LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV103018\
Data File : VV008474.D

Aca On : 30 Oct 2018 17:47

Operator : SY/MD

Sample : J5669-12

Misc : 5.0 mL/MSVOA V/WATER

ALS Vial : 9 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 V\METHOD\SOMVLM102318WMA .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 1.322 66 72 85 rvB 86421 85843 11.67% 1.567%
2 1.560 141 146 157 rvVB 56245 65535 8.91% 1.196%
3 2.126 313 322 335 rBV 127487 180366 24.52% 3.292%
4 2.534 447 449 455 rVB4 628 533 0.07% 0.010%
5 2.566 455 459 462 rVB2 336 226 0.03% 0.004%
6 2.605 469 471 475 rBvV2 372 286 0.04% 0.005%
7 2.656 475 487 507 rVB 6559 14802 2.01% 0.270%
8 2.923 568 570 574 rVB2 216 133 0.02% 0.002%
9 3.126 629 633 636 rvVB2 261 194 0.03% 0.004%
10 3.151 639 641 644 rBV 248 163 0.02% 0.003%
11 3.328 692 696 700 rBV 217 166 0.02% 0.003%
12 3.405 716 720 723 rBV 196 174 0.02% 0.003%
13 3.450 731 734 737 rBV 258 184 0.03% 0.003%
14 3.512 749 753 757 rBV2 218 225 0.03% 0.004%
15 3.576 771 773 776 rVB2 226 135 0.02% 0.002%
16 3.598 776 780 785 rBV2 186 188 0.03% 0.003%
17 3.643 792 794 799 rVB2 242 196 0.03% 0.004%
18 3.672 799 803 806 rBV2 189 150 0.02% 0.003%
19 3.721 813 818 821 rBV2 124 140 0.02% 0.003%
20 3.801 835 843 848 rVvv2 228 327 0.04% 0.006%
21 3.875 862 866 870 rBV2 219 151 0.02% 0.003%
22 3.936 870 885 914 rBV 62181 166009 22.57% 3.030%
23 4.261 983 986 989 rBV 150 136 0.02% 0.002%
24 4.319 1000 1004 1006 rBvV 302 189 0.03% 0.003%
25 4.405 1014 1031 1066 rvv 118783 283924 38.59% 5.182%
26 4.560 1077 1079 1082 rvB2 280 140 0.02% 0.003%
27 4.602 1087 1092 1097 rBvV 341 213 0.03% 0.004%
28 4.630 1097 1101 1103 rBv2 319 263 0.04% 0.005%
29 4.872 1173 1176 1179 rBvV 175 144 0.02% 0.003%
30 4.962 1201 1204 1207 rvVB 285 134 0.02% 0.002%
31 5.026 1220 1224 1228 rBvV2 194 182 0.02% 0.003%
32 5.100 1228 1247 1280 rBvV2 295104 735687 100.00% 13.428%
33 5.364 1327 1329 1331 rBvV2 357 169 0.02% 0.003%
34 5.428 1344 1349 1350 rBvV2 180 166 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV103018\
Data File : VV008474.D

Aca On : 30 Oct 2018 17:47

Operator : SY/MD

Sample : J5669-12

Misc : 5.0 mL/MSVOA V/WATER

ALS Vial : 9 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_V\METHOD\SOMVLM102318WMA .M
Title : VOC Analysis

