LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031597.D

Aca On : 29 Apr 2019 19:24

Operator : JC/SP

Sample : K2536-21

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 28 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\SOMULMO42719WMA .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 22 27 39 rvB2 84412 83733 0.76% 0.230%
2 1.289 59 62 68 rvB2 18864 16254 0.15% 0.045%
3 1.395 87 95 109 rBvY 441131 499083 4_.53% 1.370%
4 1.678 175 183 196 rBvV 367735 458903 4.17% 1.260%
5 1.829 224 230 238 rVV 41663 51886 0.47% 0.142%
6 1.884 239 247 258 rVB 179074 250027 2.27% 0.686%
7 2.270 356 367 379 rBV 721970 1120299 10.17% 3.075%
8 2.836 531 543 553 rBV2 8859 18144 0.16% 0.050%
9 2.900 561 563 568 rVB2 1695 1036 0.01% 0.003%
10 2.974 577 586 587 rBV6 3393 3922 0.04% 0.011%
11 3.080 617 619 623 rBV2 1019 668 0.01% 0.002%
12 3.161 637 644 649 rBV3 1579 2363 0.02% 0.006%
13 3.273 676 679 682 rvVB4 984 615 0.01% 0.002%
14 3.292 682 685 687 rBvV2 799 564 0.01% 0.002%
15 3.341 695 700 701 rBV3 690 591 0.01% 0.002%
16 3.373 708 710 714 rvv2 814 523 0.00% 0.001%
17 3.434 727 729 734 rVB4 712 539 0.00% 0.001%
18 3.460 734 737 740 rBV3 1626 927 0.01% 0.003%
19 3.479 740 743 745 rBV 981 473 0.00% 0.001%
20 3.492 745 747 751 rBV3 734 648 0.01% 0.002%
21 3.611 781 784 787 rBV2 1166 1025 0.01% 0.003%
22 3.649 792 796 797 rVV3 1237 819 0.01% 0.002%
23 3.672 801 803 808 rVB3 2060 1385 0.01% 0.004%
24 3.701 808 812 815 rBV3 1474 1197 0.01% 0.003%
25 3.791 837 840 843 rBV2 1182 788 0.01% 0.002%
26 3.845 854 857 859 rVB2 1153 698 0.01% 0.002%
27 3.865 859 863 866 rVB3 1960 1714 0.02% 0.005%
28 3.900 870 874 878 rBv4 1168 1194 0.01% 0.003%
29 3.981 894 899 902 rBV5 1204 1432 0.01% 0.004%
30 4.022 908 912 916 rBV2 938 751 0.01% 0.002%
31 4.048 916 920 922 rBV3 1094 846 0.01% 0.002%
32 4.128 942 945 950 rBV5 1082 1135 0.01% 0.003%
33 4.186 950 963 1004 rBV 313843 1147165 10.41% 3.149%
34 4.389 1020 1026 1053 rvB2 32319 89386 0.81% 0.245%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031597.D

Aca On : 29 Apr 2019 19:24

Operator : JC/SP

Sample : K2536-21

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 28 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\SOMULMO42719WMA .M
VOC Analysis

35 4.643 1089 1105 1132 rBV 539144 1292015 11.73% 3.546%

36 4.807 1153 1156 1158 rBV3 1478 1022 0.01% 0.003%
37 4.871 1172 1176 1177 rBV3 1873 1380 0.01% 0.004%
38 4.977 1206 1209 1218 rBV7 2427 3516 0.03% 0.010%
39 5.132 1247 1257 1264 rBV7 3477 6342 0.06% 0.017%
40 5.202 1276 1279 1287 rVB4 1913 1659 0.02% 0.005%

41 5.334 1296 1320 1360 rBV2 1084062 3358067 30.48% 9.217%
42 5.881 1477 1490 1509 rBV 824538 1672128 15.18% 4 _590%
43 6.180 1568 1583 1614 rBV 5576607 11016314 100.00% 30.238%
44 6.324 1618 1628 1662 rVB 761699 1594004 14.47% 4_375%

45 6.765 1763 1765 1769 rBv4 1292 1095 0.01% 0.003%
46 6.852 1790 1792 1797 rVB4 1805 1123 0.01% 0.003%
47 6.897 1803 1806 1811 rVB5 2166 2027 0.02% 0.006%
48 7.045 1849 1852 1853 rvVvv3 887 546 0.00% 0.001%
49 7.080 1857 1863 1866 rBV6 1340 1452 0.01% 0.004%
50 7.096 1866 1868 1873 rVB5 1759 1475 0.01% 0.004%
51 7.122 1873 1876 1879 rBV3 1318 1164 0.01% 0.003%
52 7.173 1890 1892 1895 rVB3 1286 710 0.01% 0.002%

