LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42423\
Data File : VV030795.D

Acqg On : 24 Apr 2023 16:10
Operator : SY/MD

Sample : 02419-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 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\SFAMVLMO41723WMA.M
Title : VOC Analysis

Signal : TIC: VV@30795.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.282 69 75 88 rBV 62429 67810 10.39% 1.282%
2 1.536 148 154 166 rVB 67390 75284 11.54% 1.423%
3 2.063 308 318 332 rBV 131880 199963 30.65% 3.781%
4 2.368 410 413 414 rBV3 1055 565 0.09% 0.011%
5 2.442 431 436 437 rBVS 1519 1459 0.22% 0.028%
6 2.507 453 456 459 rBvV4 1043 761 0.12% 0.014%
7 2.819 548 553 555 rBV6 1339 979 0.15% 0.019%
8 2.835 555 558 561 rBv4 1285 997 0.14% 0.017%
9 2.886 572 574 578 rVB4 1285 644 0.10% 0.012%
106 2.982 602 604 608 rVB4 1148 643 0.10% 0.012%
11 3.002 608 610 613 rBVS 1561 1228 0.19% 0.023%
12 3.143 651 654 657 rBV6 1261 739 0.11% 0.014%
13 3.243 683 685 688 rVB4 1369 760 0.12% 0.014%
14 3.278 692 696 699 rBv4 1080 1018 0.16% 0.019%
15 3.465 751 754 756 rBV3 1194 632 0.10% 0.012%
16 3.577 787 789 792 rVB4 1968 995 0.15% 0.019%
17 3.600 792 796 798 rBV5S 1418 1248 0.19% 0.024%
18 3.651 808 812 814 rBVS 1058 711 0.11% 0.013%
19 3.799 848 858 883 rBV2 48777 143367 21.97% 2.711%
20 4.101 950 952 955 rVB3 1380 757 0.12% 0.014%
21  4.262 988 1002 1023 rBV 103351 261701 40.11%  4.948%
22 4.783 1162 1164 1166 rVB4 1432 579 0.09% 0.011%
23 4.873 1190 1192 1196 rBV5 1445 959 0.15% 0.018%
24 4.966 1204 1221 1249 rBV2 231882 621405 95.24% 11.749%
25 5.249 1307 1309 1312 rVB4 1368 578 0.09% 0.011%
26 5.542 1388 1400 1426 rBV 241907 507123 77.73% 9.589%
27 5.998 1531 1542 1560 rBV 138242 279685 42.87% 5.288%
28 6.455 1678 1684 1688 rBVS8 2409 2268 ©0.35% 0.043%
29 6.478 1689 1691 1694 rVB3 1688 828 0.13% 0.016%
30 6.757 1776 1778 1780 rVB2 1604 613 0.09% 0.012%
31 6.777 1780 1784 1786 rBV5 1691 936 0.14% 0.018%
32 6.812 1793 1795 1798 rBV3 1213 769 0.12% 0.015%
33 6.921 1819 1829 1843 rW 72355 131743 20.19% 2.491%
34 7.252 1917 1932 1952 rBV 244762 447643 68.61% 8.464%
35 7.561 2019 2028 2043 rBV 52556 95017 14.56% 1.797%
36 7.879 2124 2127 2129 rBV3 1631 993 0.15% 0.019%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42423\
Data File : VV030795.D

