LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052218\
Data File : VU024018.D

Aca On : 22 May 2018 16:02

Operator :© MD/SY

Sample : J3043-04

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 15 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 0.687 27 30 32 rBv 143 105 0.00% 0.001%
2 0.728 39 43 47 rBV2 189 156 0.00% 0.001%
3 0.822 65 72 77 rBv2 231 360 0.00% 0.002%
4 0.851 77 81 84 rBv2 211 188 0.00% 0.001%
5 0.873 85 88 91 rvv2 132 108 0.00% 0.001%
6 0.918 98 102 104 rBV 129 80 0.00% 0.000%
7 0.989 121 124 128 rVvv2 142 122 0.00% 0.001%
8 1.089 134 155 179 rBY 7134915 8304868 100.00% 48.320%
9 1.182 181 184 191 rVB 11657 12275 0.15% 0.071%
10 1.397 244 251 267 rBV 146361 152901 1.84% 0.890%

11 1.680 331 339 355 rvB 111877 142127 1.71% 0.827%
12 2.272 512 523 533 rBvV 236247 361007 4 _.35% 2.100%

13 2.323 535 539 550 rvB2 14022 19990 0.24% 0.116%
14 2.449 567 578 602 rBV 17739 33254 0.40% 0.193%
15 2.606 624 627 628 rBvV 270 156 0.00% 0.001%
16 2.706 651 658 663 rvv3 1229 1655 0.02% 0.010%
17 2.841 685 700 714 rBV2 9805 20619 0.25% 0.120%
18 2.931 726 728 732 rBV2 203 104 0.00% 0.001%
19 2.953 732 735 739 rvV 202 162 0.00% 0.001%
20 3.005 740 751 765 rVB3 3391 7308 0.09% 0.043%
21 3.098 777 780 782 rBV 240 173 0.00% 0.001%
22 3.114 782 785 786 rBV 139 72 0.00% 0.000%
23 3.185 801 807 818 rVB4 699 1333 0.02% 0.008%
24 3.278 833 836 838 rBV 117 83 0.00% 0.000%
25 3.294 838 841 843 rBV 222 117 0.00% 0.001%
26 3.455 888 891 893 rBv2 211 146 0.00% 0.001%
27 3.529 911 914 916 rBV 160 119 0.00% 0.001%
28 3.600 934 936 940 rvB2 204 118 0.00% 0.001%
29 3.664 954 956 960 rvB2 243 179 0.00% 0.001%
30 3.703 964 968 973 rBVvV2 193 209 0.00% 0.001%
31 3.754 980 984 986 rBV2 200 173 0.00% 0.001%
32 3.809 999 1001 1004 rVB 120 77 0.00% 0.000%
33 3.863 1014 1018 1022 rVB2 168 154 0.00% 0.001%
34 3.883 1022 1024 1026 rBV 122 70 0.00% 0.000%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052218\
Data File : VU024018.D

Aca On : 22 May 2018 16:02

Operator :© MD/SY

Sample : J3043-04

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 15 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 3.995 1057 1059 1062 rBvV 183 105 0.00% 0.001%
36 4.082 1083 1086 1088 rBvV 130 81 0.00% 0.000%

37 4.182 1101 1117 1141 rBV2 127586 366261 4.41% 2.131%
38 4.651 1246 1263 1289 rBV 184542 447694 5.39% 2.605%

39 4.854 1324 1326 1329 rBV2 215 134 0.00% 0.001%
40 4.883 1329 1335 1337 rBV2 682 693 0.01% 0.004%
41 4.931 1345 1350 1354 rVB2 313 208 0.00% 0.001%
42 4.973 1359 1363 1364 rBV 346 249 0.00% 0.001%
43 4.982 1364 1366 1367 rBV 191 90 0.00% 0.001%
44 5.027 1377 1380 1382 rBV2 220 148 0.00% 0.001%
45 5.133 1409 1413 1416 rVB2 177 159 0.00% 0.001%
46 5.153 1416 1419 1420 rBV 180 95 0.00% 0.001%
47 5.342 1453 1478 1505 rBV2 361804 1110403 13.37% 6.461%
48 5.657 1573 1576 1578 rBV2 118 99 0.00% 0.001%
49 5.674 1578 1581 1584 rVB3 306 195 0.00% 0.001%
50 5.735 1597 1600 1601 rBV 138 93 0.00% 0.001%
51 5.754 1601 1606 1610 rVvVv3 606 638 0.01% 0.004%
52 5.831 1627 1630 1633 rBV 148 102 0.00% 0.001%
53 5.892 1633 1649 1673 rBV 324806 659569 7.94% 3.838%
54 6.182 1732 1739 1747 rVB4 1441 2182 0.03% 0.013%
55 6.336 1772 1787 1817 rBV 262992 533061 6.42% 3.102%
56 6.622 1872 1876 1878 rBV2 183 147 0.00% 0.001%
57 6.657 1884 1887 1891 rVB2 365 296 0.00% 0.002%
58 6.915 1964 1967 1971 rVB2 148 115 0.00% 0.001%
59 6.937 1971 1974 1979 rBV 178 109 0.00% 0.001%
60 7.059 2008 2012 2017 rBV2 263 326 0.00% 0.002%
61 7.101 2021 2025 2027 rBV 149 126 0.00% 0.001%
62 7.137 2030 2036 2039 rBvV 271 379 0.00% 0.002%
63 7.233 2053 2066 2089 rBvV 130274 235894 2.84% 1.373%
64 7.374 2107 2110 2111 rBV2 221 125 0.00% 0.001%
65 7.419 2122 2124 2128 rVB4 405 252 0.00% 0.001%
66 7.439 2128 2130 2132 rBV 163 80 0.00% 0.000%
67 7.461 2133 2137 2139 rBV3 440 289 0.00% 0.002%
68 7.571 2155 2171 2218 rBV 465869 865438 10.42% 5.035%
69 7.812 2244 2246 2248 rBV 186 77 0.00% 0.000%

