LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122123\
Data File : VV@33535.D

Acqg On : 21 Dec 2023 15:24
Operator : SY/MD

Sample : 05891-20

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVLM121523WMA.M
Title : VOC Analysis

Signal : TIC: VVve@33535.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.281 68 75 89 rVB 106665 112575 13.83% 1.716%
2 1.532 147 153 166 rVB 99785 119462 14.67% 1.821%
3 2.059 308 317 327 rBV 184986 274952 33.77% 4.191%
4 2.429 430 432 436 rBV5 1087 730  0.09% 0.011%
5 2.510 454 457 460 rBV4 1491 1235 0.15% 0.019%
6 2.545 466 468 471 rBV3 1421 1015 0.12% 0.015%
7 2.622 490 492 496 rBV6 1068 821 0.10% 0.013%
8 2.686 510 512 513 rBV 1168 420 0.05% 0.006%
9 2.767 536 537 538 rBvV 920 275 0.03% 0.004%
10 2.812 546 551 552 rBV4 1495 1172 0.14% 0.018%
11 2.838 556 559 562 rBV5S 1034 750 0.09% 0.011%
12 2.854 562 564 567 rBv3 1001 439 0.05% 0.007%
13 2.873 567 570 573 rBv4 2641 2432 0.30% 0.037%
14 3.021 615 616 617 rBV 732 168 ©0.02% 0.003%
15 3.030 617 619 623 rVB5S 928 497 0.06% 0.008%
16 3.098 636 640 641 rBv4 1361 779 0.10% 0.012%
17 3.124 646 648 652 rBv4 902 684 0.08% 0.010%
18 3.191 667 669 671 rBV3 734 377 0.05% 0.006%
19 3.227 677 680 684 rBV6 980 800 0.10% 0.012%
20 3.291 698 700 702 rBV2 1315 582 0.07% 0.009%
21 3.310 703 706 708 rVW4 1287 706 0.09% 0.011%
22 3.333 716 713 714 rBV3 1149 566 0.07% 0.009%
23 3.342 714 716 718 rBV3 909 5106 0.06% 0.008%
24  3.384 727 729 734 rBV6 1058 1072 0.13% 0.016%
25 3.413 736 738 742 rVB4 968 545 0.07% 0.008%
26 3.436 742 745 747 rBV3 1767 1349 0.17% 0.021%
27 3.493 761 763 764 rBvV2 743 299 0.04% 0.005%
28 3.545 778 779 780 rBV 659 210 0.03% 0.003%
29 3.587 789 792 795 rVB4 1380 967 0.12% 0.015%
30 3.629 795 805 807 rBV8 3066 3722 0.46% 0.057%
31 3.786 845 854 880 rBV2 53478 153354 18.84%  2.338%
32 4.127 958 960 962 rBV3 936 562 0.07% 0.009%
33  4.159 968 970 971 rBV 1078 317 0.04% 0.005%
34 4.252 985 999 1030 rBV3 155834 492943 60.55% 7.514%
35 4.567 1095 1097 1100 rBV4 1096 590 0.07% 0.009%
36 4.583 1100 1102 1106 rVvV5 1420 985 ©0.12% 0.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122123\
Data File : VV@33535.D

Acqg On : 21 Dec 2023 15:24
Operator : SY/MD

Sample : 05891-20

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVLM121523WMA.M
Title : VOC Analysis
37 4.686 1128 1134 1137 rBV9 1615 2108 0.26% ©0.032%
38 4.751 1152 1154 1160 rBV5 1448 953 0.12% 0.015%
39 4.809 1169 1172 1173 rBvV3 986 454 0.06% 0.007%
40 4.879 1192 1194 1196 rBV2 769 401 0.05% 0.006%
41  4.956 1203 1218 1248 rBV2 301762 814123 100.00% 12.411%
42 5.535 1387 1398 1424 rBV 228567 481031 59.09% 7.333%
43 5.866 1494 1501 1525 rBV 79757 200200 24.59% 3.052%
44  6.915 1817 1827 1850 rBV 87124 170794 20.98% 2.604%
45  7.140 1893 1897 1898 rBV4 1467 955 0.12% 0.015%
46 7.243 1919 1929 1947 rBV 322959 575336 70.67% 8.770%
47  7.554 2018 2026 2041 rBV 62293 110820 13.61% 1.689%
48 7.873 2121 2125 2129 rBV6 2410 2365 0.29% 0.036%
49 8.024 2163 2172 2211 rBV 172806 386903 47.52% 5.898%
50  8.551 2333 2336 2337 rBvV2 1591 816 0.10% 0.012%
51 8.580 2343 2345 2350 rBV6 1547 1045 0.13% 0.016%
52 8.786 2399 2409 2435 rBV 387175 637387 78.29% 9.716%
53 9.339 2578 2581 2584 rBv4 1574 1012 0.12% 0.015%
54  9.477 2621 2624 2627 rBV4 1373 1177 0.14% 0.018%
55 9.654 2676 2679 2681 rBvV3 1749 1344 0.17% 0.020%
56 10.107 2817 2820 2821 rBV3 1638 855 0.11% 0.013%
57 10.152 2823 2834 2858 rVB 257532 410238 50.39% 6.254%
58 10.628 2981 2982 2984 rBvV2 993 529 0.06% 0.008%
59 10.754 3019 3021 3023 rBvV3 1012 519 0.06% 0.008%
60 11.069 3117 3119 3122 rVB 1123 423 0.05% 0.006%

