LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052118\
Data File : VU023999.D

Aca On : 22 May 2018 04:28

Operator :© MD/SY

Sample : J3031-17

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 - W:\HPCHEM1\MSVOA U\METHOD\SOMULMO051218WMA_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 0.867 84 86 92 rvB2 164 190 0.01% 0.002%
2 0.908 95 99 104 rBvV2 247 306 0.01% 0.003%
3 1.088 135 155 178 rBY 1830208 2061817 100.00% 20.380%
4 1.182 179 184 196 rvVB 37665 38978 1.89% 0.385%
5 1.397 244 251 264 rVB 140276 149119 7.23% 1.474%
6 1.680 331 339 356 rVB 104823 132489 6.43% 1.310%
7 2.272 512 523 535 rBV 214148 319908 15.52% 3.162%
8 2.416 566 568 571 rVB 218 118 0.01% 0.001%
9 2.452 571 579 582 rBV3 784 1141 0.06% 0.011%
10 2.548 603 609 610 rBV2 1179 870 0.04% 0.009%
11 2.622 626 632 641 rVB3 666 1210 0.06% 0.012%
12 2.674 646 648 650 rBV 209 105 0.01% 0.001%
13 2.703 650 657 662 rvv4 576 918 0.04% 0.009%
14 2.776 678 680 683 rBV2 168 126 0.01% 0.001%
15 2.821 689 694 696 rBV2 523 477 0.02% 0.005%
16 2.912 719 722 726 rBV2 158 142 0.01% 0.001%
17 2.950 727 734 738 rVV3 310 407 0.02% 0.004%
18 2.995 744 748 750 rBV 390 209 0.01% 0.002%
19 3.030 755 759 764 rBV2 270 352 0.02% 0.003%
20 3.198 806 811 821 rvB4 678 870 0.04% 0.009%
21 3.307 836 845 846 rBV3 455 498 0.02% 0.005%
22 3.358 851 861 863 rBV2 225 287 0.01% 0.003%
23 3.400 871 874 875 rBV 288 153 0.01% 0.002%
24 3.484 894 900 903 rBV2 228 283 0.01% 0.003%
25 3.535 912 916 919 rBV 239 217 0.01% 0.002%
26 3.574 925 928 929 rBV 167 85 0.00% 0.001%
27 3.593 929 934 938 rBV2 622 647 0.03% 0.006%
28 3.860 1013 1017 1020 rBvV2 113 118 0.01% 0.001%
29 3.989 1053 1057 1059 rBV 161 136 0.01% 0.001%
30 4.005 1059 1062 1064 rVvVv 410 270 0.01% 0.003%
31 4.021 1065 1067 1072 rvB2 201 105 0.01% 0.001%

32 4.178 1102 1116 1145 rBV 101588 273153 13.25% 2.700%
33 4.651 1245 1263 1292 rBV 171398 411341 19.95% 4_.066%
34 4.895 1331 1339 1344 rVB4 593 953 0.05% 0.009%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052118\
Data File : VU023999.D

Aca On : 22 May 2018 04:28

Operator :© MD/SY

Sample : J3031-17

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 = W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO051218WMA_M

Title : VOC Analysis

35 5.001 1366 1372 1378 rVB4 497 529 0.03% 0.005%
36 5.027 1378 1380 1383 rBV 214 160 0.01% 0.002%
37 5.063 1387 1391 1395 rBV2 146 123 0.01% 0.001%
38 5.108 1403 1405 1408 rBV2 128 88 0.00% 0.001%
39 5.156 1418 1420 1424 rVB 183 108 0.01% 0.001%
40 5.252 1448 1450 1453 rBV 131 99 0.00% 0.001%
41 5.345 1454 1479 1506 rBV2 331496 1014947 49.23% 10.032%
42 5.680 1580 1583 1585 rBV 144 95 0.00% 0.001%
43 5.776 1611 1613 1617 rVB2 204 131 0.01% 0.001%
44 5.802 1617 1621 1622 rBV 234 169 0.01% 0.002%
45 5.841 1631 1633 1634 rBV 217 112 0.01% 0.001%
46 5.892 1634 1649 1685 rVV 314144 641677 31.12% 6.343%
47 6.059 1699 1701 1706 rVvB2 400 223 0.01% 0.002%
48 6.178 1735 1738 1740 rBV3 846 620 0.03% 0.006%
49 6.336 1771 1787 1811 rBVY 237793 486249 23.58%  4.806%
50 6.493 1834 1836 1839 rVB 304 166 0.01% 0.002%
51 6.545 1848 1852 1853 rBV2 254 173 0.01% 0.002%
52 6.616 1871 1874 1877 rBV2 136 132 0.01% 0.001%
53 6.680 1891 1894 1902 rVB 157 143 0.01% 0.001%
54 6.751 1910 1916 1920 rBV2 241 324 0.02% 0.003%
55 6.850 1945 1947 1949 rBvV 160 113 0.01% 0.001%
56 6.876 1953 1955 1958 rvv2 224 141 0.01% 0.001%
57 6.985 1986 1989 1994 rBV 149 188 0.01% 0.002%
58 7.107 2023 2027 2030 rBv2 175 154 0.01% 0.002%
59 7.140 2033 2037 2040 rVvB 164 155 0.01% 0.002%
60 7.175 2044 2048 2053 rBV2 181 243 0.01% 0.002%
61 7.233 2053 2066 2101 rBV 107316 198057 9.61% 1.958%
62 7.407 2119 2120 2123 rVB2 256 118 0.01% 0.001%
63 7.426 2123 2126 2128 rBV2 257 122 0.01% 0.001%
64 7.461 2135 2137 2140 rBV2 180 144 0.01% 0.001%

