LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112019\
Data File : VU035786.D

Aca On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.83a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 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\SOMULM103119WMA_.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 1.610 76 84 99 rvB 287140 353672 13.45% 1.276%
2 1.890 166 171 180 rvVB 264131 289659 11.01% 1.045%
3 2.559 366 379 394 rBV 487503 801632 30.48% 2.891%
4 2.999 506 516 528 rBV2 11079 20522 0.78% 0.074%
5 3.131 555 557 561 rVB2 682 411 0.02% 0.001%
6 3.166 565 568 571 rBV2 924 733 0.03% 0.003%
7 3.221 573 585 601 rBV2 15963 39584 1.51% 0.143%
8 3.375 621 633 644 rVB3 8161 16270 0.62% 0.059%
9 3.587 696 699 702 rBV 1033 588 0.02% 0.002%
10 3.652 717 719 724 rVB3 552 418 0.02% 0.002%
11 3.706 730 736 738 rBv4 2430 2257 0.09% 0.008%
12 3.761 750 753 758 rVB4 690 468 0.02% 0.002%
13 3.787 758 761 765 rVB2 1034 603 0.02% 0.002%
14 3.851 779 781 784 rVB2 855 453 0.02% 0.002%
15 3.935 801 807 809 rBV3 419 377 0.01% 0.001%
16 3.986 821 823 828 rVB3 604 492 0.02% 0.002%
17 4.012 828 831 835 rBV3 688 609 0.02% 0.002%
18 4.060 842 846 849 rBV2 698 630 0.02% 0.002%
19 4.099 852 858 860 rBV2 545 564 0.02% 0.002%
20 4.147 867 873 875 rBV2 602 549 0.02% 0.002%
21 4.234 895 900 902 rBV 590 570 0.02% 0.002%
22 4.247 902 904 908 rVB 713 393 0.01% 0.001%
23 4.282 908 915 917 rBV3 509 442 0.02% 0.002%
24 4.501 980 983 985 rBV3 552 387 0.01% 0.001%
25 4 _.552 996 999 1003 rBV2 1174 1124 0.04% 0.004%
26 4.636 1020 1025 1027 rBvV3 705 604 0.02% 0.002%
27 4.710 1027 1048 1080 rBv2 880174 2208061 83.96% 7.964%
28 4.903 1106 1108 1111 rVB3 793 452 0.02% 0.002%
29 4.983 1129 1133 1136 rBv4 1040 869 0.03% 0.003%
30 5.112 1155 1173 1196 rVvV 444696 1043339 39.67% 3.763%
31 5.259 1215 1219 1229 rVB7 1721 2350 0.09% 0.008%
32 5.327 1235 1240 1248 rBV7 1973 2780 0.11% 0.010%
33 5.404 1256 1264 1266 rBv4 3451 4039 0.15% 0.015%
34 5.478 1285 1287 1290 rBV3 521 403 0.02% 0.001%

SOMULM103119WMA_.M Mon Nov 25 13:32:27 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112019\
Data File : VU035786.D

Aca On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.83a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 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\SOMULM103119WMA _M
Title : VOC Analysis

35 5.526 1298 1302 1306 rVB4 429 458 0.02% 0.002%
36 5.555 1310 1311 1318 rVB3 841 738 0.03% 0.003%
37 5.616 1325 1330 1341 rVB8 1616 2712 0.10% 0.010%
38 5.661 1341 1344 1348 rBV3 588 462 0.02% 0.002%
39 5.681 1348 1350 1354 rVB2 898 465 0.02% 0.002%
40 5.761 1354 1375 1398 rBV2 1058791 2629987 100.00% 9.485%
41 5.992 1444 1447 1450 rVB5 752 428 0.02% 0.002%
42 6.021 1451 1456 1458 rBVv4 955 832 0.03% 0.003%
43 6.134 1487 1491 1492 rBV 891 634 0.02% 0.002%
44 6.163 1492 1500 1507 rvvio 4873 7752 0.29% 0.028%
45 6.208 1511 1514 1518 rVvv3 640 499 0.02% 0.002%
46 6.288 1524 1539 1559 rBV 824728 1622130 61.68% 5.850%
47 6.481 1597 1599 1602 rBV3 730 397 0.02% 0.001%
48 6.504 1604 1606 1609 rVB3 1250 652 0.02% 0.002%
49 6.520 1609 1611 1613 rBV2 925 411 0.02% 0.001%

