25 4.111 1092 1095 1098 rVV3 894 574 0.00% 0.002%

26 4.230 1101 1132 1199 rVV 6384445 16094016 100.00% 51.600%
27 4.651 1248 1263 1290 rVB 182708 430200 2.67% 1.379%
28 4.796 1294 1308 1326 rBV 48419 108212 0.67% 0.347%

29 5.011 1371 1375 1379 rBV5 489 527 0.00% 0.002%
30 5.201 1432 1434 1440 rVB3 617 501 0.00% 0.002%
31 5.236 1440 1445 1448 rBV3 495 361 0.00% 0.001%
32 5.342 1452 1478 1501 rBV2 345218 1042735 6.48% 3.343%
33 5.606 1557 1560 1563 rBV3 750 486 0.00% 0.002%
34 5.747 1598 1604 1607 rBv4 581 655 0.00% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO71618\
Data File : VU025449.D

Aca On 17 Jul 2018 01:26

Operator : MD/SY

Sample : J3984-15

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 37 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_U\METHOD\SOMULMO71618WMA _M
Title : VOC Analysis
35 5.779 1607 1614 1616 rBVv4 1050 1067 0.01% 0.003%

36 5.889 1631 1648 1670 rBV 384568 761392 4.73% 2.441%
37 6.188 1728 1741 1760 rBV 263954 507271 3.15% 1.626%
38 6.333 1773 1786 1804 rBvV 233591 470971 2.93% 1.510%

39 6.423 1806 1814 1830 rVB2 15261 29127 0.18% 0.093%
40 6.529 1844 1847 1849 rBV3 739 491 0.00% 0.002%
41 6.577 1858 1862 1869 rVB4 2216 2687 0.02% 0.009%
42 6.612 1869 1873 1874 rBV3 1086 703 0.00% 0.002%
43 6.779 1919 1925 1931 rBVS5 1250 1353 0.01% 0.004%
44 6.853 1939 1948 1956 rBV7 4984 8540 0.05% 0.027%
45 6.918 1965 1968 1972 rBV5 515 455 0.00% 0.001%
46 6.953 1975 1979 1983 rVB4 795 818 0.01% 0.003%
47 6.982 1983 1988 1989 rBV2 572 527 0.00% 0.002%
48 7.078 2016 2018 2023 rVB3 548 491 0.00% 0.002%
49 7.133 2032 2035 2040 rBV3 778 581 0.00% 0.002%
50 7.230 2053 2065 2079 rvv 115240 197050 1.22% 0.632%
51 7.329 2094 2096 2097 rBvV 657 356 0.00% 0.001%
52 7.419 2122 2124 2129 rVB4 577 400 0.00% 0.001%
53 7.461 2129 2137 2152 rBV3 6672 11713 0.07% 0.038%
54 7.567 2156 2170 2187 rBV 470635 844954 5.25% 2.709%
55 7.767 2229 2232 2235 rBV4 1313 1045 0.01% 0.003%
56 7.853 2247 2259 2275 rBV2 79088 138640 0.86% 0.445%
57 7.927 2280 2282 2285 rBV3 532 351 0.00% 0.001%
58 8.091 2331 2333 2336 rBvV2 754 440 0.00% 0.001%
59 8.175 2354 2359 2361 rBV3 1341 1345 0.01% 0.004%

60 8.230 2362 2376 2391 rVV 1763906 2956592 18.37% 9.479%

61 8.313 2392 2402 2426 rVB 344367 621115 3.86% 1.991%

62 8.506 2459 2462 2466 rVB5 1044 851 0.01% 0.003%
63 8.532 2466 2470 2472 rBV5 511 448 0.00% 0.001%
64 8.580 2482 2485 2488 rBV2 1063 748 0.00% 0.002%
65 8.673 2503 2514 2524 rBV3 9278 15901 0.10% 0.051%
66 8.953 2595 2601 2602 rBV2 896 776 0.00% 0.002%
67 9.091 2632 2644 2674 rVB 529210 879878 5.47% 2.821%
68 9.252 2689 2694 2701 rBV3 1455 1675 0.01% 0.005%
69 9.342 2720 2722 2725 rBV3 960 719 0.00% 0.002%
70 9.381 2729 2734 2740 rVBS8 2146 2720 0.02% 0.009%
71 9.438 2748 2752 2754 rBV3 675 369 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO71618\
Data File : VU025449.D

Aca On 17 Jul 2018 01:26

Operator : MD/SY

Sample : J3984-15

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 37 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_U\METHOD\SOMULMO71618WMA _M
Title : VOC Analysis

72 9.451 2754 2756 2758 rBV2 577 359 0.00% 0.001%
73 9.570 2787 2793 2795 rBV5 852 789 0.00% 0.003%
74 9.667 2819 2823 2825 rBV3 433 360 0.00% 0.001%
75 9.686 2825 2829 2832 rBV2 873 753 0.00% 0.002%
76 9.705 2832 2835 2838 rBV3 688 412 0.00% 0.001%
77 9.850 2872 2880 2888 rBV8 4687 9037 0.06% 0.029%
78 9.921 2896 2902 2915 rVB3 5959 10082 0.06% 0.032%
79 10.004 2926 2928 2932 rVB4 787 433 0.00% 0.001%
80 10.130 2964 2967 2968 rBvY 615 366 0.00% 0.001%
81 10.191 2983 2986 2989 rBV5 708 404 0.00% 0.001%
82 10.249 3002 3004 3008 rVB3 547 363 0.00% 0.001%
83 10.294 3009 3018 3041 rBV3 13244 39122 0.24% 0.125%
84 10.435 3050 3062 3077 rVB 347517 558136 3.47% 1.789%
85 10.676 3134 3137 3147 rVB8 1126 1692 0.01% 0.005%
86 10.779 3164 3169 3173 rVB5 1596 1832 0.01% 0.006%
87 10.847 3188 3190 3193 rVB2 1017 527 0.00% 0.002%
88 10.892 3201 3204 3208 rBV5 583 532 0.00% 0.002%
89 10.966 3217 3227 3240 rBV2 25347 51912 0.32% 0.166%
90 11.358 3344 3349 3354 rBV6 1117 1445 0.01% 0.005%