70 7.854 2248 2259 2276 rBV 92358 159255 1.92% 0.927%
71 8.182 2353 2361 2368 rBV2 483 691 0.01% 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\VU052218\
vu024018.D
22 May 2018 16:02
MD/SY

J3043-04

5.0mL/MSVOA U/WATER

15

Parameters:

RTE
OFF
1

0.2

Sample Multiplier: 1

Peak separation: 5

Method
Title
72 8.313
73 8.593
74 8.628
75 8.905
76 9.095
77 9.255
78 9.384
79 9.564
80 9.722
81 9.738
82 9.783
83 9.808
84 10.014
85 10.059
86 10.226
87 10.262
88 10.342
89 10.435
90 10.689
91 10.808
92 10.853
93 11.262
94 11.426
95 11.490
96 11.760
97 11.866
98 11.972
99 12.490
100 12.712

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

2390
2486
2492
2584

2632
2689
2729
2789
2838

2842
2855
2865
2927
2941

2994
3004
3027
3050
3139

3176
3188
3317
3367
3377

3465
3494
3537
3694
3767

2402
2489
2500
2586

2645
2695
2735
2791
2840

2845
2859
2867
2931
2945

2997
3008
3033
3062
3141

3178
3192
3319
3370
3390

3474
3507
3540
3701
3770

2445
2492
2513
2587

2683
2705
2747
2793
2842

2849
2865
2873
2934
2949

2999
3012
3041
3081
3145

3183
3195
3322
3376
3412

3492
3523
3543
3705
3779

Sum

rvv
rBv
rvB3
rBv

rBv
rvB2
rvB3
rBv
rvB2

rBv2
rBv2
rvB2
rBv2
rBv2

rBv2
rBv2
rBv2
rBv
rvB

rvB
rBv
rBv2
rvB3
rBv

rBv5
rBv

rBv2
rBv2
rBv2

390972
319
2310
138

496500
1110
936
217
161

323
355
225
318
295

160
307
381
382209
287

299
321
176
397
454183

4047
507398
338
779
695

700176
244
4083
74

840036
1771
1457

150
77

299
393
171
293
236

139
303
640
609612
172

198
261
128
294
743602

8979
824895
251
985
707

of corrected areas:
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8.43%
0.00%
0.05%
0.00%

10.11%
0.02%
0.02%
0.00%
0.00%

0.00%
0.00%
0.00%
0.00%
0.00%

0.00%
0.00%
0.01%
7.34%
0.00%

0.00%
0.00%
0.00%
0.00%
8.95%

0.11%
9.93%
0.00%
0.01%
0.01%

17187052

4._.074%
0.001%
0.024%
0.000%

4_.888%
0.010%
0.008%
0.001%
0.000%

0.002%
0.002%
0.001%
0.002%
0.001%

0.001%
0.002%
0.004%
3.547%
0.001%

0.001%
0.002%
0.001%
0.002%
4.327%

0.052%
4 _800%
0.001%
0.006%
0.004%
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052218\
Data File : VU024018.D

Aca On : 22 May 2018 16:02

Operator : MD/SY

Sample = J3043-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 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

Abundance TIC: vU024018.D
7000000 1|09

6000000
5000000
4000000
3000000
2000000

1000000

ocmEmD9|1.18 140 1.68 2252 45 @77, BIFREIRIV3. 365 FHER

Time--> 1.00 1.50 2.00 2.50 3.00 3.50

Abundance TIC: vU024018.D
7000000

6000000
5000000
4000000
3000000
2000000

1000000

7.57 9.09

11.49
11.261.43  11.7§,

11.87

Abundance TIC: vU024018.D
7000000

6000000

5000000

4000000

3000000

2000000

1000000

.97 12.4912.71

.34 8.31

oA 6036 eemmsh’Ymmeg\ 7785 818\ e63 8.90 )| 9.26.389 5GUUME10MIGIRARA  10.60B85
S i, DRI, LR SRS BT S L D e e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00

11.50

T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052218\
Data File : VU024018.D

Aca On : 22 May 2018 16:02

Operator : MD/SY

Sample = J3043-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 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 Isopropyl Alcohol Concentration Rank 3

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

2.45 2.52 ug/L 33254 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 74
2 Isopropvl Alcohol 60 C3H80 000067-63-0 9
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 Ethylamine 45 C2H7N 000075-04-7 5

Abundance Scan 578 (2.449 min): VU024018.D (-567) (-) m/z 45.00 100.00%
45
5000 /\\A
551 5 220 240 260 280
B A L A o S RAaRsassasasaEy m/z 43.00 25.29%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
45
5000
220 240 2.60 2.80
27 m/z 41.00 10.28%
15 19 31 gg4l 59
wmwwmwwwwwwm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
45
220 240 2.60 2.80
5000 m/z 39.00 7.68%
15 19 2l 3 3g 4 59
wmwwmwwwwwwm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #296: Isopropy! Alcohol
45 220 240 2.60 2.80
m/z 42_.00 6.71%
5000
27
15 19
”.,.”.,}%llu..,”..,h.lfﬁ..ﬁQ?ﬁfL. ..”,...w..?ﬁ...w..ﬁ%..”,.”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 220 240 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU052218\
Data File : VU024018.D

Acq On : 22 May 2018 16:02

Operator : MD/SY

Sample - J3043-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 15 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]|

Isopropyl Alcohol 2.45 2.5 ug/L 33254 1 5.89 659569 50.0
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