Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

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

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021422\

: VXe27013.D
: 14 Feb 2022 12:06

JC/MD

. VIBLK624

5.0mL/MSVOA_X/WATER

: 7 Sample Multiplier: 1

Parameters: LSCINT.P

RTE

OFF Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

Peak separation: 5

Method
Title

Signal

: TIC: VX@27013.D\data.ms

5

0 % of largest Peak

100
TOP

peak R.T. first max last PK peak corr. corr.
# min  scan scan scan TY height area % max
1 1.374 43 47 57 rvB 83718 87561 14.05%
2 1.672 92 96 104 rVB 59110 72816 11.68%
3 1.892 129 132 138 rVB2 1486 2293 0.37%
4 2.313 195 201 210 rBV 151095 243800 39.11%
5 2.435 219 221 227 rVB3 375 567 0.09%
6 2.520 229 235 246 rVB 4723 7937 1.27%
7 2.672 257 260 262 rBv2 151 174 0.03%
8 2.709 262 266 271 rVWv2 712 1142 0.18%
9 2.794 275 280 288 rVWw2 1696 2821 0.45%
10 2.855 288 290 294 rVB2 126 166 0.03%
11  3.105 325 331 340 rVBS 2750 6433 1.03%
12 3.312 363 365 366 rBV 121 101 0.02%
13  3.331 366 368 370 rVB 155 103 0.02%
14 3.617 410 415 418 rBV3 443 798 0.13%
15 3.727 431 433 434 rBV 104 94  0.02%
16 3.770 439 440 441 rBV 119 76 0.01%
17 3.892 457 460 461 rBvV2 146 182 0.03%
18 4.093 491 493 495 rBV 110 78 0.01%
19 4.172 504 506 509 rBV2 125 169 0.03%
20 4.276 522 523 526 rVB 160 126 0.02%
21  4.379 539 540 543 rBV 95 111 0.02%
22 4.459 543 553 568 rBV 46223 135875 21.80%
23 4.715 593 595 599 rBV 105 128 0.02%
24 4.824 611 613 614 rBvV2 112 160 0.02%
25 4.910 621 627 633 rVB3 798 1703 0.27%
26 5.056 640 651 668 rBV2 77868 244514 39.22%
27 5.391 698 706 712 rVw3 922 2769  0.44%
28 5.471 712 719 728 rW4 1436 4222 0.68%
29 5.550 728 732 741 rVB3 424 1164 0.19%
30 5.666 748 751 752 rBV2 563 596 0.10%
31 5.970 789 801 820 rBV2 206103 623388 100.00%
32 6.153 830 831 832 rBvV2 115 80 0.01%
33 6.531 891 893 894 rBV 102 105 0.02%
34 6.574 898 900 901 rBV 91 81 0.01%
35 6.617 904 907 908 rBV 140 154 0.02%
36 6.763 921 931 952 rBV 112698 267096 42.85%
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: Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLMO21422WMA .M
: VOC Analysis




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021422\
Data File : VX027013.D