91 11.487 3376 3389 3406 rBvV 532143 844350 5.25% 2.707%
92 11.863 3494 3506 3522 rBV 498362 787957 4_.90% 2.526%

93 11.985 3536 3544 3555 rBV2 18592 31349 0.19% 0.101%
94 12.570 3718 3726 3740 rVB5 14610 22923 0.14% 0.073%
95 12.795 3792 3796 3800 rVB6 870 842 0.01% 0.003%
96 12.892 3824 3826 3828 rBV2 672 382 0.00% 0.001%
97 12.959 3844 3847 3849 rBV4 724 530 0.00% 0.002%
98 14.210 4234 4236 4238 rBV2 746 378 0.00% 0.001%
99 14.342 4275 4277 4280 rBV3 864 388 0.00% 0.001%
100 14.358 4280 4282 4285 rVV3 894 390 0.00% 0.001%
Sum of corrected areas: 31189926
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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 U\DATA\VU071618\
VU025449.D

17 Jul 2018 01:26

MD/SY

J3984-15

5.0mL/MSVOA U/WATER

37 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71618WMA .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 U\DATA\VUO71618\
Data File : VU025449.D

Aca On 17 Jul 2018 01:26

Operator : MD/SY

Sample : J3984-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71618WMA .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 Methanethiol Concentration Rank 2

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

1.56 14.29 ug/L 217635 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
2 Methanethiol 48 CH4S 000074-93-1 90
3 Hvdroxvlamine. O-methvl- 47 CH5NO 000067-62-9 9
4 Hvdroxvlamine. O-methvl- 47 CH5NO 000067-62-9 7
5 Methane, nitroso- 45 CH3NO 000865-40-7 5

Abundance Scan 302 (1.561 min): VU025449.D (-295) (-) 46.95 100.00%

5000

63 77 91 115 135 93 207 1.20 1.40 1.60 1.80
MM g S A A— m/z 47.95  79.72%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #112: Methanethiol
47

5000 R
1.20 1.40 1.60 1.80

m/z 45.00 58 .80%

...“.,..:‘.,l“‘..,....,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
47

1.20 1.40 1.60 1.80

5000 m/z 45.95 13.74%
14 B
IR e o o o o LA i e e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #109: Hydroxylamine, O-methyl-
47 1.20 1.40 1.60 1.80
m/z 44_.00 8.61%
5000 32
N S
m/z--> 20 40 60 80 100 120 140 160 180 200 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO71618\
Data File : VU025449.D

Aca On 17 Jul 2018 01:26

Operator : MD/SY

Sample : J3984-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71618WMA .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 Methyl propionate Concentration Rank 5

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

4.80 7.11 ug/L 108212 1,4-Difluorobenzene 5.89
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 80
4 Methvl propionate 88 C4H802 000554-12-1 59
5 3-Furanol, tetrahydro- 88 C4H802 000453-20-3 9

Abundance Scan 1309 (4.799 min): VU025449.D (-1294) (-) m/z 57.00 100.00%
57
5000 P !ﬁ
45 ‘ 4.40 4.60 4.80 5.00 5.20
e e e e e e8| m/z 88.10  37.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2027: Methyl propionate
29
57
5000 USRI SRR RN RS
4.40 4.60 4.80 5.00 5.20
88 m/z 59.00 34.78%
Il 2B w 74
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
29 57
440 460 480 500 520
5000 m/z 55.00 6.01%
88
45
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2030: Methyl propionate RN A B
57 440 460 480 500 520
29 m/z 44.95 5.48%
5000
88
15
"ﬂw'Mhwfg“ﬁ'7%|"“|"“|"“|"“|"“|"“|"”
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO71618\
Data File : VU025449.D

Aca On 17 Jul 2018 01:26

Operator : MD/SY

Sample : J3984-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71618WMA .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 Pentanoic acid, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.97 3.07 ug/L 51912 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 72
2 3-(Dioxolan-2-vI)-1.1-dimethvl-2... 251 C14H21NO3 1000305-98-1 64
3 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 59
4 Pentanoic acid. 2-methvl-. butvl... 172 C10H2002 006297-41-2 56
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 50
Abundance Scan 3228 (10.969 min): VU025449.D (-3217) (-) m/z 74.00 100.00%
7n
5000
43
87 U UL IR SRR I
6 | 105 15, 10.60 10.80 11.00 11.20
L S e B m/z 42.95 35.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8128: Pentanoic acid, 2-methyl-
74
5000 43
10.60 10.80 11.00 11.20
87 m/z 41.00 26.05%
H\H\\mm
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
74
10.60 10.80 11.00 11.20
5000 m/z 73.00 20.78%
58
45 104 189 251
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4278: Butanoic acid, 2-methyl-
74 10.60 10.80 11.00 11.20
m/z 39.00 18.47%
29 57
5000
87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71618\
Data File : VU025449.D

Acq On 17 Jul 2018 01:26

Operator : MD/SY

Sample - J3984-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71618WMA .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]
Methanethiol 1.56 14.3 ug/L 217635 1 5.89 761392 50.0
Methyl propionate 4.80 7.1 ug/L 108212 1 5.89 761392 50.0
Pentanoic acid, 2... 10.97 3.1 ug/L 51912 3 11.49 844350 50.0
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