50 6.578 1613 1629 1646 rBvV 970266 1843366 70.09% 6.648%

51 6.732 1662 1677 1705 rBvV 604211 1236833 47.03% 4.461%

52 7.057 1775 1778 1781 rVB4 794 524 0.02% 0.002%
53 7.073 1781 1783 1786 rBV3 677 497 0.02% 0.002%
54 7.095 1786 1790 1792 rVVv3 1184 757 0.03% 0.003%
55 7.230 1818 1832 1852 rBV9 13809 35309 1.34% 0.127%
56 7.378 1875 1878 1884 rVB4 913 720 0.03% 0.003%
57 7.443 1894 1898 1900 rBV3 645 477 0.02% 0.002%
58 7.529 1912 1925 1932 rBV7 2888 6137 0.23% 0.022%
59 7.603 1934 1948 1967 rBV 313754 586840 22.31% 2.117%
60 7.771 1998 2000 2003 rBV3 769 603 0.02% 0.002%
61 7.822 2009 2016 2017 rBvV7 2201 2114 0.08% 0.008%
62 7.883 2030 2035 2037 rBv4 10870 10706 0.41% 0.039%
63 7.931 2038 2050 2066 rvVB 1113093 1961951 74.60% 7.076%
64 8.160 2114 2121 2126 rVB4 9299 11772 0.45% 0.042%
65 8.217 2127 2139 2151 rBV2 219776 421642 16.03% 1.521%
66 8.398 2184 2195 2205 rBV5 17348 31165 1.18% 0.112%
67 8.462 2208 2215 2220 rVV8 2583 3430 0.13% 0.012%

68 8.584 2238 2253 2267 rBV 1006687 1740546 66.18% 6.278%
69 8.687 2271 2285 2311 rBV 749690 1597019 60.72% 5.760%
70 8.825 2322 2328 2341 rVB7 35296 66813 2.54% 0.241%
71 8.893 2343 2349 2357 rVB4 29289 43758 1.66% 0.158%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112019\
Data File : VU035786.D

Aca On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.83a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .M
VOC Analysis

72 8.954 2358 2368 2377 rBv4 62503 113394 4_.31% 0.409%

73 9.098 2404 2413 2420 rBV6 13362 22465 0.85% 0.081%
74 9.147 2421 2428 2433 rVV3 14851 21470 0.82% 0.077%
75 9.192 2433 2442 2450 rVvVv4 74709 130804 4._.97% 0.472%
76 9.240 2451 2457 2471 rVB4 61212 99514 3.78% 0.359%
77 9.320 2475 2482 2484 rBV5 3424 4444 0.17% 0.016%
78 9.359 2485 2494 2504 rBV2 47421 74314 2.83% 0.268%

79 9.452 2510 2523 2544 rBV 1232595 2147582 81.66% 7.746%
80 9.597 2556 2568 2579 rBv4 90254 174338 6.63% 0.629%

81 9.658 2580 2587 2591 rBV5 20385 31006 1.18% 0.112%
82 9.722 2600 2607 2617 rBV2 160062 277336 10.55% 1.000%
83 9.906 2651 2664 2678 rBV10 18091 46897 1.78% 0.169%
84 9.973 2682 2685 2695 rVB8 4689 6976 0.27% 0.025%

85 10.060 2697 2712 2722 rBV7 53969 142128 5.40% 0.513%

86 10.131 2726 2734 2747 rVB 117209 208924 7.94% 0.754%
87 10.272 2769 2778 2793 rBV3 64380 135792 5.16% 0.490%