Acqg On : 14 Feb 2022 12:06
Operator : JC/MD

Sample : VIBLK624

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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_ X\Method\SFAMXLMO21422WMA .M
Title : VOC Analysis
37 6.934 957 959 964 rVB 230 306 0.05% 0.007%
38 6.976 964 966 968 rBV 186 204 0.03% 0.004%
39 7.013 971 972 973 rBV 164 84 0.01% 0.002%
40 7.050 976 978 981 rBvV2 108 96 0.02% 0.002%
41  7.117 981 989 998 rBV5 8280 20110 3.23% 0.443%
42 7.208 1001 1004 1011 rBV2 159 364 0.06% 0.008%
43 7.312 1011 1021 1029 rBV 125200 272858 43.77% 6.006%
44  7.482 1045 1049 1054 rVB4 245 477 0.08% 0.010%
45 7.635 1071 1074 1075 rVB 103 93 0.01% 0.002%
46 7.647 1075 1076 1078 rBV 137 108 0.02% 0.002%
47  7.830 1101 1106 1111 rVB2 693 1257 ©0.20% ©0.028%
48  7.927 1120 1122 1130 rVB2 620 909 0.15% 0.020%
49 8.153 1156 1159 1161 rBV 117 152 0.02% 0.003%
50 8.232 1170 1172 1173 rBV 120 86 0.01% 0.002%
51 8.324 1181 1187 1201 rBV 84351 140494 22.54%  3.093%
52 8.476 1208 1212 1216 rBV2 376 456 0.07% 0.010%
53 8.574 1224 1228 1234 rVB 1846 2983 0.48% 0.066%
54 8.653 1234 1241 1248 rVV 323756 517134 82.96% 11.383%
55 8.720 1248 1252 1260 rVB 8140 13229 2.12% 0.291%
56 8.836 1270 1271 1273 rBV 120 115 0.02% 0.003%
57 8.952 1284 1290 1303 rBV 60264 90039 14.44%  1.982%
58 9.153 1319 1323 1328 rBV3 1269 1898 0.30% 0.042%
59 9.275 1339 1343 1347 rVB3 3686 4881 0.78% 0.107%
60 9.330 1349 1352 1355 rBV2 118 208 0.03% ©0.005%
61 9.385 1356 1361 1378 rVVW 205772 306459 49.16% 6.746%
62 9.525 1381 1384 1387 rVB2 846 1012 0.16% 0.022%
63 9.610 1393 1398 1403 rBV3 874 1397 0.22% 0.031%
64  9.848 1435 1437 1439 rBV 235 184 0.03% 0.004%
65 10.006 1461 1463 1465 rBV 131 153 0.02% 0.003%
66 10.055 1465 1471 1484 rVB 241756 333067 53.43% 7.332%
67 10.195 1490 1494 1499 rVB 5111 6273 1.01% 0.138%
68 10.238 1499 1501 1502 rBV2 112 95 0.02% 0.002%
69 10.305 1507 1512 1517 rBV 5048 7008 1.12% 0.154%
70 10.653 1562 1569 1575 rBV2 6316 11779 1.89% 0.259%
71 10.756 1584 1586 1589 rBV 157 124 0.02% 0.003%
72 10.799 1590 1593 1597 rBV2 745 809 0.13% 0.018%
73 10.933 1613 1615 1616 rBV2 109 80 0.01% 0.002%
74 10.963 1616 1620 1625 rVV 5715 6592 1.06% 0.145%
75 11.031 1629 1631 1634 rVB2 136 109 0.02% 0.002%
76 11.122 1642 1646 1650 rVB 2723 3192 0.51% 0.070%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021422\
Data File : VX027013.D

Acqg On : 14 Feb 2022 12:06
Operator : JC/MD

Sample : VIBLK624

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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_ X\Method\SFAMXLMO21422WMA .M
Title : VOC Analysis
77 11.195 1652 1658 1664 rBV 204133 258251 41.43% 5.685%
78 11.378 1686 1688 1689 rBV 202 136 ©0.02% 0.003%
79 11.451 1697 1700 1704 rBV 4513 5713 0.92% 0.126%
80 11.543 1713 1715 1719 rVB2 224 270 0.04% 0.006%
81 11.616 1725 1727 1728 rVB 183 93 0.01% 0.002%
82 11.677 1735 1737 1741 rBV2 174 209 0.03% 0.005%
83 11.750 1745 1749 1755 rVvv2 8159 9968 1.60% 0.219%
84 11.841 1758 1764 1768 rBV3 478 678 ©0.11% 0.015%
85 11.933 1776 1779 1782 rBV3 1238 1492 0.24% 0.033%
86 11.969 1782 1785 1789 rVV 6500 7355 1.18% 0.162%
87 12.024 1789 1794 1803 rVV 260804 328030 52.62% 7.221%
88 12.128 1806 1811 1812 rVV2 1005 1295 0.21% 0.029%
89 12.152 1812 1815 1821 rVB 1781 2151 0.35% 0.047%
90 12.323 1835 1843 1850 rBV 320810 426223 68.37% 9.382%
91 12.421 1857 1859 1864 rVB3 618 663 0.11% 0.015%
92 12.475 1866 1868 1871 rBV2 288 345 0.06% 0.008%
93 12.945 1942 1945 1949 rVB3 479 631 0.10% 0.014%
94 13.048 1960 1962 1963 rBV 161 105 ©0.02% 0.002%
95 13.116 1968 1973 1978 rVB 8009 9432 1.51% 0.208%
96 13.591 2046 2051 2056 rVB 8566 10094 1.62% 0.222%
97 13.780 2076 2082 2090 rVB 9809 12824 2.06% 0.282%
98 13.963 2107 2112 2117 rVB2 8574 10279 1.65% 0.226%
99 14.310 2167 2169 2176 rVB2 114 156 0.03% 0.003%
100 14.713 2234 2235 2237 rBV 170 136 0.02% 0.003%
Sum of corrected areas: 4542926
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