35 5.528 1376 1380 1384 rBV2 313 280 0.04% 0.005%
36 5.669 1409 1424 1450 rBV 221912 431015 58.59% 7.867%
37 5.862 1482 1484 1487 rVV 154 128 0.02% 0.002%
38 5.952 1505 1512 1514 rBV2 649 751 0.10% 0.014%
39 6.122 1550 1565 1588 rVvv 165847 335309 45.58% 6.120%
40 6.257 1602 1607 1611 rVB2 350 342 0.05% 0.006%
41 6.347 1631 1635 1639 rBV2 204 189 0.03% 0.003%
42 6.547 1693 1697 1702 rBV2 169 142 0.02% 0.003%
43 6.650 1721 1729 1733 rBV3 1368 2034 0.28% 0.037%
44 6.695 1735 1743 1761 rVB2 13364 27087 3.68% 0.494%
45 6.807 1776 1778 1783 rBvV 345 284 0.04% 0.005%
46 6.843 1783 1789 1791 rVB2 230 288 0.04% 0.005%
47 7.032 1833 1848 1864 rBV 98728 175951 23.92% 3.212%
48 7.119 1873 1875 1877 rBV2 239 144 0.02% 0.003%
49 7.171 1884 1891 1898 rBV3 847 1473 0.20% 0.027%
50 7.273 1918 1923 1925 rBV 206 157 0.02% 0.003%
51 7.286 1925 1927 1931 rVB 419 244 0.03% 0.004%
52 7.363 1931 1951 1968 rBV 341701 587250 79.82% 10.719%
53 7.595 2019 2023 2026 rvB2 212 191 0.03% 0.003%
54 7.666 2034 2045 2063 rBV 70564 116989 15.90% 2.135%
55 7.984 2134 2144 2154 rBV2 27961 57324 7.79% 1.046%
56 8.135 2183 2191 2226 rVB 220871 383071 52.07% 6.992%
57 8.370 2261 2264 2267 rVB 331 206 0.03% 0.004%
58 8.418 2275 2279 2281 rVB2 248 142 0.02% 0.003%
59 8.707 2367 2369 2375 rvv2 183 155 0.02% 0.003%
60 8.733 2375 2377 2380 rvv2 211 149 0.02% 0.003%
61 8.797 2393 2397 2401 rBV2 182 212 0.03% 0.004%
62 8.897 2413 2428 2445 rBV 308874 506715 68.88% 9.249%
63 9.122 2495 2498 2500 rBV 238 177 0.02% 0.003%
64 9.177 2511 2515 2516 rBV 227 129 0.02% 0.002%
65 9.322 2557 2560 2566 rBV2 200 254 0.03% 0.005%
66 9.479 2606 2609 2611 rBV2 154 126 0.02% 0.002%
67 9.582 2636 2641 2643 rBV 306 238 0.03% 0.004%
68 9.614 2649 2651 2657 rvB2 155 162 0.02% 0.003%
69 9.688 2670 2674 2679 rVB2 213 229 0.03% 0.004%
70 9.926 2744 2748 2751 rVB 141 144 0.02% 0.003%
71 9.955 2752 2757 2759 rBV2 209 169 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV103018\
Data File : VV008474.D

Aca On : 30 Oct 2018 17:47

Operator : SY/MD

Sample : J5669-12

Misc : 5.0 mL/MSVOA V/WATER

ALS Vial : 9 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 V\METHOD\SOMVLM102318WMA .M
Title : VOC Analysis
72 10.000 2766 2771 2773 rBV2 205 227 0.03% 0.004%
73 10.080 2792 2796 2799 rBV 243 244 0.03% 0.004%
74 10.100 2800 2802 2809 rVB 139 171 0.02% 0.003%
75 10.267 2841 2854 2874 rVB 218118 351187 47.74% 6.410%
76 10.434 2894 2906 2921 rBV2 11212 24548 3.34% 0.448%
77 10.543 2937 2940 2943 rBV2 189 144 0.02% 0.003%
78 10.582 2948 2952 2953 rBV 246 165 0.02% 0.003%
79 10.659 2973 2976 2978 rBV 181 147 0.02% 0.003%
80 10.765 3006 3009 3014 rBV2 201 207 0.03% 0.004%
81 11.013 3082 3086 3091 rBV 202 230 0.03% 0.004%
82 11.061 3098 3101 3105 rBV2 195 216 0.03% 0.004%
83 11.106 3112 3115 3119 rBV 239 208 0.03% 0.004%
84 11.299 3163 3175 3195 rBV 274291 440576 59.89% 8.042%
85 11.402 3204 3207 3211 rBV2 164 181 0.02% 0.003%
86 11.675 3280 3292 3312 rBV 293980 475297 64.61% 8.675%
87 11.932 3369 3372 3378 rBV 200 181 0.02% 0.003%
88 12.093 3419 3422 3426 rVB 240 187 0.03% 0.003%
89 12.119 3426 3430 3435 rBV2 270 249 0.03% 0.005%
90 12.193 3451 3453 3457 rVB 334 162 0.02% 0.003%
91 12.219 3457 3461 3465 rBV 313 287 0.04% 0.005%
92 12.299 3477 3486 3496 rVB 6141 9343 1.27% 0.171%
93 12.428 3522 3526 3530 rBB2 352 259 0.04% 0.005%
94 12.907 3673 3675 3678 rBV2 269 167 0.02% 0.003%
95 12.952 3686 3689 3692 rBV 239 143 0.02% 0.003%
96 12.974 3692 3696 3699 rBV 246 187 0.03% 0.003%
97 13.219 3768 3772 3775 rBV2 403 398 0.05% 0.007%
98 13.286 3789 3793 3797 rBV2 391 413 0.06% 0.008%
99 13.762 3938 3941 3942 rBV 290 173 0.02% 0.003%
100 14.090 4038 4043 4052 rvVvB2 3717 5403 0.73% 0.099%
Sum of corrected areas: 5478623
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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 V\DATA\VV103018\
Vv008474.D

