LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU032419\
Data File : VU030368.D

Aca On : 24 Mar 2019 14:15

Operator : JC/SP

Sample : K2016-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 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\SOMULMO32319WMA .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 1.183 25 29 35 rvB 16943 15288 0.72% 0.104%
2 1.296 60 64 71 rvVB 14245 12867 0.61% 0.088%
3 1.399 89 96 106 rBvV 224456 220575 10.46% 1.507%
4 1.675 175 182 201 rVB 161929 217797 10.33% 1.488%
5 1.884 243 247 251 rVB4 4374 4082 0.19% 0.028%
6 2.164 330 334 336 rBV 2605 2274 0.11% 0.016%
7 2.270 356 367 380 rBV 344843 516723 24.50% 3.529%
8 2.444 411 421 434 rBV 53512 94135 4_.46% 0.643%
9 2.637 471 481 485 rBV 1615 2909 0.14% 0.020%
10 2.672 485 492 495 rBV 2472 2736 0.13% 0.019%
11 2.836 529 543 554 rBV3 12768 29400 1.39% 0.201%
12 2.981 583 588 590 rBV 1544 1505 0.07% 0.010%
13 3.186 641 652 666 rBV3 15174 34438 1.63% 0.235%
14 3.473 737 741 744 rBV 1825 1342 0.06% 0.009%
15 3.569 766 771 774 rBV 1485 1336 0.06% 0.009%
16 3.820 846 849 853 rBV 1939 1744 0.08% 0.012%
17 3.855 858 860 868 rVB2 1808 1977 0.09% 0.014%
18 4.173 948 959 991 rBV 165666 450958 21.38% 3.080%
19 4.389 1017 1026 1040 rBvV2 10336 26387 1.25% 0.180%
20 4.563 1076 1080 1084 rBvV 2020 1930 0.09% 0.013%
21 4.646 1088 1106 1131 rBv2 258172 614712 29.15% 4.199%
22 4.749 1131 1138 1144 rVB3 2008 3010 0.14% 0.021%
23 4.942 1194 1198 1206 rvB2 2186 3371 0.16% 0.023%
24 4.987 1206 1212 1215 rBvV2 2344 3085 0.15% 0.021%
25 5.099 1239 1247 1249 rBV 1689 2254 0.11% 0.015%
26 5.225 1280 1286 1288 rBV 1602 1435 0.07% 0.010%

27 5.337 1297 1321 1327 rBV2 542955 1514490 71.82% 10.344%
28 5.386 1329 1336 1377 rVB 994663 2108795 100.00% 14.403%
29 5.614 1404 1407 1410 rBV 1910 1598 0.08% 0.011%
30 5.800 1456 1465 1474 rVB4 4697 9110 0.43% 0.062%

31 5.884 1478 1491 1517 rBV 479469 963081 45.67% 6.578%
32 6.328 1614 1629 1651 rBV 360173 732699 34.74% 5.004%
33 6.511 1681 1686 1689 rBV2 1660 1734 0.08% 0.012%
34 6.681 1734 1739 1745 rBV2 1142 1748 0.08% 0.012%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU032419\
Data File : VU030368.D

Aca On : 24 Mar 2019 14:15

Operator : JC/SP

Sample : K2016-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 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\SOMULMO32319WMA .M
Title : VOC Analysis

35 6.726 1750 1753 1760 rVB 2076 2092 0.10% 0.014%
36 6.813 1774 1780 1781 rBV3 3628 3079 0.15% 0.021%
37 6.964 1824 1827 1833 rVB 1846 1734 0.08% 0.012%
38 7.061 1851 1857 1859 rBV 1692 1510 0.07% 0.010%
39 7.112 1864 1873 1879 rVB 1427 2134 0.10% 0.015%
40 7.225 1897 1908 1933 rBV 178341 332298 15.76% 2.270%
41 7.389 1949 1959 1970 rBV5 16071 31211 1.48% 0.213%
42 7.479 1981 1987 1991 rVB 1359 1571 0.07% 0.011%

