LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024935.D

Acqg On : 10 Mar 2022 23:42
Operator : SY/MD

Sample : N1879-04

Misc : 5mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO22822WMA .M
Title : VOC Analysis

Signal : TIC: VV@24935.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 76 83 103 rVB 183669 185478 15.22%  2.125%
2 1.571 157 165 178 rBV 142850 160999 13.22% 1.844%
3 2.108 322 332 361 rVB 287360 422557 34.68%  4.840%
4 2.317 394 397 398 rBV 374 217 0.02% 0.002%
5 3.050 622 625 631 rBv2 141 150 0.01% 0.002%
6 3.198 669 671 674 rVB 250 126 0.01% ©0.001%
7 3.252 685 688 691 rBV 94 69 0.01% 0.001%
8 3.301 700 703 706 rBV 215 158 ©0.01% 0.002%
9 3.355 716 720 723 rBV2 184 152 0.01% 0.002%
10 3.423 738 741 745 rBV 182 146 0.01% 0.002%
11  3.471 752 756 759 rBV 359 319 0.03% 0.004%
12 3.651 808 812 813 rBV 215 158 0.01% 0.002%
13 3.773 847 850 853 rBV 120 89 0.01% 0.001%
14 3.857 872 876 877 rBV 123 79 0.01% 0.001%
15 3.896 877 888 937 rBV 69644 261123 21.43%  2.991%
16 4.349 1014 1029 1055 rBvV 193759 477436 39.19% 5.469%
17 4.577 1094 1100 1102 rBV2 327 360 0.03% 0.004%
18 4.603 1106 1108 1109 rBV 272 78 0.01% 0.001%
19 4.645 1117 1121 1129 rVB2 401 422 0.03% 0.005%
20 4.693 1129 1136 1139 rBV 249 304 0.02% 0.003%
21  4.735 1145 1149 1152 rBV 250 197 0.02% 0.002%
22 4.825 1175 1177 1178 rBV 107 50 0.00% 0.001%
23 4.883 1192 1195 1196 rBV 78 50 0.00% 0.001%
24 4.963 1217 1220 1224 rBV 132 134 0.01% ©0.002%
25 5.047 1228 1246 1281 rBV2 479865 1218288 100.00% 13.955%
26 5.455 1370 1373 1375 rBV 150 80 0.01% 0.001%
27 5.564 1404 1407 1411 rBV 202 147 0.01% 0.002%
28 5.616 1411 1423 1450 rBV 318859 639879 52.52%  7.329%
29 5.908 1503 1514 1532 rBvV3 18827 39005 3.20% 0.447%
30 6.069 1549 1564 1588 rBV 266688 542481 44.53% 6.214%
31 6.259 1621 1623 1629 rvVB2 314 169 0.01% 0.002%
32 6.355 1650 1653 1657 rBV 155 141 0.01% 0.002%
33  6.436 1673 1678 1682 rVB 229 214 0.02% 0.002%
34 6.458 1682 1685 1687 rBV 92 48 0.00% 0.001%
35 6.484 1690 1693 1695 rBV 182 130 0.01% 0.001%
36 6.574 1719 1721 1724 rBV 261 125 0.01% 0.001%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31022\
Data File : VV024935.D

Acqg On : 10 Mar 2022 23:42

Operator : SY/MD

Sample : N1879-04

Misc : 5mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:

Stop Thrs : ©

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

Peak separation: 5

Peak Location:

Method
Title : VOC Analysis
37 6.622 1733 1736 1738 rBV 116
38 6.651 1741 1745 1747 rBV3 347
39 6.703 1758 1761 1762 rBV2 206
40 6.809 1788 1794 1795 rBV 163
41 6.847 1803 1806 1808 rBV 197
42 6.985 1837 1849 1877 rBV 137042
43 7.175 1906 1908 1911 rBvV2 193
44  7.191 1911 1913 1915 rBV2 286
45  7.313 1939 1951 1971 rBV 561025
46 7.622 2035 2047 2073 rBV 92172
47  7.821 2106 2109 2111 rBV 123
48 7.863 2117 2122 2126 rBV2 281
49 7.886 2126 2129 2131 rBV 171
50 7.902 2131 2134 2136 rBV 203
51 7.934 2141 2144 2147 rBV 357
52 8.018 2167 2170 2172 rBV 145
53 8.088 2182 2192 2229 rBV 258642
54 8.391 2281 2286 2289 rBV2 339
55  8.503 2318 2321 2324 rBV 427
56  8.548 2332 2335 2339 rBV2 190
57 8.715 2381 2387 2389 rBV2 139
58 8.767 2400 2403 2405 rBV 178
59 8.802 2411 2414 2417 rBV 290
60 8.850 2417 2429 2453 rBV 501821
61 9.014 2478 2480 2483 rBV2 428
62 9.034 2483 2486 2488 rvv2 329
63 9.095 2503 2505 2506 rBV 262
64 9.346 2580 2583 2584 rBV2 97
65 9.371 2589 2591 2592 rBV 167
66 9.474 2620 2623 2627 rBv2 247
67 9.497 2627 2630 2633 rBV 201
68 9.583 2653 2657 2666 rVB2 235
69 9.622 2666 2669 2671 rBV 142
70 9.718 2693 2699 2702 rBv2 144
71 9.792 2719 2722 2724 rBV2 148
72 9.809 2724 2727 2728 rBV 119
73 9.882 2747 2750 2752 rBV 155
74 10.127 2819 2826 2834 rVB3 2834
75 10.214 2841 2853 2869 rBV 338102
76 10.513 2943 2946 2947 rBV2 125
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LSC Area Percent Report
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024935.D

