LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034710.D

Aca On : 20 Sep 2019 23:57

Operator : JC/SP

Sample = K4993-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 35 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\SOMULMO91919WMA .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 1.177 20 27 37 rBv 107299 106676 4 .95% 0.641%
2 1.392 88 94 103 rBvV 302104 340949 15.81% 2.049%
3 1.672 174 181 193 rVB 240989 319227 14.80% 1.919%
4 2.257 354 363 375 rVB 434909 665296 30.85% 3.999%
5 2.428 407 416 437 rVB 71000 128014 5.94% 0.769%
6 2.553 452 455 457 rBV3 2208 1310 0.06% 0.008%
7 2.675 490 493 495 rBV4 1753 1386 0.06% 0.008%
8 2.762 517 520 521 rBV3 1802 1104 0.05% 0.007%
9 2.820 528 538 556 rVB 14026 33167 1.54% 0.199%
10 2.916 563 568 571 rBV6 1566 1475 0.07% 0.009%
11 3.273 677 679 686 rvVve 1632 1601 0.07% 0.010%
12 3.302 686 688 692 rvB4 1575 914 0.04% 0.005%
13 3.395 713 717 720 rBvV4 1920 2078 0.10% 0.012%
14 3.440 728 731 736 rVB5 946 908 0.04% 0.005%
15 3.463 736 738 742 rVB4 1292 880 0.04% 0.005%
16 3.492 742 747 752 rBV7 1428 1971 0.09% 0.012%
17 3.620 783 787 789 rBV3 1836 1516 0.07% 0.009%
18 3.678 800 805 810 rVB6 1197 1360 0.06% 0.008%
19 3.733 819 822 824 rVV3 1889 1370 0.06% 0.008%
20 3.746 824 826 832 rVB5 1617 1573 0.07% 0.009%
21 3.778 832 836 842 rVBY 1523 1596 0.07% 0.010%
22 3.926 879 882 886 rVB5 1134 869 0.04% 0.005%
23 3.952 886 890 893 rBV3 888 872 0.04% 0.005%
24 3.981 897 899 905 rVB3 1766 993 0.05% 0.006%
25 4.151 938 952 986 rBV 211227 601187 27.87% 3.613%
26 4.437 1035 1041 1042 rBvV6 1712 1635 0.08% 0.010%
27 4_.556 1076 1078 1082 rVvv5 1299 864 0.04% 0.005%
28 4.620 1082 1098 1121 rBvV 341223 829360 38.45% 4 .985%
29 4.964 1196 1205 1209 rBvV7 2913 3952 0.18% 0.024%
30 5.093 1242 1245 1246 rBV3 1236 883 0.04% 0.005%

31 5.315 1288 1314 1346 rBv2 713000 2156872 100.00% 12.963%
32 5.865 1471 1485 1513 rBV 596059 1205299 55.88% 7.244%
33 6.173 1573 1581 1590 rVB 6504 11418 0.53% 0.069%
34 6.305 1607 1622 1648 rBV 499166 1025290 47.54% 6.162%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034710.D

Aca On : 20 Sep 2019 23:57

Operator : JC/SP

Sample = K4993-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 35 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\SOMULMO91919WMA .M
Title : VOC Analysis
35 6.681 1737 1739 1743 rVB4 1808 1113 0.05% 0.007%
36 6.714 1746 1749 1752 rVB4 1798 1245 0.06% 0.007%
37 6.775 1762 1768 1770 rBV3 2160 1962 0.09% 0.012%
38 6.919 1809 1813 1816 rBV5 973 885 0.04% 0.005%
39 6.942 1817 1820 1824 rVV6 1180 1051 0.05% 0.006%
40 7.042 1848 1851 1854 rBVv4 1432 1025 0.05% 0.006%
41 7.148 1881 1884 1887 rBv4 1597 1092 0.05% 0.007%

42 7.205 1889 1902 1924 rBV 281163 519157 24.07% 3.120%
43 7.543 1994 2007 2025 rBV 924451 1646921 76.36% 9.898%
44 7.829 2085 2096 2122 rBV 181602 346039 16.04% 2.080%