43 7.562 1995 2013 2036 rBvV 673578 1217647 57.74% 8.317%
44 7.849 2089 2102 2120 rBV 125418 225682 10.70% 1.541%

45 8.013 2150 2153 2157 rBV2 1561 1637 0.08% 0.011%
46 8.038 2157 2161 2163 rVV 2176 1611 0.08% 0.011%
47 8.058 2163 2167 2172 rVB 1321 1385 0.07% 0.009%
48 8.103 2176 2181 2188 rVB 1892 1938 0.09% 0.013%
49 8.173 2197 2203 2205 rBV2 1757 1988 0.09% 0.014%
50 8.234 2218 2222 2227 rVB 1903 1768 0.08% 0.012%
51 8.308 2233 2245 2274 rBV 522790 968311 45.92% 6.614%
52 8.620 2334 2342 2347 rBV 2376 3285 0.16% 0.022%
53 8.662 2353 2355 2362 rVB 1817 1808 0.09% 0.012%
54 8.771 2385 2389 2399 rBvV2 1890 3095 0.15% 0.021%
55 8.849 2409 2413 2416 rBV2 2267 1850 0.09% 0.013%
56 9.366 2568 2574 2585 rVB6 4774 8098 0.38% 0.055%
57 9.479 2605 2609 2614 rVB 1914 1867 0.09% 0.013%
58 9.543 2623 2629 2632 rBV 1773 1965 0.09% 0.013%
59 9.636 2649 2658 2660 rBvV2 1252 1462 0.07% 0.010%
60 9.723 2681 2685 2690 rVB2 1249 1440 0.07% 0.010%
61 9.784 2701 2704 2709 rVB3 1695 1486 0.07% 0.010%
62 9.887 2733 2736 2742 rVB2 1892 1630 0.08% 0.011%
63 9.929 2742 2749 2755 rBV 2436 3841 0.18% 0.026%
64 9.996 2767 2770 2773 rBV 1824 1473 0.07% 0.010%
65 10.427 2892 2904 2923 rVV 482470 777263 36.86% 5.309%
66 10.565 2944 2947 2952 rVB 2270 1686 0.08% 0.012%
67 10.604 2952 2959 2962 rBV3 1813 2176 0.10% 0.015%
68 10.771 3006 3011 3015 rVB 2111 2239 0.11% 0.015%
69 10.794 3015 3018 3022 rBV2 1460 1370 0.06% 0.009%
70 10.868 3037 3041 3046 rBvV 2036 1826 0.09% 0.012%
71 11.221 3146 3151 3155 rVB 1493 1531 0.07% 0.010%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU032419\
Data File : VU030368.D