61 11.184 3144 3155 3173 rBV 357503 566731 69.61% 8.639%
62 11.487 3239 3249 3262 rBV 157563 329752 40.50% 5.027%
63 11.561 3265 3272 3293 rVB 413762 671277 82.45% 10.233%

64 13.130 3757 3760 3762 rBV4 2136 1390 0.17% 0.021%
65 13.821 3973 3975 3977 rBV4 1363 722 0.09% 0.011%
66 13.898 3997 3999 4001 rBB3 1110 369 0.05% 0.006%
67 14.120 4066 4068 4070 rBV2 1213 666 0.08% 0.010%
68 14.162 4079 4081 4082 rBV3 847 279 0.03% 0.004%
69 14.172 4082 4084 4089 rVv4 827 764 0.09% 0.012%
70 14.278 4115 4117 4119 rBV2 952 408 0.05% 0.006%
71 14.319 4128 4130 4137 rBV8 1621 986 ©0.12% 0.015%
72 14.477 4177 4179 4183 rBV5 910 633 0.08% 0.010%
73 15.027 4347 4350 4353 rBvV4 1705 1338 ©0.16% 0.020%
74 15.075 4361 4365 4370 rBV7 1312 1609 0.20% 0.025%
75 15.316 4438 4440 4443 rVB3 1628 989 0.12% 0.015%
76 15.512 4497 4501 4502 rBV3 1110 710 0.09% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122123\
Data File : VV@33535.D

Acqg On : 21 Dec 2023 15:24
Operator : SY/MD

Sample : 05891-20

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVLM121523WMA.M

Title : VOC Analysis

77 15.702 4558 4560 4563 rVB3 1653 664 ©0.08% 0.010%
Sum of corrected areas: 6559937
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122123\
Data File : VV@33535.D

Acqg On : 21 Dec 2023 15:24

Operator : SY/MD

Sample : 05891-20

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM121523WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122123\
Data File : VV@33535.D

Acqg On : 21 Dec 2023 15:24
Operator : SY/MD

Sample : 05891-20

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM121523WMA.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 1-Butanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.866 20.81 ug/L 200200 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 80
2 1-Butanol 74 C4H100 000071-36-3 80
3 1-Butanol 74 C4H1e0 000071-36-3 72
4 1-Butanol 74 C4Hl1e0 000071-36-3 64
5 1-Butanol 74 C4Hl1le0 000071-36-3 43
Abundance Scan 1501 (5.866 min): VV033535.D\data.ms (-1494) (-) m/z 56.00 100.00%
56.0
41.0
5000
R A REa S SR
‘ 72.0 , 1116 1320 5.60 5.80 6.00 6.20
Obrrprrrrerertlll gl T 892 1119 1320 o 41 00 84.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #967: 1-Butano
31.0 56.0
5000 T T T[T T T T[T T[Tt
5.60 5.80 6.00 6.20
m/z 43.00 63.00%
2 gL
O H\‘\}‘H‘[H!\H‘H‘I“\HH‘H‘\‘\Hz\s\.g‘\\\\’\\\\‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #968: 1-Butano
310 56.0
R R ARRL
5.60 5.80 6.00 6.20
5000 m/z 42.00 35.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #959: 1-Butanol R AN
31.0 5.60 5.80 6.00 6.20
56.0 m/z 38.95 28.82%
TN 1 TSN [ B0 W v
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122123\
Data File : VV@33535.D

Acqg On : 21 Dec 2023 15:24
Operator : SY/MD

Sample : 05891-20

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM121523WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.487 29.09 ug/L 329752  1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
Abundance Scan 3249 (11.487 min): VV033535.D\data.ms (-3239) (- m/z 57.00 100.00%
57.0
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70.0 83.0 A
\ L o
oH‘_‘H‘H‘w‘H‘_‘H‘J:‘1"Hupl‘H‘w‘le_wmw m/z 41.00 47.76%
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H‘_‘H‘H“_‘H‘H‘w"H‘H‘w“u‘u‘w‘u“u‘w‘u“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl- ey
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H‘_"w‘H‘_‘H“H‘_‘H“H‘_‘H‘H“_‘H‘H‘w“u“ NI IS S
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122123\
Data File : VV@33535.D

Acqg On : 21 Dec 2023 15:24
Operator : SY/MD

Sample : 05891-20

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM121523WMA.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-Butanol 5.866 20.8 ug/L 200200 1 5.535 481031 50.0
1-Hexanol, 2-et... 11.487 29.1 ug/L 329752 3 11.185 566731 50.0
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