Acqg On : 24 Apr 2023 16:10
Operator : SY/MD

Sample : 02419-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 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\SFAMVLMO41723WMA.M
Title : VOC Analysis
37 7.918 2137 2139 2141 rVB3 1452 634 0.10% 0.012%
38 8.034 2164 2175 2206 rBV 151576 318707 48.85% 6.026%
39 8.304 2257 2259 2261 rBV3 1571 622 0.10% 0.012%
40  8.358 2275 2276 2281 rBV4 1053 785 0.12% 0.015%
41  8.690 2377 2379 2383 rVB5 1354 667 0.10% 0.013%
42 8.741 2392 2395 2399 rBV6 1436 1113 0.17% 0.021%
43 8.793 2399 2411 2434 rBV 374725 652429 100.00% 12.336%
44  9.011 2477 2479 2483 rVB4 1478 948 0.15% 0.018%
45  9.037 2483 2487 2490 rBV6 1374 1480 ©0.23% 0.028%
46 9.153 2520 2523 2525 rBv4 1148 841 0.13% 0.016%
47  9.223 2544 2545 2548 rBV3 1311 774 0.12% 0.015%
48 9.342 2580 2582 2587 rBV6 1199 943 0.14% 0.018%
49 9.500 2629 2631 2633 rBV3 1084 610 0.09% 0.012%
50 9.702 2692 2694 2696 rBvV3 1216 752 0.12% 0.014%
51 9.764 2711 2713 2717 rBV4 809 634 0.10% 0.012%
52 9.799 2720 2724 2726 rBV4 1295 778 0.12% 0.015%
53 9.815 2726 2729 2731 rVWVW2 1074 631 0.10% 0.012%
54 9.928 2762 2764 2767 rBV5 1062 553 0.08% 0.010%
55 9.989 2779 2783 2786 rVB5 1659 1179 0.18% 0.022%
56 10.162 2824 2837 2851 rBV 214774 348074 53.35% 6.581%
57 10.326 2884 2888 2890 rBV6 3534 2575 0.39% 0.049%
58 10.423 2915 2918 2920 rBvV3 1045 684 0.10% 0.013%
59 10.468 2930 2932 2937 rVB5 1814 1282 0.20% 0.024%
60 10.654 2987 2990 2992 rBV3 775 671 0.10% 0.013%
61 10.815 3039 3040 3044 rVB4 1350 847 0.13% 0.016%
62 10.860 3051 3054 3056 rBV3 1108 840 0.13% 0.016%
63 11.104 3127 3130 3132 rBV4 1086 648 0.10% 0.012%
64 11.130 3132 3138 3141 rBV7 2216 2804 0.43% 0.053%
65 11.194 3147 3158 3176 rBV 355376 583250 89.40% 11.028%
66 11.384 3215 3217 3220 rBv4 1265 903 0.14% 0.017%
67 11.403 3220 3223 3227 rVB5 1986 1030 0.16% 0.019%
68 11.426 3227 3230 3232 rBV3 1110 749 0.11% 0.014%
69 11.474 3243 3245 3248 rBV4 922 614 0.09% 0.012%
70 11.567 3264 3274 3293 rVB 274350 461302 70.71% 8.722%
71 11.702 3314 3316 3319 rVB4 1835 778 0.12% 0.015%
72 11.741 3325 3328 3329 rBV3 1600 813 0.12% 0.015%
73 11.882 3369 3372 3376 rVB6 1597 1137 0.17% 0.021%
74 11.908 3376 3380 3384 rBV6 1955 1643 0.25% 0.031%
75 12.079 3431 3433 3436 rBV3 1126 728 0.11% 0.014%
76 12.198 3467 3470 3472 rVB4 2000 1210 0.19% 0.023%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42423\
Data File : VV030795.D

