LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016933.D

Aca On : 15 Jun 2020 13:52

Operator : SY/MD

Sample : L2947-02DL 20X

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 10 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\SOMVLMO60820WMA .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 1.316 64 70 83 rvB 178673 180386 12.89% 1.463%
2 1.563 141 147 159 rvB 117042 143033 10.22% 1.160%
3 2.119 310 320 334 rBV2 281601 422975 30.22% 3.430%
4 2.380 399 401 402 rBV2 1769 829 0.06% 0.007%
5 2.737 509 512 514 rvB4 999 566 0.04% 0.005%
6 2.881 554 557 559 rBV3 923 461 0.03% 0.004%
7 2.901 559 563 565 rBv4 1606 1251 0.09% 0.010%
8 3.029 599 603 605 rBv4 1445 1251 0.09% 0.010%
9 3.055 610 611 612 rBV 1186 404 0.03% 0.003%
10 3.129 632 634 637 rBV3 1038 506 0.04% 0.004%
11 3.158 640 643 646 rBv4 1908 1353 0.10% 0.011%
12 3.209 646 659 674 rvv 103710 222534 15.90% 1.805%
13 3.386 710 714 718 rBV6 1158 954 0.07% 0.008%
14 3.418 722 724 727 rVB4 2198 1136 0.08% 0.009%
15 3.450 729 734 739 rVBS8 1924 1821 0.13% 0.015%
16 3.476 739 742 743 rBV3 1689 1179 0.08% 0.010%
17 3.676 801 804 805 rBV3 1763 1238 0.09% 0.010%
18 3.746 824 826 829 rBV3 978 517 0.04% 0.004%
19 3.795 840 841 843 rVB2 1647 609 0.04% 0.005%

20 3.897 863 873 900 rBV 109746 307886 21.99% 2.497%

21 4_.373 1005 1021 1042 rBV 228686 557932 39.86% 4 _.525%

22 4.512 1061 1064 1066 rBvV4 1417 1190 0.09% 0.010%
23 4.544 1072 1074 1077 rBV3 1429 838 0.06% 0.007%
24 4.634 1085 1102 1123 rVB 421790 1038581 74.19% 8.423%
25 4.939 1195 1197 1199 rBV3 1275 726 0.05% 0.006%
26 5.071 1222 1238 1263 rBV2 550513 1399803 100.00% 11.352%
27 5.457 1356 1358 1359 rBvV 994 375 0.03% 0.003%
28 5.499 1369 1371 1373 rBV3 1381 630 0.05% 0.005%
29 5.544 1383 1385 1387 rBV3 1310 512 0.04% 0.004%
30 5.585 1396 1398 1399 rBVvV2 589 153 0.01% 0.001%
31 5.640 1402 1415 1439 rBvV 446017 889842 63.57% 7.217%
32 5.926 1492 1504 1519 rBV2 29114 65658 4.69% 0.532%
33 6.045 1539 1541 1542 rBV2 1164 489 0.03% 0.004%

34 6.093 1543 1556 1579 rvVv 316332 639302 45.67% 5.185%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016933.D

Aca On : 15 Jun 2020 13:52

Operator : SY/MD

Sample : L2947-02DL 20X

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 10 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\SOMVLMO60820WMA .M
Title : VOC Analysis

35 6.550 1696 1698 1701 rBV3 1134 587 0.04% 0.005%
36 6.598 1710 1713 1716 rBVv4 2227 1679 0.12% 0.014%
37 6.852 1790 1792 1795 rVB3 1932 876 0.06% 0.007%
38 6.894 1803 1805 1806 rBvV2 1456 742 0.05% 0.006%
39 7.007 1831 1840 1861 rVB 186297 329925 23.57% 2.676%
40 7.251 1914 1916 1918 rBV3 1484 763 0.05% 0.006%

41 7.338 1931 1943 1960 rBV 661525 1128912 80.65% 9.155%
42 7.640 2028 2037 2052 rBvV 129257 217708 15.55% 1.766%

