Data Path
Data File
Aca On

Sample
Misc

ALS Vial 21

Intearation Parameters:

Intearator: RTE
Smoothing : OFF
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

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

J2717-02
5.0mL/MSVOA U/WATER
Sample Multiplier: 1

Peak separation: 5

LSC Area Percent Report

LSCINT.P

= W:\HPCHEM1\MSVOA U\DATA\VUO050618\
: VU023700.D
: 06 May 2018 19:53
Operator : MD/SY

Filtering: 5

Min Area: 0 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method - W:\HPCHEM1\MSVOA U\METHOD\SOMULMO50118WMA_M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY heiaht area % max.
1 0.619 6 9 14 rVB 124 94 0.00%
2 0.655 18 20 27 rvVB2 122 121 0.00%
3 0.738 44 46 50 rvB2 189 117 0.00%
4 0.761 50 53 57 rBv 136 110 0.00%
5 0.812 65 69 74 rBV 781 860 0.03%
6 0.957 109 114 116 rBvV2 120 96 0.00%
7 0.976 117 120 125 rBvV2 136 112 0.00%
8 1.015 129 132 135 rVB 172 104 0.00%
9 1.089 137 155 177 rBY 3032973 3332033 100.00%
10 1.182 178 184 196 rVB 66892 65452 1.96%
11 1.397 243 251 265 rBV 174338 197864 5.94%
12 1.680 331 339 353 rVB 122362 153654 4.61%
13 1.757 359 363 370 rVB3 6038 6483 0.19%
14 2.272 512 523 534 rBV 260720 396491 11.90%
15 2.423 567 570 571 rBV2 315 190 0.01%
16 2.449 572 578 583 rVvv2 1228 1586 0.05%
17 2.539 600 606 610 rBv4 529 597 0.02%
18 2.622 625 632 634 rBV2 715 679 0.02%
19 2.651 638 641 647 rVB3 570 463 0.01%
20 2.748 663 671 678 rVB3 855 1361 0.04%
21 2.886 711 714 717 rVB 142 88 0.00%
22 2.950 730 734 735 rBV2 136 99 0.00%
23 2.963 735 738 741 rBV2 138 116 0.00%
24 3.002 742 750 753 rBV3 606 784 0.02%
25 3.201 799 812 822 rBV6 2014 4600 0.14%
26 3.301 836 843 851 rBV3 924 1461 0.04%
27 3.429 880 883 886 rBV2 277 156 0.00%
28 3.449 886 889 893 rVB2 205 108 0.00%
29 3.616 936 941 944 rBV2 134 115 0.00%
30 3.658 950 954 956 rBV2 166 131 0.00%
31 3.674 957 959 965 rVB2 173 148 0.00%
32 3.709 965 970 974 rBV2 137 144 0.00%
33 3.831 1004 1008 1012 rBvV2 203 183 0.01%
34 3.928 1035 1038 1043 rBvV2 99 97 0.00%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023700.D

Aca On : 06 May 2018 19:53

Operator :© MD/SY

Sample : J2717-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 21 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\SOMULMO50118WMA_M
Title : VOC Analysis
35 3.995 1051 1059 1077 rVB5 1495 3813 0.11% 0.028%
36 4.085 1085 1087 1090 rBvV 148 98 0.00% 0.001%
37 4.179 1100 1116 1141 rBV 122863 323928 9.72% 2.374%
38 4.584 1240 1242 1245 rBV2 246 201 0.01% 0.001%
39 4_.651 1245 1263 1297 rVV 203642 483439 14.51% 3.544%
40 4.844 1320 1323 1326 rBvV 164 143 0.00% 0.001%
41 4.873 1330 1332 1334 rVV 241 162 0.00% 0.001%
42 4.889 1334 1337 1344 rVB2 415 531 0.02% 0.004%
43 4.989 1360 1368 1376 rVBY 1158 1962 0.06% 0.014%
44 5.024 1376 1379 1381 rBV 223 153 0.00% 0.001%
45 5.085 1396 1398 1402 rVB2 331 213 0.01% 0.002%
46 5.220 1434 1440 1441 rBV3 1070 863 0.03% 0.006%
47 5.346 1453 1479 1522 rBV2 424425 1285097 38.57% 9.420%
48 5.616 1560 1563 1564 rBV2 189 87 0.00% 0.001%
49 5.786 1608 1616 1633 rVB7 2237 4634 0.14% 0.034%
50 5.889 1633 1648 1675 rBV 440555 877585 26.34% 6.433%
51 6.195 1733 1743 1752 rVB8 3674 7516 0.23% 0.055%
52 6.230 1752 1754 1756 rvv2 217 109 0.00% 0.001%
53 6.243 1756 1758 1761 rVB2 199 97 0.00% 0.001%
54 6.336 1772 1787 1810 rBV 282027 579683 17.40%  4.249%
55 6.542 1842 1851 1866 rVB4 2225 4968 0.15% 0.036%
56 6.596 1866 1868 1871 rVB2 218 109 0.00% 0.001%
57 6.619 1871 1875 1878 rBV3 552 466 0.01% 0.003%
58 6.638 1878 1881 1885 rVB2 567 419 0.01% 0.003%
59 6.834 1936 1942 1943 rBV 195 186 0.01% 0.001%
60 6.857 1944 1949 1950 rBV2 460 326 0.01% 0.002%
61 7.011 1995 1997 2003 rBvV 138 107 0.00% 0.001%
62 7.043 2003 2007 2008 rBvV 149 98 0.00% 0.001%
63 7.159 2038 2043 2045 rBV2 212 226 0.01% 0.002%
64 7.233 2053 2066 2093 rBvV 148280 274284 8.23% 2.010%
65 7.384 2109 2113 2117 rBV2 509 535 0.02% 0.004%