88 10.491 2839 2846 2858 rVB3 18981 37129 1.41% 0.134%
89 10.574 2859 2872 2882 rBV9 32057 81475 3.10% 0.294%
90 10.790 2927 2939 2950 rBV 875902 1519743 57.79% 5.481%
91 10.973 2991 2996 3006 rBV3 15226 22346 0.85% 0.081%
92 11.134 3040 3046 3062 rVB4 114174 203570 7.74% 0.734%
93 11.436 3133 3140 3148 rVB2 64809 88035 3.35% 0.318%

94 11.838 3254 3265 3279 rBV 1003512 1719075 65.36% 6.200%
95 12.221 3371 3384 3398 rBV 965911 1640114 62.36% 5.915%

96 12.346 3417 3423 3434 rVB2 41429 55095 2.09% 0.199%

97 12.909 3592 3598 3604 rBV6 7711 9820 0.37% 0.035%

98 13.452 3760 3767 3772 rBV7 7702 12267 0.47% 0.044%

99 13.864 3889 3895 3900 rBVS 5977 8023 0.31% 0.029%

100 14.105 3963 3970 3978 rBvV2 16839 24735 0.94% 0.089%
Sum of corrected areas: 27726651
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112019\
Data File : VU035786.D

Aca On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.83a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .M
VOC Analysis

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

Abundance TIC: VU035786.D
1200000

5.76

1000000 6.58

4.71
6.29

800000

600000 6.7

2.56
5.11

400000 1.89
1.61

200000

0 3. O%38 33 RIEB! 'e:.‘: DA 4456!:'44)4 4 53ML‘ %g%ﬁg

T T = — e .
Time--> 1.50 2.00 2.50 3 OO 3. 50 4.00 4 50 5 OO 6 OO 6.50
Abundance TIC: VU035786.D
1200000 9145

11.84
1000000 8.8 12
10.79

800000 8.69

600000

400000

7.60

200000

0! = ALY
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: VU035786.D

1200000

1000000
800000
600000
400000
200000

12.35
0 LAA_,\ 12, 91 1345  13.86 14.10

Time--> 12.50 13. OO 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 U\DATA\VU112019\
Data File : VU035786.D

Aca On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.83a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .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: Cyclic8.95 Concentration Rank 6

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

8.95 2.64 ug/L 113394 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 94
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 93
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 93
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 78

Abundance Scan 2367 (8.951 min): VU035786.D (-2358) (-) m/z 111.05 100.00%
69 141
55
5000 a1
83 ........” P
97 | 126 8.60 8.80 9.00 9.20
o L 2ok | Tm/z 69.05  88.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 a1 P
83 8.60 8.80 9.00 9.20
m/z 55.10 56.90%
m/z--> '20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69 111
- 860 8.80 9.00 9.20
5000 41 m/z 41.00 37.50%
83
0 27 97 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111 8.60 8.80 9.00 9.20
m/z 56.05 28.83%
5000 41 9
83
27
ol 97 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112019\
Data File : VU035786.D

Aca On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.83a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .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: Cyclic9.19 Concentration Rank 5

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

9.19 3.05 ug/L 130804 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 94
2 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 94
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 90
4 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 83
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 83

Abundance Scan 2441 (9.189 min): VU035786.D (-2433) (-) m/z 69.05 100.00%
69 111
55
5000 41
126
3 97 8.80 9.00 9.20 9.40 9.60
o 207 281 | "m/z 111.10  97.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
41
5000 AN SRR RN
27 196 8.80 9.00 9.20 9.40 9.60
‘ a1 m/z 55.10 70.69%
Ol N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69 111
55 8.80 9.00 9.20 9.40 9.60
5000 41 m/z 41.00 51.56%
126
27 84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 8.80 9.00 9.20 9.40 9.60
4155 m/z 70.00 35.01%
5000
21 126
AE! 83 o,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112019\
Data File : VU035786.D