7

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021422\

: VX027013.D
: 14 Feb 2022 12:06
JC/MD
: VIBLK624
: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM021422WMA .M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000

o

TIC: VX027013.D\data.ms

5.970

2.313

1.374 5.056

1.672
4.459

1.892 B2 7Ress 3.10533F1 3. 633723(8924 QOm22879.__4. 743281 5.3947350666

Time-->

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 360 3.80 400 4.20 440 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance

300000

250000

200000

150000

100000

50000

TIC: VX027013.D\data.ms
8.653

10.055

9.385 11.195

7.312
6.763

8.324
8.952

_6EBaaT eﬁmﬁﬂo 7.487 6357 GR927 8. B5232. 8. MGJ@L@BJ\ 9 19@4 52610 0,548, &QQQ&S 10. f@émﬂg%i 147805

0
Time-->

T
6 50 7. 00 7. 50 8. 00 8. 50 9.00 9. 50 10 00 10. 50 11. 00

Abundance

300000

250000

200000

150000

100000

50000

TIC: VX027013.D\data.ms

12.823

12.024

Eﬂfﬁdeggm 1erzuzs 12 9&55{816 13. 5%3 7813 %3 14310 14713

Time-->

T ‘ T T ‘ T T ‘ T
12. 00 12 50 13 00 13. 50 14 00 l4 50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021422\
Data File : VX027013.D

Acqg On : 14 Feb 2022 12:06
Operator : JC/MD

Sample : VIBLK624

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@21422WMA.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.
7.117 3.76 ug/L 20110 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-3-fluoropyridine 131 CS5H3CIFN 002546-56-7 32
2 2-Chloro-5-methylthiazole 133 C4HACINS 033342-65-3 30
3 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 25
4 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 23
5 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 23
Abundance Scan 989 (7.117 min): VX027013.D\data.ms (-981) (-) m/z 131.00 100.00%
95.9 131.0
5000 61.0
AR maaaa RS
6.80 7.00 7.20 7.40
0l el e Mz 95,90 88.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15852: 4-Chloro-3-fluoropyridine
131.0
96.0
5000 \[\,\‘\\\\’\\\\‘\\\\‘\\\\‘
69.0 6.80 7.00 7.20 7.40
' m/z 132.90  82.80%
370y || |
\\\\‘\\‘\\H‘\\Mi\‘\\‘\‘\‘\\‘\\“‘\‘\\\‘\\1\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133.0
AR maaaa RS
71.0 98.0 6.80 7.00 7.20 7.40
5000 ' m/z 98.00 55.79%
39.0
15.0
R B Eama e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester AR Al [
59.0 96.0 6.80 7.00 7.20 7.40
m/z 61.00 40.89%
5000 131.0
15.0
‘ 360, “‘\ Ml 1850 190.0
R I R
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021422\
Data File : VX@27013.D

Acqg On : 14 Feb 2022 12:06
Operator : JC/MD

Sample : VIBLK624

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@21422WMA.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 7.117 3.8 ug/L 201106 1 6.763 267096 50.0
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