53 7.225 1896 1908 1931 rBV 370211 698084 6.34% 1.916%
54 7.562 2000 2013 2058 rBV 1264114 2401522 21.80% 6.592%
55 7.849 2090 2102 2121 rBV 244128 455935 4.14% 1.251%

56 8.067 2165 2170 2171 rBV3 2308 1908 0.02% 0.005%
57 8.109 2181 2183 2186 rBV2 623 471 0.00% 0.001%
58 8.128 2186 2189 2191 rBV2 1228 824 0.01% 0.002%
59 8.144 2191 2194 2196 rBvV4 1660 1102 0.01% 0.003%

60 8.225 2207 2219 2235 rBV2 425389 745759 6.77% 2.047%

61 8.312 2235 2246 2290 rVB 1001646 2043084 18.55% 5.608%

62 8.710 2363 2370 2374 rBV5 2104 2976 0.03% 0.008%
63 8.810 2397 2401 2408 rBvV7 1086 1136 0.01% 0.003%
64 8.871 2418 2420 2425 rBV2 1498 972 0.01% 0.003%
65 9.012 2460 2464 2467 rBV3 818 635 0.01% 0.002%
66 9.086 2473 2487 2525 rBV 1234439 2164197 19.65% 5.940%
67 9.308 2552 2556 2563 rBVS8 1685 2015 0.02% 0.006%
68 9.421 2589 2591 2594 rBV3 857 621 0.01% 0.002%
69 9.456 2598 2602 2604 rvv4 1671 1465 0.01% 0.004%
70 9.578 2637 2640 2643 rBV2 1237 793 0.01% 0.002%
71 9.633 2655 2657 2663 rVB4 1662 1345 0.01% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031597.D

Aca On : 29 Apr 2019 19:24

Operator : JC/SP

Sample : K2536-21

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 28 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\SOMULMO42719WMA _M
Title : VOC Analysis

72 9.662 2664 2666 2669 rVB3 1209 634 0.01% 0.002%
73 9.684 2669 2673 2677 rBV5 1491 1162 0.01% 0.003%
74 9.749 2688 2693 2696 rBv4 1398 1342 0.01% 0.004%
75 9.768 2696 2699 2703 rVB3 2565 2176 0.02% 0.006%
76 9.797 2703 2708 2713 rBV6 2014 2583 0.02% 0.007%
77 9.926 2746 2748 2753 rBV2 689 488 0.00% 0.001%
78 10.070 2790 2793 2795 rBV2 943 668 0.01% 0.002%
79 10.135 2810 2813 2814 rBV2 921 578 0.01% 0.002%
80 10.218 2832 2839 2845 rBV9 3876 5964 0.05% 0.016%
81 10.244 2845 2847 2857 rVB6 3179 3950 0.04% 0.011%
82 10.308 2861 2867 2871 rBV6 1503 1612 0.01% 0.004%
83 10.376 2886 2888 2890 rBV3 888 500 0.00% 0.001%
84 10.427 2892 2904 2928 rVV 945261 1534530 13.93% 4.212%
85 10.607 2948 2960 2967 rBV5 7088 10791 0.10% 0.030%
86 10.897 3044 3050 3054 rVB3 1929 2549 0.02% 0.007%
87 11.192 3136 3142 3147 rVB4 2314 2998 0.03% 0.008%
88 11.231 3147 3154 3155 rBV2 1052 1076 0.01% 0.003%
89 11.247 3156 3159 3162 rVB 1735 1252 0.01% 0.003%
90 11.299 3168 3175 3176 rBV5 1419 1500 0.01% 0.004%
91 11.405 3205 3208 3210 rBV2 1554 936 0.01% 0.003%

92 11.479 3220 3231 3258 rBV 981865 1613947 14.65% 4._.430%
93 11.749 3305 3315 3333 rBV2 57396 135666 1.23% 0.372%
94 11.855 3337 3348 3377 rVB 1103700 1852971 16.82% 5.086%