Aca On : 24 Mar 2019 14:15

Operator : JC/SP

Sample : K2016-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 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\SOMULMO32319WMA .M
Title : VOC Analysis
72 11.418 3203 3212 3220 rBvY 38643 59384 2.82% 0.406%
73 11.482 3220 3232 3263 rVB2 656063 1666553 79.03% 11.383%
74 11.707 3297 3302 3308 rVB2 1669 2100 0.10% 0.014%
75 11.742 3309 3313 3318 rVB 1508 1365 0.06% 0.009%
76 11.800 3327 3331 3334 rBvY 1726 1478 0.07% 0.010%
77 11.861 3335 3350 3378 rBV3 700467 1619509 76.80% 11.061%
78 12.176 3445 3448 3453 rBY 1321 1358 0.06% 0.009%
79 12.389 3511 3514 3521 rVB 2235 2309 0.11% 0.016%
80 12.430 3521 3527 3529 rBvY 1523 1530 0.07% 0.010%
81 12.520 3550 3555 3556 rBV2 1462 1329 0.06% 0.009%
82 12.536 3557 3560 3573 rVB 2480 4577 0.22% 0.031%
83 12.598 3573 3579 3583 rBvY 2034 2868 0.14% 0.020%
84 12.723 3614 3618 3622 rBV3 1336 1466 0.07% 0.010%
85 12.813 3643 3646 3652 rVB 1429 1313 0.06% 0.009%
86 12.919 3675 3679 3687 rBV 2423 3210 0.15% 0.022%
87 12.967 3687 3694 3697 rBV2 1719 1839 0.09% 0.013%
88 13.028 3710 3713 3717 rVB 2649 2187 0.10% 0.015%
89 13.057 3717 3722 3725 rBV2 2467 2363 0.11% 0.016%
90 13.469 3844 3850 3853 rBV2 1457 1789 0.08% 0.012%
91 13.511 3853 3863 3878 rBV6 11211 26518 1.26% 0.181%
92 13.781 3942 3947 3950 rBVY 1498 1463 0.07% 0.010%
93 13.880 3974 3978 3985 rVB 1633 2016 0.10% 0.014%
94 14.109 4045 4049 4053 rBvV2 2101 1778 0.08% 0.012%
95 14.134 4053 4057 4060 rVv2 1339 1316 0.06% 0.009%
96 14.205 4076 4079 4084 rBvY 1391 1459 0.07% 0.010%
97 14.331 4115 4118 4123 rBV2 1219 1337 0.06% 0.009%
98 14.443 4149 4153 4158 rBvY 1894 1885 0.09% 0.013%
99 14.852 4275 4280 4285 rBV2 2339 2592 0.12% 0.018%
100 16.054 4651 4654 4659 rBV2 1925 1708 0.08% 0.012%

Sum of corrected areas: 14641111
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU032419\
VU030368.D

24 Mar 2019 14:15

JC/SP

K2016-02

5.0mL/MSVOA U/WATER

12 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO32319WMA .M
VOC Analysis

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU030368.D
1500000
5.39
1000000
5 5.88
500000 i
2.27 6.33
4.65
1,40 1.68 4.17
e
ol 1.88 2.1 mmNQ%3w 3@9 a% 4%4 M&m%w 5615 6.51
I - e = — — — e e
Time--> 1.50 zm 2.50 3m 3m 4m 4m sm 5.50 6.00 6.50
Abundance TIC: VU030368.D
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Abundance TIC: VU030368.D
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500000
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— — — — — — == — Seee e
Time--> 1%0 Bm 1%0 Mm 1%0 ﬁm 1%0 mm 1%0 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU032419\
Data File : VU030368.D

Aca On : 24 Mar 2019 14:15

Operator : JC/SP

Sample : K2016-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 1 Isopropyl Alcohol Concentration Rank 21

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

2.44 4.89 ug/L 94135 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 78
2 Isopropvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropvl Alcohol 60 C3H80 000067-63-0 43
4 4-Penten-2-ol 86 C5H100 000625-31-0 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 420 (2.440 min): VU030368.D (-411) (-) m/z 45.05 100.00%
45
5000
41 59 220 2.40 2.60 2.80
o.,....,....,....,....,....,....?.6.3.5?,!.-]: b || M7z 43.10  19.38%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: 1sopropy! Alcohol
45
5000
220 2.40 2.60 2.80
27 m/z 41.05 7.46%
15 19 31 41 59
0'w'“l“'w'“lw'”|“J|“'w'%'“l” AR RRARS RALRS RN RARRS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
220 2.40 2.60 2.80
5000 m/z 39.00 5.78%
15 19 2T 3 3g 41 59
0‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45 220 2.40 2.60 2.80
m/z 42.10 4.67%
5000
0 15 10 T a gal 53 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 240 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU032419\
Data File : VU030368.D

Acq On : 24 Mar 2019 14:15

Operator : JC/SP

Sample - K2016-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .M
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]

Isopropyl Alcohol 2.44 4.9 ug/L 94135 1 5.88 963081 50.0
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