43 7.782 2080 2081 2082 rBV 1219 401 0.03% 0.003%
44 7.926 2124 2126 2127 rBV3 938 277 0.02% 0.002%
45 7.949 2130 2133 2137 rBV5 1813 1624 0.12% 0.013%
46 7.997 2145 2148 2150 rBV3 1525 711 0.05% 0.006%
47 8.036 2157 2160 2163 rBv4 1971 1735 0.12% 0.014%
48 8.109 2172 2183 2219 rBvV2 300909 617135 44.09% 5.005%
49 8.466 2292 2294 2296 rBV3 1334 742 0.05% 0.006%
50 8.601 2334 2336 2338 rBVvV2 1452 612 0.04% 0.005%
51 8.708 2367 2369 2370 rBvV2 894 465 0.03% 0.004%
52 8.756 2382 2384 2388 rBv4 1120 890 0.06% 0.007%
53 8.807 2398 2400 2402 rVvB2 1268 535 0.04% 0.004%
54 8.871 2408 2420 2445 rBV 658971 1080916 77.22% 8.766%
55 9.203 2521 2523 2527 rBV5 1397 864 0.06% 0.007%
56 9.244 2532 2536 2539 rVB5 1330 1018 0.07% 0.008%
57 9.261 2539 2541 2542 rBV2 1328 683 0.05% 0.006%
58 9.405 2583 2586 2587 rBvV2 1670 949 0.07% 0.008%
59 9.415 2587 2589 2592 rVB3 2215 914 0.07% 0.007%
60 9.431 2592 2594 2596 rBV2 1334 571 0.04% 0.005%
61 9.482 2607 2610 2614 rBVS5 2438 2136 0.15% 0.017%
62 9.518 2619 2621 2622 rBV2 1730 770 0.06% 0.006%
63 9.560 2631 2634 2636 rBV3 1903 1343 0.10% 0.011%
64 9.650 2657 2662 2665 rBV6 2279 2223 0.16% 0.018%
65 9.662 2665 2666 2670 rvv4 1660 1002 0.07% 0.008%
66 9.707 2674 2680 2682 rBV5 1625 1393 0.10% 0.011%
67 9.752 2683 2694 2705 rBvV2 64821 106754 7.63% 0.866%
68 9.862 2724 2728 2730 rBV6 1740 1487 0.11% 0.012%
69 10.026 2777 2779 2781 rBV2 2757 1577 0.11% 0.013%
70 10.074 2792 2794 2798 rBV5 1476 1117 0.08% 0.009%
71 10.187 2827 2829 2833 rVB4 1447 870 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016933.D

Aca On : 15 Jun 2020 13:52

Operator : SY/MD

Sample : L2947-02DL 20X

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 10 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_V\METHOD\SOMVLMO60820WMA .M
VOC Analysis

72 10.238 2833 2845 2861 rBV 382901 602400 43.03% 4 _885%

73 10.351 2877 2880 2881 rBV3 1875 882 0.06% 0.007%
74 10.502 2917 2927 2941 rVvB2 121531 206124 14.73% 1.672%
75 10.659 2974 2976 2979 rBvV4 1306 844 0.06% 0.007%
76 10.707 2990 2991 2993 rBV2 960 484 0.03% 0.004%
77 10.878 3041 3044 3049 rBV7 1013 1161 0.08% 0.009%
78 11.035 3091 3093 3096 rBv4 848 326 0.02% 0.003%
79 11.270 3155 3166 3182 rBV 666348 1015199 72.52% 8.233%
80 11.357 3191 3193 3196 rBv4 1777 863 0.06% 0.007%
81 11.556 3247 3255 3264 rBvV4 8103 14217 1.02% 0.115%
82 11.646 3272 3283 3301 rBV 683198 1070150 76.45% 8.679%
83 11.878 3352 3355 3359 rBV3 1869 1636 0.12% 0.013%
84 12.039 3401 3405 3408 rBV5 2186 1858 0.13% 0.015%
85 12.527 3555 3557 3558 rBV2 1449 509 0.04% 0.004%
86 12.576 3571 3572 3575 rBV3 1343 973 0.07% 0.008%
87 12.714 3613 3615 3616 rBV2 1084 407 0.03% 0.003%
88 12.839 3652 3654 3656 rBV3 1387 756 0.05% 0.006%
89 13.064 3720 3724 3726 rBv4 1103 922 0.07% 0.007%
90 13.148 3747 3750 3754 rBV6 1543 1068 0.08% 0.009%
91 13.383 3821 3823 3825 rBV3 1094 525 0.04% 0.004%
92 13.608 3892 3893 3896 rBV3 1069 635 0.05% 0.005%
93 13.672 3911 3913 3916 rBV3 1733 1197 0.09% 0.010%
94 13.688 3916 3918 3919 rBV2 1199 514 0.04% 0.004%
95 13.788 3946 3949 3951 rBV3 981 521 0.04% 0.004%
96 13.900 3981 3984 3988 rBV4 1587 1400 0.10% 0.011%
97 13.952 3997 4000 4002 rBv4 1394 931 0.07% 0.008%
98 14.505 4169 4172 4175 rBvV4 1813 1307 0.09% 0.011%
99 15.090 4351 4354 4357 rBV5 1892 1689 0.12% 0.014%
100 15.344 4431 4433 4438 rBV5 2191 1274 0.09% 0.010%
Sum of corrected areas: 12330598
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016933.D