65 7.570 2157 2171 2188 rBV 430536 762913 37.00% 7.541%

66 7.853 2248 2259 2281 rBV 76174 133657 6.48% 1.321%

67 8.037 2314 2316 2318 rBV 175 116 0.01% 0.001%
68 8.127 2340 2344 2347 rBV2 226 249 0.01% 0.002%
69 8.175 2354 2359 2362 rBV2 365 370 0.02% 0.004%

70 8.313 2390 2402 2428 rBV 349171 621083 30.12% 6.139%
71 8.779 2539 2547 2551 rBV2 288 423 0.02% 0.004%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:
Smoothing
Sampling
Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

W:\HPCHEM1\MSVOA U\DATA\VU052118\
VU023999.D
22 May 2018 04:28
MD/SY

J3031-17

5.0mL/MSVOA U/WATER

39

Parameters:

RTE
OFF
1

0.2

Sample Multiplier: 1

Peak separation: 5

Method
Title
72 8.921
73 8.985
74 9.095
75 9.255
76 9.336
77 9.381
78 9.496
79 9.561
80 9.599
81 9.731
82 9.786
83 9.966
84 9.995
85 10.066
86 10.168
87 10.230
88 10.275
89 10.300
90 10.435
91 10.548
92 10.603
93 10.773
94 10.924
95 10.979
96 11.066
97 11.490
98 11.638
99 11.866
100 12.094

LSCINT.P

Filtering: 5

Min Area: 0 % of largest Peak

Max Peaks: 100
Peak Location: TOP

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM051218WMA _M
Analysis

VOC

2588
2605
2631
2689

2716
2728
2767
2787
2800

2839
2856
2913
2920
2944

2974
2993
3009
3017
3049

3095
3111
3165
3211
3228

3248
3377
3434
3494
3575

2591
2611
2645
2695

2720
2734
2770
2790
2802

2843
2860
2916
2925
2947

2979
2998
3012
3020
3062

3097
3114
3167
3214
3231

3258
3390
3436
3507
3578

2594
2616
2687
2706

2724
2742
2773
2795
2804

2846
2866
2920
2933
2950

2980
3001
3013
3022
3087

3099
3116
3169
3215
3237

3269
3420
3438
3530
3579

Sum

rBv2
rBv2
rBv

rvB2

rBv

rvv4
rBv2
rBv2
rBv2

rBv2
rvB2
rBv2
rvB2
rBv

rBv
rBv2
rBv
rBv
rBv

rBv
rBv2
rvB2
rBv
rBv2

rBv2
rBv
rBv
rBv
rBv

140
212
486056
2725

189
1056
164
256
186

136
496
226
247
168

358
176
280
158
348211

159
347
286
188
152

885
446319
314
459686
235

134
221
819832
3764

195
1487
124
263
121

131
554
200
444
132

293
181
164
125
560251

106
218
112
109
142

1959
715248
166
747656
130

of corrected areas:
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0.01%
0.01%
39.76%
0.18%

0.01%
0.07%
0.01%
0.01%
0.01%

0.01%
0.03%
0.01%
0.02%
0.01%

0.01%
0.01%
0.01%
0.01%
27.17%

0.01%
0.01%
0.01%
0.01%
0.01%

0.10%
34 .69%
0.01%
36.26%
0.01%

10116974

0.001%
0.002%
8.104%
0.037%

0.002%
0.015%
0.001%
0.003%
0.001%

0.001%
0.005%
0.002%
0.004%
0.001%

0.003%
0.002%
0.002%
0.001%
5.538%

0.001%
0.002%
0.001%
0.001%
0.001%

0.019%
7.070%
0.002%
7.390%
0.001%
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Abundance

1500000

1000000

500000

LSC Report - Integrated Chromatogram

W:\HPCHEM1\MSVOA U\DATA\VU052118\
VU023999.D

22 May 2018 04:28

MD/SY

J3031-17

5.0mL/MSVOA U/WATER

39 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM051218WMA .M
VOC Analysis

C:\DATABASENNIST11.L
LSCINT.P

TIC: VU023999.D
09

5.89
2.27

4.18

0
Time-->
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TIC: VU023999.D
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Time-->
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63166556 5. 99711y
P e
6.50

10.50 11.00 11.50

7.85
A S.M:BJL 8.78.92
e e S
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TIC: VU023999.D
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Time--> 12. OO
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17.00 17. 50
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052118\
Data File : VU023999.D

Aca On : 22 May 2018 04:28

Operator : MD/SY

Sample : J3031-17

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM051218WMA .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: Cyclicl.18 Concentration Rank 3

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

1.18 3.04 ug/L 38978 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cvclopropane 42 C3H6 000075-19-4 9
4 Cvclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 183 (1.178 min): VU023999.D (-179) (-) m/z 41.00 100.00%
4
5000
3 3
0.80 1.00 1.20 1.40 1.60
3 m/z 39.00 76.23%
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
41
5000 27
0.80 1.00 1.20 1.40 1.60
38 m/z 42.00 60.41%
1 1315 19 o4 36 43
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
41
0.80 1.00 1.20 1.40 1.60
5000 27 m/z 39.95 23.88%
2 1315 29 43
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #60: CyCIopropane Wll|llll|llll|llll|ll
ily) 0.80 1.00 1.20 1.40 1.60
39 m/z 43.00 22 .31%
5000 27
14 37
"”'”'P'”I”'W'”lb'”I”%ﬁ”?g”'W'L'P L R A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 0.80 1.00 1.20 1.40 1.60
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU052118\
Data File : VU023999.D

Acq On : 22 May 2018 04:28

Operator : MD/SY

Sample - J3031-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM051218WMA .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]|

(DEL) Alkane: Cyc... 1.18 3.0 ug/L 38978 1 5.89 641677 50.0
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