Acqg On : 24 Apr 2023 16:10
Operator : SY/MD

Sample : 02419-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 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\SFAMVLMO41723WMA.M
Title : VOC Analysis
77 12.246 3483 3485 3489 rVV5 1360 717 0.11% 0.014%
78 12.304 3499 3503 3506 rBV6 2117 1738 0.27% 0.033%
79 12.455 3546 3550 3552 rBVS5 1650 961 0.15% 0.018%
80 12.516 3565 3569 3571 rBV5S 1542 1046 0.16% 0.020%
81 12.587 3589 3591 3592 rBV2 1255 612 0.09% 0.012%
82 12.654 3609 3612 3617 rBV7 1030 1019 0.16% 0.019%
83 12.937 3698 3700 3704 rBVS5 1020 909 0.14% 0.017%
84 13.040 3724 3732 3736 rBV8 1385 2288 0.35% 0.043%
85 13.175 3771 3774 3776 rBV3 1167 625 0.10% 0.012%
86 13.210 3779 3785 3796 rVB1@ 7862 12506 1.92% 0.236%
87 13.278 3804 3806 3809 rVB4 1571 856 0.13% 0.016%
88 13.307 3813 3815 3818 rBV4 1134 629 0.10% 0.012%
89 13.333 3821 3823 3824 rBV2 1645 686 0.11% 0.013%
990 13.577 3893 3899 3903 rBV7 2212 1872 0.29% 0.035%
91 13.609 3907 3909 3911 rBV3 1078 625 0.10% 0.012%
92 13.722 3943 3944 3950 rBV6 846 781 0.12% 0.015%
93 13.950 4010 4015 4018 rBV6 1451 1129 0.17% 0.021%
94 13.985 4023 4026 4030 rBV6 1527 1071 0.16% 0.020%
95 14.181 4082 4087 4089 rBV5 1195 983 0.15% 0.019%
96 14.371 4143 4146 4147 rBV2 1269 654 0.10% 0.012%
97 14.580 4207 4211 4215 rBV6 1857 1934 0.30% 0.037%
98 14.648 4228 4232 4235 rBV6 1766 1776 0.27% 0.033%
99 14.760 4264 4267 4271 rBV6 1553 1417 0.22% 0.027%
100 14.786 4273 4275 4278 rBV5 1568 1015 0.16% 0.019%
Sum of corrected areas: 5288815
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42423\

: VW030795.D

: 24 Apr 2023 16:10
: SY/MD

: 02419-01

: 5.0mL/MSVOA_V/WATER
. 16

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

350000

300000

250000

200000

150000

100000

50000

0

TIC: VV030795.D\data.ms

4.966 5542

1.282 1.536
3.799

22687 2 BERERP 1322 . ABHE6 1 BAE

Time-->
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TIC: VV030795.D\data.ms
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6.921
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042423\
Data File : VV@30795.D

Acqg On : 24 Apr 2023 16:10
Operator : SY/MD

Sample : 02419-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
6.921 12.99 ug/L 131743  1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexadiene 80 C6H8 000592-57-4 37
2 1,3-Cyclohexadiene 80 C6H8 000592-57-4 25
3 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 23
4 1,3-Cyclohexadiene 80 C6H8 000592-57-4 23
5 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 17

Abundance Scan 1829 (6.921 min): VV030795.D\data.ms (-1819) (-) m/z 79.05 100.00%

79.0
114.0

A
6.60 6.80 7.00 7.20

e e bl e M/Z 42,05 48.63%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1230: 1,3-Cyclohexadiene
79.0

o

5000 LB B B A IR B I |
6.60 6.80 7.00 7.20
39.0 m/z 81.10 32.68%
‘ 0
O\H‘\H\‘H}‘\‘\H‘H‘H\ﬂF\H‘HH’HH‘HH‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1234: 1,3-Cyclohexadiene
79.0

6.60 6.80 7.00 7.20
5000 m/z 114.00 24.30%
39.0

0
”‘%ﬁﬂ‘JM‘N““”iﬁ”W‘”W‘”M‘”W‘”W‘”W‘”W‘”W‘”‘ J\R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #13724: 2-Propanol, 1,3-dichloro- P T R
79.0 6.60 6.80 7.00 7.20
m/z 51.00 22.15%

5000
43.0
ol 180230 | | 610 930 111.0 127.0
el bt O30 L 93.0 111.0127.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042423\
Data File : VV@30795.D

Acqg On : 24 Apr 2023 16:10
Operator : SY/MD

Sample 1 02419-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@41723WMA.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 6.921 13.0 ug/L 131743 1 5.542 507123 50.0

SFAMVLMO41723WMA.M Wed Apr 26 13:38:12 2023 6