95 13.012 3703 3708 3710 rBV3 2302 2007 0.02% 0.006%

96 13.253 3781 3783 3787 rBV2 2294 2071 0.02% 0.006%

97 13.395 3824 3827 3830 rBvV4 1885 1362 0.01% 0.004%

98 13.771 3941 3944 3948 rBV3 1938 1834 0.02% 0.005%

99 13.909 3984 3987 3991 rBV3 1975 1585 0.01% 0.004%

100 13.980 4006 4009 4014 rBVS5 1860 2041 0.02% 0.006%
Sum of corrected areas: 36432389
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031597.D

Aca On : 29 Apr 2019 19:24

Operator : JC/SP

Sample : K2536-21

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO42719WMA .M

VOC Analysis

TIC Library = 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\VU042919\
Data File : VU031597.D

Aca On : 29 Apr 2019 19:24

Operator : JC/SP

Sample : K2536-21

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 Ethane, 1,l1-difluoro- Concentration Rank 4

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

1.18 2.50 ug/L 83733 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.l1-difluoro- 66 C2H4F2 000075-37-6 87
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 80
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 56
4 Propiolonitrile 51 C3HN 001070-71-9 3
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 2

Abundance Scan 28 (1.180 min): VU031597.D (-22) (-) m/z 50.95 100.00%
s
41
65
5000

3
1

44
‘l 1.20 1.30 1.40 1.50 1.60

47
!””“Lw.”“”w”nﬁ”w”““ m/z 41.10 72.59%

Obrrrrrrrprrer e e }
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65
1.20 1.30 1.40 1.50 1.60
7 47 m/z 39.00 57.18%
o 2 121519 24 3y M 62,
R L RAR I EaEa B e R o o O LARRNEANE RaRs nana
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
1.20 1.30 1.40 1.50 1.60
5000 65 m/z 65.10 56.02%
47
o 27 31 44 62
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #366: Ethane, 1,1-difluoro-
51 1.20 1.30 1.40 1.50 1.60
m/z 42.10 45 .83%
65
5000
47
2l31 a4 ‘
O e e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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\VU042919\
Data File : VU031597.D

Aca On : 29 Apr 2019 19:24

Operator : JC/SP

Sample : K2536-21

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 Ethyl Acetate Concentration Rank 3

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

4_.39 2.67 ug/L 89386 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 86
2 Ethvl Acetate 88 C4H802 000141-78-6 86
3 Ethvl Acetate 88 C4H802 000141-78-6 80
4 Ethvl Acetate 88 C4H802 000141-78-6 59
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 9

Abundance Scan 1026 (4.389 min): VU031597.D (-1020) (-) m/z 43.05 100.00%
43
5000
61 4.00 4.20 4.40 4.60 4.80
| LB 27 | iy 505 15t
O B B B B B e RS EEE R m/z 45.05 15.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2019: Ethyl Acetate
43
5000
4.00 420 4.40 4.60 4.80
29 1 m/z 61.00 13.35%
15 | 73 88
I I B B L B I L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
4.00 420 4.40 4.60 4.80
5000 m/z 70.10 8.98%
61
15 29 73 88
G R L I I B WL B L S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2018: Ethyl Acetate
43 4.00 420 4.40 4.60 4.80
m/z 88.10 6.49%
5000
29 61
15 | ] | 73 8
G R I I I B WL B L S SR SRR AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031597.D

Aca On : 29 Apr 2019 19:24

Operator : JC/SP

Sample : K2536-21

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 2

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

11.75 4_.20 ug/L 135666 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 64

5 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202

002461-15-6 50

Abundance Scan 3315 (11.749 min): VU031597.D (-3305) (-) m/z 57.05 100.00%
5000
11.40 11.60 11.80 12.00
0 m/z 41.10 45_.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
11.40 11.60 11.80 12.00
83 m/z 55.10 42.80%
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
11.40 11.60 11.80 12.00
5000 a1 m/z 43.10 40.46%
27 83
ol 13 98112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13670: 1-Hexanol, 2-ethyl-
5[7 11.40 11.60 11.80 12.00
m/z 56.10 28.05%
5000
43
29 98
0 15 ‘\ l I 112
T T T P T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU042919\
Data File : VU031597.D

Acq On 29 Apr 2019 19:24

Operator : JC/SP

Sample - K2536-21

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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]

Ethane, 1,1-diflu... 1.18 2.5 ug/L 83733 1 5.88 1672130 50.0
Ethyl Acetate 4._.39 2.7 ug/L 89386 1 5.88 1672130 50.0
1-Hexanol, 2-ethyl- 11.75 4.2 ug/L 135666 3 11.48 1613950 50.0
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