45 8.141 2189 2193 2195 rBv4 1438 1086 0.05% 0.007%
46 8.205 2207 2213 2224 rVB4 3869 6277 0.29% 0.038%
47 8.289 2229 2239 2285 rBvV 646807 1305320 60.52% 7.845%
48 8.713 2369 2371 2378 rVB9 2382 2076 0.10% 0.012%
49 8.781 2390 2392 2395 rVB4 1873 943 0.04% 0.006%
50 8.807 2395 2400 2402 rBV6 1102 959 0.04% 0.006%
51 9.016 2462 2465 2466 rBV3 1557 897 0.04% 0.005%
52 9.067 2469 2481 2502 rBV 880024 1509714 70.00% 9.074%
53 9.193 2518 2520 2528 rVB9 2022 1541 0.07% 0.009%
54 9.357 2567 2571 2578 rVVv9 3058 3843 0.18% 0.023%
55 9.434 2592 2595 2597 rBV3 1485 968 0.04% 0.006%
56 9.450 2597 2600 2604 rVB4 2093 1440 0.07% 0.009%
57 9.479 2604 2609 2615 rVB9 1706 2291 0.11% 0.014%
58 9.559 2628 2634 2639 rVB7 1030 1342 0.06% 0.008%
59 9.591 2640 2644 2648 rBV7 1325 1045 0.05% 0.006%
60 9.742 2686 2691 2693 rBv4 1478 1307 0.06% 0.008%
61 9.755 2693 2695 2698 rBV3 1676 987 0.05% 0.006%
62 9.881 2732 2734 2740 rVB4 1282 900 0.04% 0.005%
63 10.077 2788 2795 2796 rBV5 1419 1427 0.07% 0.009%
64 10.215 2832 2838 2844 rVB7 1403 1725 0.08% 0.010%
65 10.247 2844 2848 2853 rBV6 942 886 0.04% 0.005%
66 10.270 2853 2855 2860 rVB5 1679 1390 0.06% 0.008%
67 10.350 2876 2880 2882 rBV2 1664 1314 0.06% 0.008%
68 10.408 2886 2898 2920 rBV 629815 1038374 48.14% 6.241%
69 10.572 2945 2949 2951 rBV5 1347 1117 0.05% 0.007%
70 10.720 2991 2995 2998 rVB4 1685 1290 0.06% 0.008%
71 10.794 3013 3018 3020 rBV5 1436 1182 0.05% 0.007%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034710.D

Aca On : 20 Sep 2019 23:57

Operator : JC/SP

Sample = K4993-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 35 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\SOMULMO91919WMA .M
Title : VOC Analysis
72 10.874 3038 3043 3048 rBVS 1421 1423 0.07% 0.009%
73 10.987 3075 3078 3083 rvv4 1344 1139 0.05% 0.007%
74 11.012 3083 3086 3089 rvB4 1522 883 0.04% 0.005%
75 11.459 3214 3225 3250 rBV 799641 1346793 62.44% 8.095%
76 11.774 3320 3323 3325 rBV4 1463 971 0.05% 0.006%
77 11.836 3330 3342 3367 rBV 810895 1387374 64.32% 8.338%
78 12.180 3447 3449 3452 rBV4 1659 1185 0.05% 0.007%
79 12.260 3472 3474 3478 rVB5 2177 1178 0.05% 0.007%
80 12.331 3493 3496 3501 rVB7 1955 1721 0.08% 0.010%
81 12.459 3532 3536 3538 rBvV4 1646 1341 0.06% 0.008%
82 12.646 3591 3594 3597 rBV3 1617 1423 0.07% 0.009%
83 12.771 3629 3633 3634 rBV3 1883 1550 0.07% 0.009%
84 12.884 3664 3668 3672 rVB4 2031 1885 0.09% 0.011%
85 12.987 3694 3700 3702 rVB6 1729 1279 0.06% 0.008%
86 13.102 3732 3736 3738 rVvv3 1646 1275 0.06% 0.008%
87 13.160 3750 3754 3757 rBV3 1450 1221 0.06% 0.007%
88 13.260 3782 3785 3787 rBV2 1649 1034 0.05% 0.006%
89 13.360 3813 3816 3819 rBV3 2307 1415 0.07% 0.009%
90 13.575 3880 3883 3888 rVVv6 1398 1220 0.06% 0.007%
91 13.813 3954 3957 3961 rBV5 2035 1955 0.09% 0.012%
92 14.080 4037 4040 4045 rBV6 2026 1833 0.08% 0.011%
93 14.279 4097 4102 4103 rBV3 2552 1931 0.09% 0.012%
94 14.504 4170 4172 4179 rVB7 1854 1827 0.08% 0.011%
95 14.778 4253 4257 4259 rBV4 1776 1368 0.06% 0.008%
96 14.826 4270 4272 4276 rBv4 1570 1012 0.05% 0.006%
97 14.896 4290 4294 4298 rBV7 2433 1992 0.09% 0.012%
98 15.060 4342 4345 4346 rBV2 1584 902 0.04% 0.005%
99 15.109 4357 4360 4362 rBv4 1982 1154 0.05% 0.007%
100 15.234 4395 4399 4401 rBV3 2678 1895 0.09% 0.011%
Sum of corrected areas: 16638175
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
VU034710.D

