LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV102918\
Data File : VV008450.D

Acq On : 29 Oct 2018 13:56

Operator : SY/MD

Sample : J5669-06DL 4X

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 height area % max. total
1 1.322 67 72 86 rvB 86388 84346 11.22% 1.329%
2 1.566 142 148 161 rVB 57413 71788 9.55% 1.131%
3 2.129 314 323 336 rBY 126658 177253 23.58% 2.793%
4 2.585 463 465 468 rBvV2 319 238 0.03% 0.004%
5 2.653 476 486 496 rBvV2 3983 8143 1.08% 0.128%
6 2.746 509 515 517 rBvV 355 314 0.04% 0.005%
7 2.762 517 520 524 rVB 322 262 0.03% 0.004%
8 2.791 524 529 530 rBvV2 1173 910 0.12% 0.014%
9 2.926 568 571 574 rBV 273 197 0.03% 0.003%
10 3.013 596 598 601 rBvV2 237 106 0.01% 0.002%
11 3.032 602 604 607 rvB2 332 180 0.02% 0.003%
12 3.177 647 649 651 rBvV2 240 106 0.01% 0.002%
13 3.232 662 666 671 rvB3 472 361 0.05% 0.006%
14 3.257 671 674 677 rBvV2 248 185 0.02% 0.003%
15 3.335 695 698 701 rBvV2 157 132 0.02% 0.002%
16 3.418 721 724 727 rBV3 388 301 0.04% 0.005%
17 3.489 743 746 750 rvB2 335 248 0.03% 0.004%
18 3.515 750 754 756 rBvV 349 178 0.02% 0.003%
19 3.547 761 764 770 rvB2 216 237 0.03% 0.004%
20 3.579 771 774 776 rBV 182 108 0.01% 0.002%
21 3.688 806 808 811 rBvV 237 125 0.02% 0.002%
22 3.749 822 827 831 rBvV2 308 381 0.05% 0.006%
23 3.801 841 843 845 rBvY 223 133 0.02% 0.002%
24 3.962 870 893 918 rBvV2 100209 376907 50.14% 5.939%
25 4.087 930 932 935 rBvV2 295 156 0.02% 0.002%
26 4.196 963 966 968 rBV2 292 170 0.02% 0.003%
27 4.248 980 982 983 rBvY 246 119 0.02% 0.002%
28 4.347 1010 1013 1015 rBV2 271 206 0.03% 0.003%
29 4.409 1015 1032 1059 rvv 119511 288544 38.39% 4.547%
30 4.614 1091 1096 1097 rBV3 236 217 0.03% 0.003%
31 4.717 1113 1128 1142 rBV2 4422 12467 1.66% 0.196%
32 4.801 1151 1154 1158 rBV 239 214 0.03% 0.003%
33 4.868 1170 1175 1177 rBvV 110 106 0.01% 0.002%
34 4.894 1181 1183 1185 rBV3 343 210 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV102918\
Data File : VV008450.D

Acq On : 29 Oct 2018 13:56

Operator : SY/MD

Sample : J5669-06DL 4X

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 5.007 1215 1218 1223 rVB2 157 145 0.02% 0.002%
36 5.100 1226 1247 1271 rBvV2 301021 751659 100.00% 11.845%
37 5.241 1289 1291 1293 rBV2 324 119 0.02% 0.002%
38 5.322 1312 1316 1322 rBV2 176 249 0.03% 0.004%
39 5.431 1346 1350 1353 rBV 142 164 0.02% 0.003%
40 5.521 1376 1378 1383 rVB 206 126 0.02% 0.002%
41 5.547 1383 1386 1391 rBV 194 142 0.02% 0.002%
42 5.611 1403 1406 1409 rVB 217 123 0.02% 0.002%
43 5.669 1409 1424 1453 rBV 239367 468678 62.35% 7.386%
44 5.801 1463 1465 1469 rVB3 372 209 0.03% 0.003%
45 5.894 1492 1494 1496 rBV2 239 128 0.02% 0.002%

46 5.965 1501 1516 1539 rVVv 222519 428467 57.00% 6.752%
47 6.122 1550 1565 1588 rBV 176250 350653 46.65% 5.526%

48 6.244 1601 1603 1605 rBV 330 173 0.02% 0.003%
49 6.270 1609 1611 1614 rVB2 366 120 0.02% 0.002%
50 6.325 1624 1628 1632 rVV 135 164 0.02% 0.003%
51 6.357 1636 1638 1640 rBvV 232 111 0.01% 0.002%
52 6.479 1673 1676 1678 rBV 186 124 0.02% 0.002%
53 6.521 1685 1689 1692 rBV2 276 244 0.03% 0.004%
54 6.646 1723 1728 1735 rBv4 1387 2172 0.29% 0.034%
55 6.695 1735 1743 1761 rVB 13530 26256 3.49% 0.414%
56 7.032 1835 1848 1869 rBvV 105899 186228 24.78% 2.935%
57 7.180 1882 1894 1901 rBV5 1023 2044 0.27% 0.032%
58 7.299 1926 1931 1936 rVB2 173 160 0.02% 0.003%
59 7.363 1936 1951 1975 rBV 347445 597077 79.43% 9.409%
60 7.572 2013 2016 2018 rVB2 263 146 0.02% 0.002%
61 7.588 2018 2021 2024 rVB2 227 144 0.02% 0.002%
62 7.621 2027 2031 2034 rVB 188 170 0.02% 0.003%
63 7.666 2034 2045 2066 rBvV 77187 126382 16.81% 1.992%
64 7.987 2136 2145 2154 rBV2 30272 56963 7.58% 0.898%
65 8.135 2183 2191 2224 rVB 236552 397731 52.91% 6.268%
66 8.444 2284 2287 2291 rBV2 241 221 0.03% 0.003%
67 8.579 2327 2329 2334 rBV2 169 136 0.02% 0.002%
68 8.653 2349 2352 2354 rVB2 283 158 0.02% 0.002%
69 8.682 2354 2361 2364 rBV2 183 228 0.03% 0.004%
70 8.720 2369 2373 2375 rBvV 163 166 0.02% 0.003%
71 8.775 2386 2390 2393 rVB2 175 129 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV102918\
Data File : VV008450.D