Aca On : 15 Jun 2020 13:52

Operator : SY/MD

Sample : L2947-02DL 20X

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VV016933.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016933.D

Aca On : 15 Jun 2020 13:52

Operator : SY/MD

Sample : L2947-02DL 20X

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
Quant Title : 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 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 3

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

9.75 4.94 ug/L 106754 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 83
2 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 50
3 2-Octanol. 2.6-dimethvl- 158 C10H220 018479-57-7 45
4 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 45
5 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 38

Abundance Scan 2693 (9.749 min): VV016933.D (-2683) (-) m/z 59.10 100.00%
59
5000
41 69 97 SRR SRR RN
|| 40 “I L778s | 115 9.40 9.60 9.80 10.00
Olrrprrrrprrrrprrrtrier e St e b e || M/ 40.95 25 13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)-
509
5000
9.40 9.60 9.80 10.00
m/z 54.95 20.18%
41 97
69
o 15 3 a9 g M
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
9.40 9.60 9.80 10.00
5000 41 m/z 42.95 19.30%
69
27 97
o 15 51 77 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #29640: 2-Octanol, 2,6-dimethyl-
50 9.40 9.60 9.80 10.00
m/z 56.00 18.22%
5000
41 69
0 BT sl I 8 95 111 125 a3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016933.D

Aca On : 15 Jun 2020 13:52

Operator : SY/MD

Sample : L2947-02DL 20X

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
Quant Title : 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 2
R.T. EstConc Area Relative to ISTD R.T.
10.50 10.15 ug/L 206124 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole-4-carboxvlic acid. 3... 127 C4H5N302 041680-34-6 38
2 2-Thiophenecarboxaldehvde. oxime 127 C5H5NOS 029683-84-9 35
3 2.5-Pvrrolidinedione. l-ethvl- 127 C6HONO2 002314-78-5 35
4 3.5.5-Trimethvlcvclohexvl propvl... 250 C12H24F02P 1000298-30-8 32
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 27
Abundance Scan 2926 (10.498 min): VV016933.D (-2917) (-) m/z 42.95 100.00%
43 127
69
84 109
5000
57
I 98 141 ., 10.20 10.40 10.60 10.80 :
Obpreerprr el m/z 127 .05 89.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11704: 1H-Pyrazole-4-carboxylic acid, 3-amino-
109
127
5000 USRNSSR SUNBR SRR
5> 10.20 10.40 10.60 10.80
m/z 68.95 80.51%
0 43 || g0 68 8l 91 99
s o 20 B 6 T Be 80 150 115 136 13 190 15 160
Abundance
127
84 10,20 10.40 10.60 10.80
5000 m/z 84.10 59.29%
39
16 28 50 58 69 100 110
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11767: 2,5-Pyrrolidinedione, 1-ethyl- L e
56 127 10.20 10.40 10.60 10.80
28 m/z 109.05 58.35%
5000 84
41 70 99 112
OW””PJM””M”'”L'”mh”P”W”JL”W””P”“””P”W””P' USRNSSR SUNBA SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV061520\
Data File : VV016933.D

Acq On : 15 Jun 2020 13:52

Operator : SY/MD

Sample : L2947-02DL 20X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVLMO60820WMA .M
Quant Title : 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]
2-Hexanol, 2,5-di... 9.75 4.9 ug/L 106754 2 8.87 1080920 50.0
unknown-01 10.50 10.2 ug/L 206124 3 11.27 1015200 50.0
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