20 Sep 2019 23:57

JC/SP

K4993-06

5.0mL/MSVOA U/WATER

35 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .M
VOC Analysis

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034710.D

Aca On : 20 Sep 2019 23:57

Operator : JC/SP

Sample = K4993-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .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 3-Butenoic acid Concentration Rank 3

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

1.18 4.43 ug/L 106676 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenoic acid 86 C4H602 000625-38-7 78
2 2-Butenal. (E)- 70 C4H60 000123-73-9 72
3 Furan. 2.5-dihydro- 70 C4H60 001708-29-8 59
4 Cvclopropanecarboxvlic acid 86 C4H602 001759-53-1 59
5 2-Butenal 70 C4H60 004170-30-3 40

Abundance Scan 28 (1.180 min): VU034710.D (-20) (-) m/z 41.00 100.00%
1
5000
1.20 1.30 1.40 1.50 1.60
0 ...,....,....,....,..:”!.H..‘?‘?...6,0....,....,....,..9.6.,... m/z 39.00 99.69%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1659: 3-Butenoic acid
39
5000
45 1.20 1.30 1.40 1.50 1.60
58 86 m/z 41.95 60.05%
29 68
0 L ! I ‘\ L
LA L SULN UL IR SUR LI SURLS SUR LIS SURL IURL SULILIL
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
41 70
1.20 1.30 1.40 1.50 1.60
5000 27 m/z 44_.00 44 _44%
e L S I AL S UL UL IS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #540:Furan,2,5—dihydr0— L R B L IR R
39 1.20 1.30 1.40 1.50 1.60
m/z 43.05 43 .72%
70
5000
29
15
0"w%"w'H'w'“MH”'Jw'“'ﬁ9§§|"“F'“'|'“'|“"|“'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034710.D

Aca On : 20 Sep 2019 23:57

Operator : JC/SP

Sample = K4993-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .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 Isopropyl Alcohol Concentration Rank 2

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

2.43 5.31 ug/L 128014 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 80
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 72
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 72
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 50
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 417 (2.431 min): VU034710.D (-407) (-) m/z 45.00 100.00%
45
5000

2.00 220 2.40 2.60 2.80

59
o....,....','-|:...-,..7.3.,...9.7,....,....,...1?,7....,....,2](’.7.. m/z 42.95  20.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #295: Isopropy! Alcohol
45
5000

2.00 220 2.40 2.60 2.80
m/z 41.00 9.11%

| ‘M i, 59
Ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
B s ma S
2.00 220 2.40 2.60 2.80
5000 m/z 39.00 7.78%
27
15 59
Ol ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #297: Isopropyl Alcohol L B i o LR s 2
45 2.00 220 2.40 2.60 2.80
m/z 42.00 4 .53%
5000
27
15 59
0.”.\JM.TL”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”. RN S
m/z--> 20 40 60 80 100 120 140 160 180 200 200 220 240 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092019\
Data File : VU034710.D

Acq On : 20 Sep 2019 23:57

Operator : JC/SP

Sample - K4993-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 35 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM091919WMA .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]
3-Butenoic acid 1.18 4.4 ug/L 106676 1 5.86 1205300 50.0
Isopropyl Alcohol 2.43 5.3 ug/L 128014 1 5.86 1205300 50.0
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