Acq On : 29 Oct 2018 13:56

Operator : SY/MD

Sample : J5669-06DL 4X

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 8.833 2405 2408 2413 rVB 197 122 0.02% 0.002%
73 8.900 2414 2429 2454 rBV 332493 550657 73.26% 8.678%
74 9.061 2477 2479 2484 rVB3 231 153 0.02% 0.002%
75 9.135 2499 2502 2503 rBVY 209 124 0.02% 0.002%
76 9.180 2513 2516 2518 rBV 218 121 0.02% 0.002%
77 9.257 2535 2540 2543 rBV2 182 161 0.02% 0.003%
78 9.556 2630 2633 2638 rBvV2 160 141 0.02% 0.002%
79 9.707 2676 2680 2683 rBvV2 178 128 0.02% 0.002%
80 9.791 2705 2706 2711 rVB 260 131 0.02% 0.002%
81 9.820 2711 2715 2717 rBvV2 197 200 0.03% 0.003%
82 9.858 2722 2727 2730 rVB 182 173 0.02% 0.003%
83 9.878 2730 2733 2736 rBvY 195 137 0.02% 0.002%
84 9.903 2736 2741 2744 rVV 228 225 0.03% 0.004%
85 10.158 2817 2820 2821 rBV 193 109 0.01% 0.002%
86 10.264 2842 2853 2874 rVB 228183 368921 49.08% 5.814%
87 10.354 2879 2881 2884 rBV2 155 115 0.02% 0.002%
88 10.431 2894 2905 2920 rBV3 12315 28387 3.78% 0.447%
89 10.534 2934 2937 2941 rVB2 176 147 0.02% 0.002%
90 11.019 3085 3088 3090 rBV2 242 183 0.02% 0.003%
91 11.235 3148 3155 3158 rBV2 321 363 0.05% 0.006%
92 11.299 3163 3175 3197 rVvV 292598 474568 63.14% 7.478%
93 11.530 3245 3247 3249 rBV 184 106 0.01% 0.002%
94 11.675 3280 3292 3311 rVB 300378 487970 64.92% 7 .690%
95 11.743 3311 3313 3316 rBV2 274 169 0.02% 0.003%
96 12.035 3401 3404 3407 rBV 160 129 0.02% 0.002%
97 12.296 3478 3485 3496 rVB2 5192 7736 1.03% 0.122%
98 12.501 3544 3549 3550 rBV 208 171 0.02% 0.003%
99 12.820 3644 3648 3650 rBV 219 178 0.02% 0.003%
100 13.209 3767 3769 3771 rBvV2 263 195 0.03% 0.003%
Sum of corrected areas: 6345777
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV102918\
VvV008450.D

29 Oct 2018 13:56

SY/MD

J5669-06DL 4X

5.0 mL/MSVOA_V/WATER

7 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV102918\
Data File : VV008450.D

Acq On : 29 Oct 2018 13:56

Operator : SY/MD

Sample : J5669-06DL 4X

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 7 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 4

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

6.69 2.80 ug/L 26256 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, [(phenylmethoxy)imi... 251 C12H17NO3Si 055494-08-1 12
2 Hydrazinecarbothioamide 91 CH5N3S 000079-19-6 9
3 Butanoic acid, 2-[(phenylmethoxy... 279 C14H21NO3Si 055520-91-7 9
4 1,6-Heptadiyne 92 C7H8 002396-63-6 5
5 1,6-Heptadiyne 92 C7H8 002396-63-6 5

Abundance Scan 1742 (6.691 min): VV008450.D (-1735) (-) m/z 90.95 100.00%
o
5000 61
4|5 75 6.40 6.60 6.80 7.00
et m/z 60.90 49_78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #102915: Acetic acid, [(phenylmethoxy)imino]-, trimethylsi...
<l
5000 S AR A AR A
6.40 6.60 6.80 7.00
m/z 44_.90 15.74%
45 73
A9 |y | 105 145159 191 221236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2392: Hydrazinecarbothioamide
3 <l
60 "'P"W"”I'”'I”'n
6.40 6.60 6.80 7.00
5000 m/z 92.00 7.90%
..}ﬁ....,*?..,..7ﬁ....,....,....,.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126542: Butanoic acid, 2-[(phenylmethoxy)imino]-, trimeth... L IS mum e e
9 6.40 6.60 6.80 7.00
m/z 74.90 6.53%
5000
‘q .59, M\ 105 135149 165 205 264
m/z--> 20 40 60 8|0 1(')0 120 140 160 180 200 220 240 260 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV102918\
Data File : VV008450.D

Acq On : 29 Oct 2018 13:56

Operator : SY/MD

Sample : J5669-06DL 4X

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 7 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 2.8 ug/L 26256 1 5.67 468678 50.0
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