LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV036819.D

Acqg On i 06 Aug 2024 17:33
Operator : SY/MD

Sample : P3480-02

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 23  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\SFAMVLMO80224WMA .M
Title : VOC Analysis

Signal : TIC: VV@36819.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 67 74 92 rVB 211817 222288 12.78% 1.666%
2 1.529 145 152 171 rVB 178155 218502 12.56% 1.637%
3 2.056 307 316 330 rBV 360557 511266 29.39%  3.831%
4 3.468 754 755 762 rBvV3 833 852 0.05% 0.006%
5 3.545 777 779 782 rBv4 654 463 0.03% 0.003%
6 3.574 785 788 790 rBV3 652 464 0.03% 0.003%
7 3.799 848 858 886 rBV 117026 337601 19.41%  2.530%
8 4.172 972 974 977 rVB3 845 442 0.03% 0.003%
9 4.243 977 996 1023 rBV 270887 696832 40.05% 5.222%
10 4.400 1043 1045 1048 rBV4 1009 584 0.03% 0.004%
11 4.465 1063 1065 1068 rBV4 930 616 0.04% 0.005%
12 4.551 1090 1092 1094 rBvV3 863 551 0.03% 0.004%
13 4.950 1200 1216 1252 rBV2 694329 1739725 100.00% 13.037%
14 5.387 1348 1352 1353 rBV3 955 670 0.04% 0.005%
15 5.449 1367 1371 1374 rBV4 970 833 0.05% 0.006%
16 5.529 1385 1396 1429 rBV 484720 997663 57.35% 7.476%
17 5.825 1474 1488 1507 rBV3 23784 55864 3.21% 0.419%
18 5.918 1515 1517 1519 rVB3 1031 432 0.02% 0.003%
19 5.941 1521 1524 1525 rBvV3 921 512 0.03% 0.004%
20 5.986 1525 1538 1572 rVV 385529 811805 46.66% 6.084%
21  6.262 1621 1624 1628 rVB3 1343 875 0.05% 0.007%
22 6.288 1628 1632 1635 rBV3 1218 1202 0.07% 0.009%
23 6.439 1676 1679 1681 rBvV2 629 452 0.03% 0.003%
24  6.487 1691 1694 1695 rBV3 833 513 0.03% 0.004%
25 6.555 1711 1715 1718 rVB3 1335 1028 0.06% 0.008%
26 6.590 1721 1726 1731 rVB6 879 910 0.05% 0.007%
27 6.625 1731 1737 1738 rBV5S 825 716 0.04% 0.005%
28 6.719 1759 1766 1768 rBV5S 1246 1069 ©0.06% 0.008%
29 6.876 1812 1815 1816 rBV3 1143 562 0.03% 0.004%
30 6.912 1816 1826 1851 rWV 222702 423565 24.35% 3.174%
31 7.027 1860 1862 1866 rBV5 1012 884 0.05% 0.007%
32 7.188 1906 1912 1916 rBV7 795 925 0.05% 0.007%
33 7.239 1917 1928 1952 rBV 767199 1345198 77.32% 10.081%
34 7.471 1997 2000 2003 rVB5 1034 570 0.03% 0.004%
35 7.494 2004 2007 2012 rBV4 746 701 0.04% ©0.005%

36 7.551 2014 2025 2062 rVV 148255 279525 16.07%  2.095%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV036819.D

Acqg On i 06 Aug 2024 17:33
Operator : SY/MD

Sample : P3480-02

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 23  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\SFAMVLMO80224WMA .M
Title : VOC Analysis
37 7.857 2116 2120 2123 rBV4 673 574 0.03% 0.004%
38 7.899 2130 2133 2134 rBvV2 1185 807 0.05% 0.006%
39 8.027 2164 2173 2211 rBV2 357479 736313 42.32% 5.518%
40  8.493 2315 2318 2321 rBV3 945 607 0.03% 0.005%
41  8.558 2330 2338 2339 rBV6 1177 1256 0.97% 0.009%
42 8.780 2397 2407 2435 rVV 721485 1204796 69.25% 9.029%
43 9.088 2497 2503 2511 rBV7 1590 2476 0.14% 0.019%
44  9.246 2549 2552 2558 rVB6 706 535 0.03% 0.004%
45  9.387 2594 2596 2600 rVB4 886 653 0.04% 0.005%
46 9.429 2604 2609 2610 rBv4 551 481 0.03% 0.004%
47  9.445 2610 2614 2617 rVB5 566 415 0.02% 0.003%
48  9.493 2622 2629 2637 rBv8 1720 3024 0.17% 0.023%
49 9.722 2696 2700 2704 rBV5 971 961 0.06% 0.007%
50 9.760 2708 2712 2713 rBvV3 1013 524 0.03% 0.004%
51 9.915 2758 2760 2763 rVB2 803 503 0.03% 0.004%
52 10.021 2790 2793 2796 rBvV3 1025 689 0.04% 0.005%
53 10.050 2799 2802 2806 rvB3 1419 1179 0.07% 0.009%
54 10.149 2821 2833 2857 rBV 491730 771024 44.32% 5.778%
55 10.452 2918 2927 2928 rBV7 778 668 0.04% 0.005%
56 10.464 2928 2931 2934 rBV4 634 613 0.04% 0.005%
57 10.567 2958 2963 2966 rVB6 853 777 0.04% 0.006%
58 10.609 2973 2976 2979 rBvV3 832 484 0.03% 0.004%
59 10.686 2997 3000 3006 rVB4 539 532 0.03% 0.004%
60 10.767 3017 3025 3029 rBV9 904 1173 0.07% 0.009%
61 10.805 3033 3037 3040 rBV3 806 659 0.04% 0.005%
62 10.860 3050 3054 3055 rBV3 970 532 0.03% 0.004%
63 10.899 3063 3066 3070 rVB3 1068 785 0.05% 0.006%
64 10.937 3075 3078 3084 rVB5 1043 919 0.05% 0.007%
65 11.034 3104 3108 3111 rBV4 609 488 0.03% 0.004%
66 11.130 3132 3138 3140 rBV6 1629 1612 0.09% 0.012%
67 11.181 3144 3154 3181 rBV 770910 1207482 69.41% 9.049%
68 11.394 3218 3220 3222 rVB2 885 428 0.02% 0.003%
69 11.413 3224 3226 3230 rBV3 604 498 0.03% 0.004%
70 11.474 3233 3245 3260 rBV 199665 395811 22.75% 2.966%
71 11.558 3261 3271 3297 rVB 802678 1306247 75.08% 9.789%
72 12.191 3465 3468 3471 rBV3 666 496 0.03% 0.004%
73 12.439 3542 3545 3550 rBV5 826 670 0.04% 0.005%
74 12.587 3588 3591 3599 rVBS8 1465 1587 ©0.09% 0.012%
75 12.664 3612 3615 3617 rBV4 886 468 0.03% 0.004%
76 12.744 3634 3640 3644 rBV6 850 1097 ©0.06% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV036819.D