30 Oct 2018 17:47

SY/MD

J5669-12

5.0 mL/MSVOA V/WATER

9 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM102318WMA .M
VOC Analysis

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

Abundance

300000

250000

200000

150000

100000

50000

«J&ﬂm,fﬁ~_~w__wﬂ za%@ﬁ 2923n533mm3mmm54&\ 42

TIC: VV008474.D

5.10

4.41

2\ 4memn, 4awsisk 53@535J

5.67

6.12

6.8635 6.5!

0
Time-->

250 300 400 450 500

6.00

5. 50 6.50

Abundance

300000

250000

200000

150000

100000

50000

0 ~l
Time-->

TI C: VV008474.D
8.90

36

8.14 10.27

7.03

11.68
11.30

L 11.982(

7.50 8 00 8. 50 9.00 9.50 10 00 10 50

7.98
7. /\J LBEBZ(Z EBRIBJ)L 99.2.& 329 4}9%9 mmm 104 &E&%?? 1110061
T I I [ ! 1 T

L;4o
T T T I
11,00 12.00

T
11.50

Abundance

300000

250000

200000

150000

100000

50000

TIC: VV008474.D

13.76 14 09

9 43 1299 13329

Time-->

T

15. OO

13. 00

I
13 50 14. OO

12.50 14. 50

SOMVLM102318WMA .M Wed Oct 31 11:58:20 2018




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV103018\
Data File : VV008474.D

Aca On : 30 Oct 2018 17:47

Operator : SY/MD

Sample : J5669-12

Misc : 5.0 mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM102318WMA .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 unknown-01 Concentration Rank 3

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

6.69 3.14 ug/L 27087 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-T(phenvimethoxv... 279 C14H21NO3Si 055520-91-7 17
2 Hvdrazinecarbothioamide 91 CH5N3S 000079-19-6 9
3 Acetic acid. l(phenvlmethoxv)imi... 251 C12H17NO3Si 055494-08-1 9
4 Methanamine. N-methoxv- 61 C2H7NO 001117-97-1 7
5 1,6-Heptadiyne 92 C7H8 002396-63-6 5

Abundance Scan 1742 (6.691 min): VV008474.D (-1735) (-) m/z 91.00 100.00%
o
61
5000
45
| 75 6.40 6.60 6.80 7.00
O L O R m/z 60.95 58.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126542: Butanoic acid, 2-[(phenylmethoxy)imino]-, trimeth...
il
5000 S AR A AR SR
6.40 6.60 6.80 7.00
45 73 m/z 44.90 18.32%
0 ol 138 L“ 1 105 135149 165 205 264
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance #2392: Hydrazinecarbothioamide
3 il
60 "'P"W"”I'”'M”'ﬂ
6.40 6.60 6.80 7.00
5000 m/z 92.00 8.65%
'*‘5 J 78
o.nr,““ AT B AU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #102915: Acetic acid, [(phenylmethoxy)imino]-, trimethylsi... L IS m e e
il 6.40 6.60 6.80 7.00
m/z 75.00 6.56%
5000
45 73
0 L0 105 145159 191 221236 /
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 6.40 6.60 6.80 7.00

SOMVLM102318WMA .M Wed Oct 31 11:58:21 2018

Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103018\
Data File : VV008474.D

Acq On : 30 Oct 2018 17:47

Operator : SY/MD

Sample - J5669-12

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM102318WMA .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]

unknown-01 6.69 3.1 ug/L 27087 1 5.67 431015 50.0
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