Aca On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.83a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .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: Cyclicl0.06 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.06 3.31 ug/L 142128 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 87
2 Cvclohexane. 1.3-dimethvl- 112 C8H16 000591-21-9 64
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 64
4 4-Octen-3-one 126 C8H140 014129-48-7 58
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 53
Abundance Scan 2712 (10.060 min): VU035786.D (-2697) (-) m/z 97.10 100.00%
55 o7
5000 a1
I" || ||‘| | T 126 9.80 10.00 10.20 10.40
O et Bt el m/z 55.05 97 .87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
5000
9.80 10.00 10.20 10.40
‘ 69 m/z 41.05 36.92%
126
0'”P'“I““I””h“”lmLI”Jl“'fi'ﬂ“lﬂ”'ﬁﬁ'ﬁ”'W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
980 10,00 10.20 1040
5000 a1 m/z 69.05 31.15%
7 60 112
0 15 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6809: Cyclohexane, 1,3-dimethyl-, cis- e
5 97 9.80 10.00 10.20 10.40

m/z 56.10 23.75%

5000 M
112
69
15 M U e ) & |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 980 10. 00 10 20 10. 40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112019\
Data File : VU035786.D

Aca On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.83a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.27 3.16 ug/L 135792 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 70
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 58
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 53
5 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 50
Abundance Scan 2777 (10.269 min): VU035786.D (-2769) (-) m/z 57.10 100.00%
57
43
71
5000

| ‘ I ?|3 97 11|3 126 14 10.00 10.20 10.40 10.60
el el RO M2 0 Tmzz 43.05 0 63.12%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57
43 71
5000 29
10.00 10.20 10.40 10.60
m/z 71.10 54 .33%
8 113
1.5 | |.|. || | f1in .||5 98 | 127 142
Obrrrrrr et e e et et e e e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
71
a1 10.00 10.20 10.40 10.60
5000 m/z 41.05 49_.67%
29 113
85
o 15 97 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl- e e A
57 10.00 10.20 10.40 10.60
m/z 56.10 40.52%
71
5000 43
29
113
o S A S N S N N A . AVS AR A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112019\
Data File : VU035786.D

Aca On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.83a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.13 5.92 ug/L 203570 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 90
2 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 83
3 Decane 142 C10H22 000124-18-5 81
4 Decane 142 C10H22 000124-18-5 78
5 Undecane 156 C11H24 001120-21-4 59
Abundance Scan 3045 (11.131 min): VU035786.D (-3040) (-) m/z 43.05 100.00%
7
5000 71
85
97
113 142 10.80 11.00 11.20 11.40
0 S| m/z 57.05 93.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19156: Decane
43
5000 71
85 10.80 11.00 11.20 11.40
29 m/z 41.10 57.93%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112019\
Data File : VU035786.D

Aca On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.83a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.44 2.56 ug/L 88035 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 72
2 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 72
3 Decane. 4-methvl- 156 C11H24 002847-72-5 68
4 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 64
5 Decane, 4-methyl- 156 C11H24 002847-72-5 58

Abundance Scan 3141 (11.439 min): VU035786.D (-3133) (-) m/z 71.10 100.00%
43 7
57
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o..,....,....,....,....,'.'.'.:,...-:|.'...,-.!'..,.9.‘?.,....,-“...,....,1.3.:??7‘.1...,.1.?.6,... m/z 43.10 93.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19190: Octane, 3,3-dimethyl-
a3 7
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Abundance #28434: Decane, 4-methyl- T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112019\
Data File : VU035786.D

Acq On : 20 Nov 2019 13:54

Operator : JC/SP

Sample : K5811-03ME

Misc : 5.839/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .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: Cyc... 8.95 2.6 ug/L 113394 2 9.45 2147580 50.0
(DEL) Alkane: Cyc... 9.19 3.0 ug/L 130804 2 9.45 2147580 50.0
(DEL) Alkane: Cyc... 10.06 3.3 ug/L 142128 2 9.45 2147580 50.0
(DEL) Alkane: Str... 10.27 3.2 ug/L 135792 2 9.45 2147580 50.0
(DEL) Alkane: Str... 11.13 5.9 ug/L 203570 3 11.84 1719080 50.0
(DEL) Alkane: Str... 11.44 2.6 ug/L 88035 3 11.84 1719080 50.0
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