LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024925.D

Acqg On : 10 Mar 2022 18:54
Operator : SY/MD

Sample : N1879-12

Misc : 5mL/MSVOA_V/WATER

ALS Vvial : 24 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@24925.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 77 83 98 rVB 195091 195187 15.84%  2.200%
2 1.568 157 164 183 rVB 151497 167733 13.61% 1.891%
3 2.108 321 332 362 rVB 299408 440789 35.78%  4.969%
4 2.539 462 466 471 rBV 267 245 0.02% ©0.003%
5 2.564 471 474 478 rVB3 359 257 0.02% 0.003%
6 2.590 478 482 486 rBV2 224 248 0.02% 0.003%
7 2.773 532 539 549 rVB4 609 948 ©0.08% 0.011%
8 2.815 549 552 558 rBV2 274 247 0.02% ©0.003%
9 2.899 575 578 580 rBvV 219 134 0.01% 0.002%
10 3.117 643 646 647 rBv2 162 99 0.01% 0.001%
11 3.175 661 664 666 rBv 174 111 0.01% 0.001%
12 3.359 718 721 723 rBV 186 119 0.01% 0.001%
13 3.503 760 766 769 rBV2 233 269 0.02% 0.003%
14 3.892 877 887 927 rBV 71318 239009 19.40% 2.694%
15 4.349 1013 1029 1057 rBV2 194114 487038 39.53%  5.490%
16 4.596 1102 1106 1107 rBV 295 213 0.02% 0.002%
17  4.619 1111 1113 1118 rVB2 398 277 0.02% 0.003%
18 4.680 1130 1132 1136 rBV2 169 116 ©0.01% 0.001%
19 4.825 1174 1177 1180 rBv2 270 223 0.02% 0.003%
20 4.886 1193 1196 1201 rBV2 246 155 0.01% 0.002%
21  4.912 1201 1204 1206 rVB 245 107 ©0.01% 0.001%
22 4.931 1206 1210 1212 rBv2 168 121 0.01% 0.001%
23 4.950 1212 1216 1221 rVB2 289 286 0.02% 0.003%
24  5.047 1228 1246 1281 rBV2 479931 1232022 100.00% 13.888%
25 5.362 1342 1344 1347 rBV 190 69 0.01% 0.001%
26 5.384 1349 1351 1353 rVB 336 127 0.01% 0.001%
27 5.407 1353 1358 1363 rBV3 413 515 0.04% 0.006%
28 5.436 1364 1367 1370 rVB2 324 197 0.02% 0.002%
29 5.548 1397 1402 1403 rBv2 139 110 0.01% 0.001%
30 5.558 1403 1405 1410 rWV 204 146 0.01% ©0.002%
31 5.616 1411 1423 1463 rBV 321870 655173 53.18% 7.385%
32 5.908 1503 1514 1533 rBV5 25633 57791 4.69% 0.651%
33  6.014 1545 1547 1550 rVB 230 100 0.01% 0.001%
34 6.069 1550 1564 1590 rBV 269678 549691 44.62% 6.196%
35 6.326 1640 1644 1645 rBV 122 93 0.01% 0.001%
36 6.371 1655 1658 1661 rBV 127 100 0.01% ©0.001%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31022\
Data File : VV024925.D