Acqg On i 06 Aug 2024 17:33
Operator : SY/MD

Sample : P3480-02

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 23  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\SFAMVLMO80224WMA .M
Title : VOC Analysis
77 12.763 3644 3646 3650 rV4 642 439 0.03% 0.003%
78 12.924 3693 3696 3699 rBvV4 753 426 0.02% 0.003%
79 12.998 3716 3719 3722 rBV2 735 438 0.03% 0.003%
80 13.130 3758 3760 3763 rBV2 672 465 0.03% 0.003%
81 13.278 3804 3806 3809 rBV4 705 474 0.03% 0.004%
82 13.451 3856 3860 3872 rVB5 3806 5812 0.33% 0.044%
83 13.535 3883 3886 3890 rVB6 962 703 0.04% 0.005%
84 13.683 3927 3932 3944 rVB6 2584 3839 0.22% 0.029%
85 13.757 3952 3955 3958 rBV4 470 428 0.02% 0.003%
86 13.824 3973 3976 3977 rVV3 1059 563 0.03% 0.004%
87 13.844 3977 3982 3991 rVB9 2044 3512 ©@.20% 0.026%
88 13.886 3991 3995 3999 rBV5 815 776 0.04% 0.006%
89 13.905 3999 4001 4005 rVB4 975 746 0.04% 0.006%
90 14.024 4035 4038 4041 rBV4 778 544 0.03% 0.004%
91 14.107 4060 4064 4066 rVB3 755 503 0.03% 0.004%
92 14.349 4137 4139 4143 rBV4 746 550 0.03% 0.004%
93 14.490 4180 4183 4189 rVB6 826 757 0.04% 0.006%
94 14.522 4189 4193 4196 rBV4 1220 1086 0.06% ©0.008%
95 14.786 4269 4275 4286 rVB7 3444 5559 0.32% 0.042%
96 15.040 4352 4354 4356 rBV3 969 609 0.04% 0.005%
97 15.139 4383 4385 4387 rBV3 986 540 0.03% 0.004%
98 15.352 4447 4451 4455 rBV6 1893 2047 0.12% 0.015%
99 15.403 4465 4467 4469 rBV3 1052 575 0.03% 0.004%
100 15.673 4545 4551 4557 rBV9 3599 5349 0.31% 0.040%
Sum of corrected areas: 13344243
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36819.D

Acqg On : 06 Aug 2024 17:33
Operator : SY/MD

Sample : P3480-02

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VV036819.D\data.ms
800000

700000 4.950

600000
500000 5.529
400000 2.056 5.986

300000 4.243
1.278
200000 1.529

3.799
100000

4.1724. 408551 58879 >%%m  eomses
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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: VV036819.D\data.ms
800000 7.239 11.181 11.558
8.780

700000
600000
500000 10.149
400000 8.027

300000

6.912 11.47

200000

7.551

100000

Omw 027. ;L 74 77889 8.8%58 9.088.24BR7B 3 997260
R e e e e LB e ey = T T T r— T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV036819.D\data.ms
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o 2-19112. ABR SETAHM 0008180 21 814N GRAMBRID10 7.4, 3084572 14. 78615 T5103932803 15.673 .
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 T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 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\VVv080624\
Data File : VV@36819.D

Acqg On : 06 Aug 2024 17:33
Operator : SY/MD

Sample : P3480-02

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 3 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.474  16.39 ug/L 395811 1,4-Dichlorobenzene-d4 11.182
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59

Abundance Scan 3245 (11.474 min): VV036819.D\data.ms (-3233) (- m/z 57.10 100.00%
57.1

5000
41.0
83.1 =
LT
ol el g 22ES 1499 s 41,05 36.29%
m/z--> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 T
41.0 11.50
83.0 m/Z 43.05 29.82%
m/z--> 20 40 60 100 120 140
Abundance #15692.1—Hexan0L2—eﬂwL
57.0
T
11.50
5000 410 ITI/Z 55.10 25.62%
83.0
m/z--> 20 40 60 100 120 140
Abundance #15694.1—HexanoL2—eﬂwL N
57.0 11.50
m/z 70.10 23.08%
5000 41.0
83.0
o150 1 L 120 IAN
m/z--> 20 40 100 120 140 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV036819.D

Acqg On : 06 Aug 2024 17:33
Operator : SY/MD

Sample : P3480-02

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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|

1-Hexanol, 2-et... 11.474 16.4 wug/L 395811 3 11.182 1207480 50.0
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