66 7.567 2156 2170 2187 rBV 570841 998071 29.95% 7.316%
67 7.854 2247 2259 2283 rBvV 103104 178953 5.37% 1.312%

68 8.037 2313 2316 2318 rVB2 308 186 0.01% 0.001%
69 8.172 2352 2358 2360 rBV2 349 377 0.01% 0.003%
70 8.265 2382 2387 2390 rBV2 117 127 0.00% 0.001%

71 8.313 2390 2402 2427 rBV 417799 720370 21.62% 5.280%
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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\VU050618\
VUu023700.D
06 May 2018 19:53
MD/SY

J2717-02

5.0mL/MSVOA U/WATER

21

Parameters:

RTE
OFF
1

0.2

Sample Multiplier: 1

Peak separation: 5

Method
Title
72 8.651
73 8.760
74 8.821
75 8.854
76 8.915
77 9.092
78 9.259
79 9.381
80 9.674
81 9.783
82 9.828
83 9.963
84 10.011
85 10.040
86 10.436
87 10.583
88 10.693
89 10.780
90 11.156
91 11.352
92 11.487
93 11.747
94 11.763
95 11.863
96 12.034
97 12.255
98 12.741
99 13.088
100 13.133

LSCINT.P

Filtering: 5

Min Area: 0 % of largest Peak

Max Peaks: 100
Peak Location: TOP

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA _M
Analysis

VOC

2501
2538
2557
2568

2586
2631
2688
2724
2823

2853
2870
2913
2925
2933

3048
3105
3134
3164
3279

3344
3377
3467
3471
3494

3552
3621
3777
3882
3896

2507
2541
2560
2570

2589
2644
2696
2734
2825

2859
2873
2915
2930
2939

3062
3108
3142
3169
3286

3347
3389
3470
3475
3506

3559
3628
3779
3887
3901

2513
2547
2562
2573

2592
2682
2708
2749
2828

2870
2876
2919
2933
2946

3087
3111
3146
3172
3294

3348
3410
3471
3477
3531

3564
3638
3780
3895
3908

Sum

rvB2
rBv2
rBv2
rvB2

rBv
rBv
rvB2
rvB2
rvB

rvB3
rBv

rBv2
rBv2
rvv3

rBv
rBv
rBv3
rBv3
rBv3

rBv
rBv
rBv2
rBv4
rvB

rBv4
rBv3
rBv3
rvB3
rvv4

358
206
129
171

162
631091
4084
7785
179

1892
205
231
178

1412

406351
369
822
289

1194

193
651402
239
644
588353

1523
944
248
373
625

468
189
88
94

94
1063616
6269
13518
95

2829
177
167
195

1709

645886
268
1180
314
1864

108
1031226
137

538
950023

1857
1605
97
520
842

of corrected areas:
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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
3000000

2500000

2000000

1500000

1000000

500000

LSC Report - Integrated Chromatogram

W:\HPCHEM1\MSVOA U\DATA\VU050618\
VU023700.D

06 May 2018 19:53

MD/SY

J2717-02

5.0mL/MSVOA U/WATER

21 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L
LSCINT.P

TIC: VU023700.D
09

2.27

4.18

2452263572 23880 3. 2 3BAB3IEBTI. EB9B00Y,

5.89

1Y A.»-*-fz::-m 5.625. 7£\ _6Ls

0
Time-->
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3000000
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2000000
1500000
1000000

500000
6.34

5.00

4.50

550

2.50

T
3.50
TIC: VU023700.D

I
3.00

757 9.09

| e

10.44

7.23
1 9.26.38 9 69978m4

10.5816078

11.49

111&13J\ 11%&

11.86

oll,
Time-->
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3000000

2500000
2000000
1500000
1000000

500000

04

6 M G®E//014.16 7.38
I T
6.50

2.0312.26

— T — T
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TIC: VU023700.D

T T
7.00 7.50

12.74 13393

11.50

Time--> 12. OO

16.00 16.50
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13.00 13.50 14.00

12.50 17.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023700.D

Aca On : 06 May 2018 19:53

Operator : MD/SY

Sample : J2717-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 3.73 ug/L 65452 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 40
4 Cvclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 183 (1.179 min): VU023700.D (-178) (-) m/z 41.10 100.00%
a4
5000
3
38
|| | “ 0.80 1.00 120 1.40 160
O B B B e m/z 39.10 79.33%
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
4
5000 27
0.80 1.00 1.20 1.40 1.60
38 m/z 42.10 59.29%
1 1315 19 o4 43
e L R AR RS RS LS RN AR AL
m/z--> 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 43.10 31.41%
2 1315 20 43
e L S RS AN RS RARRS MRS RN AR AL
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #59: Cyclopropane
4 0.80 1.00 1.20 1.40 1.60
39 m/z 44.00 26.43%
5000
27
o 2 4 19 2a0/29  36|||| 44
miz--> 0 5 10 15 20 25 30 35 40 45 50 080 100 120 1.40 1.60
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU050618\
Data File : VU023700.D

Acq On : 06 May 2018 19:53

Operator : MD/SY

Sample - J2717-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM050118WMA .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 3.7 ug/L 65452 1 5.89 877585 50.0
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