Acqg On : 10 Mar 2022 18:54

Operator : SY/MD

Sample : N1879-12

Misc : 5mL/MSVOA_V/WATER

ALS Vvial : 24 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 6.465 1685 1687 1688 rBV 75
38 6.651 1743 1745 1749 rBV 283
39 6.728 1765 1769 1773 rBV 407
40 6.847 1803 1806 1808 rBV 127
41  6.947 1834 1837 1838 rBV 177
42 6.985 1838 1849 1872 rW 137582
43 7.313 1940 1951 1971 rBV 571458
44  7.622 2036 2047 2065 rBV 90708
45  7.812 2102 2106 2111 rBV2 385
46 7.834 2111 2113 2115 rBV 181
47  7.886 2126 2129 2133 rBV2 127
48 7.940 2139 2146 2155 rBV2 655
49 8.030 2172 2174 2177 rVB 149
50 8.088 2182 2192 2227 rBV 263307
51 8.567 2334 2341 2343 rBV 220
52 8.616 2350 2356 2358 rBV 352
53 8.664 2367 2371 2373 rBV2 296
54 8.680 2373 2376 2379 rVB 241
55  8.747 2393 2397 2399 rBV 260
56 8.850 2417 2429 2460 rBV 507218
57 9.046 2488 2490 2498 rVB3 385
58 9.153 2517 2523 2532 rBV2 533
59 9.227 2543 2546 2549 rVB 172
60 9.252 2549 2554 2560 rBv2 230
61 9.497 2626 2630 2632 rBvV 256
62 9.600 2660 2662 2668 rBV 144
63 9.661 2677 2681 2683 rBv2 407
64 9.751 2706 2709 2712 rBV 201
65 9.854 2739 2741 2743 rBV2 80
66 9.870 2743 2746 2748 rBvV 125
67 10.098 2814 2817 2818 rBV 186
68 10.124 2818 2825 2835 rVB2 3610
69 10.214 2841 2853 2875 rBV 330144
70 10.471 2930 2933 2937 rBV 244
71 10.709 3001 3007 3010 rBV2 339
72 10.886 3059 3062 3064 rBV 182
73 10.918 3064 3072 3081 rVV5 2129
74 11.008 3094 3100 3103 rBV 332
75 11.030 3103 3107 3109 rBV2 354
76 11.143 3136 3142 3151 rBv4 1042
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024925.D

Acqg On : 10 Mar 2022 18:54
Operator : SY/MD

Sample : N1879-12

Misc : 5mL/MSVOA_V/WATER

ALS Vvial : 24 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 11.246 3162 3174 3201 rBV 491574 764463 62.05% 8.617%
78 11.567 3270 3274 3276 rBV2 329 267 ©0.02% 0.003%
79 11.622 3279 3291 3309 rBV 518088 806015 65.42% 9.086%
80 11.947 3389 3392 3393 rBV2 184 113  ©0.01% 0.001%
81 12.046 3419 3423 3428 rBV2 273 293 0.02% 0.003%

Sum of corrected areas: 8871372
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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\

: VWe24925.D

: 10 Mar 2022 18:54

: SY/MD

: N1879-12

: 5mL/MSVOA_V/WATER

: 24 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

500000

400000

300000

200000

100000

0

TIC: VV024925.D\data.ms

5.047

5.616
2.108

6.069

1.307 4.349
1.568

3.892

5.908
8%9933_175 359503 .014 66338465

Time-->
Abundance

500000

400000

300000

200000

100000

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 300 320 340 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
TIC: VV024925.D\data.ms

11.622
8.850 11.246

7.313

10.214

8.088

6.985

0+

Time-->
Abundance

500000

400000

300000

200000

100000

8%%@1}7 9.4 GET? 9./0% M1 FTALD 10.47110.7&90W4J3L11. 67 111204

LLIENIIIR A AR . L Lt ST E R SN S LT LLLL
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: VV024925.D\data.ms

Time-->

‘ 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 : VV024925.D

Acqg On : 10 Mar 2022 18:54
Operator : SY/MD

Sample : N1879-12

Misc : 5mL/MSVOA_V/WATER

ALS Vvial : 24 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 4.41 ug/L 57791 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 43
2 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 38
3 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 32
4 4-Chloro-3-fluoropyridine 131 CSH3CI1FN 002546-56-7 25
5 2-Chloro-5-methylthiazole 133 C4H4CINS 033342-65-3 25
Abundance Scan 1514 (5.908 min): VV024925.D\data.ms (-1503) (-) m/z 95.90 100.00%
95.9 130.9
5000 60.9
P e
36.8 ! | 5.60 5.80 6.00 6.20
0 e e e M e m/z 130.900 99.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41606: Ethane, 1,1,1,2-tetrachloro-
133.0
5000 UL LA B R LR B |
95.0 5.60 5.80 6.00 6.20
26.0 61.0 m/z 132.90  94.65%
0”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41604: Ethane, 1,1,1,2-tetrachloro-
131.0
R
5.60 5.80 6.00 6.20
5000 m/z 97.90 62.53%
95.0
63.0
26.0
Ol et o w‘\u‘ il 1680
miz--> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester e L RaRas
59.0 96.0 5.60 5.80 6.00 6.20
m/z 60.90  44.55%
5000 131.0
15.0
0 ‘ 36.0 “‘\ L 1550 1900
R R E T AR A ERREmaEEE R
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@24925.D

Acqg On : 10 Mar 2022 18:54
Operator : SY/MD

Sample : N1879-12

Misc : 5mL/MSVOA_V/WATER

ALS Vvial : 24 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 4.4 ug/L 57791 1 5.616 655173 50.0
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