Acqg On : 10 Mar 2022 23:42
Operator : SY/MD

Sample : N1879-04

Misc : 5mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO22822WMA.M
Title : VOC Analysis

77 10.545 2951 2956 2958 rBV2 310 247 0.02% 0.003%
78 10.657 2988 2991 2994 rVB2 429 243 0.02% 0.003%
79 10.673 2994 2996 2998 rBV 144 74 0.01% 0.001%
80 10.831 3043 3045 3050 rvVB2 340 212 0.02% 0.002%
81 10.915 3062 3071 3083 rVBS 2297 3671 0.30% 0.042%
82 10.966 3083 3087 3089 rBV 206 169 0.01% 0.002%
83 11.082 3120 3123 3125 rBV2 182 136 0.01% 0.002%
84 11.246 3163 3174 3193 rBV 478364 743966 61.07% 8.522%
85 11.622 3279 3291 3318 rBV 521087 801070 65.75% 9.176%
86 11.844 3358 3360 3364 rBV2 343 186 0.02% 0.002%
87 12.156 3455 3457 3459 rBV 205 104 0.01% 0.001%
88 12.361 3517 3521 3526 rBV2 311 334 0.03% 0.004%
89 12.500 3561 3564 3566 rBV 171 119 0.01% 0.001%
90 12.738 3634 3638 3640 rBV2 372 316 0.03% 0.004%
91 12.943 3700 3702 3705 rBV 291 140 0.01% 0.002%
92 13.345 3825 3827 3830 rBvV 253 162 0.01% 0.002%
93 13.905 3997 4001 4006 rBV 447 422 0.03% 0.005%

Sum of corrected areas: 8730250
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31022\

: VWe24935.D

: 10 Mar 2022 23:42

: SY/MD

: N1879-04

: 5mL/MSVOA_V/WATER

: 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM022822WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV024935.D\data.ms

500000 5.047

400000

5.616
2.108
300000 6.069
200000 1.307 4.349
1.571
100000 3.896
5.908
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\2\:\3:!-‘7\\\\‘\\\\‘\\\?‘9%?%?%\65\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV024935.D\data.ms
7.313
8.850 11.622
500000 11.246
400000
10.214
300000
8.088
200000
6.985
100000 7.622
8397 \ 7o k?M {u"'"'“ 'm:m;e: ]ID‘MB]&EQM)SZ 11 844
R : :

Time-->
Abundance

500000

400000

300000

200000

100000

T I T T T
8. 00 8 50 9 00 9. 50 10.00 10 50 11.00 11.50 12 00

TIC: VV024935.D\data.ms

Time-->

1 1562.3@150012.7382.943  13.345 13.905
T T T ‘ T T T T ‘ T T T T ‘

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031022\
Data File : VV024935.D

Acqg On : 10 Mar 2022 23:42
Operator : SY/MD

Sample : N1879-04

Misc : 5mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.908 3.05 ug/L 39005 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 38
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
3 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 25
4 2-Cyano-3,5-dimethylpyrazine 133 C7H7N3 124629-52-3 9
5 Difluoro(methylamino)phosphine s... 131 CH4F2NPS 1000306-16-8 9

Abundance Scan 1514 (5.908 min): VV024935.D\data.ms (-1503) (-) m/z 95.90 100.00%

95.9 130.8
5000 60.9
\\‘\\\\’\\\\‘\A\\\‘\\\\’
36.9 5.60 5.80 6.00 6.20
0 e e el m/z 130.80 95.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester
59.0 96.0
5000 UL L B R IR B |
131.0 5.60 5.80 6.00 6.20
15.0 m/z 132.90 93.25%
0 36.0 L.l 155.0  190.0
\\\\‘\\\\‘\\\\\\\\‘\\\ \1\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3039: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
Gy
5.60 5.80 6.00 6.20
5000 m/z 97.90 64.35%
26.0 ‘
oH‘wJ‘HMm:uu!h‘H‘Hml‘m,‘m,‘m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #31547: Dihydro-4,5-dichloro-2(3H)furanone e i RaRas
96.0 5.60 5.80 6.00 6.20
61.0 m/z 60.90 40.27%
5000
126.0
Ol b e 1540 SR L | S
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV@24935.D

Acqg On : 10 Mar 2022 23:42
Operator : SY/MD

Sample : N1879-04

Misc : 5mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 5.908 3.0 ug/L 39005 1 5.616 639879 50.0
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