LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12623\
Data File : VU@52827.D

Acqg On : 26 Jan 2023 19:36
Operator : JC/MD

Sample : 01314-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  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_ U\Method\SFAMULMO12623WMA.M
Title : VOC Analysis

Signal : TIC: VU@52827.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.520 51 56 62 rVB 3266 2978 ©0.28% 0.038%
2 1.597 72 80 97 rVB 113042 135974 12.71% 1.728%
3 1.867 160 164 165 rBV3 829 661 0.06% ©0.008%
4 1.912 170 178 198 rWw 98909 137666 12.87% 1.750%
5 2.170 255 258 259 rBV2 438 221 0.02% ©0.003%
6 2.208 266 270 273 rVB2 521 342 0.03% 0.004%
7 2.260 281 286 288 rBV2 328 361 ©0.03% 0.005%
8 2.388 322 326 327 rBV3 443 255 0.02% ©0.003%
9 2.453 342 346 350 rBV2 408 361 0.03% 0.005%
106 2.562 368 380 396 rBV 223600 365133 34.14% 4.641%
11 2.642 400 405 409 rBv4 853 900 0.08% 0.011%
12 2.716 423 428 433 rBv2 391 371 0.03% 0.005%
13 3.044 521 530 538 rBv4 1237 2267 0.21% 0.029%
14 3.076 538 540 545 rBV 331 243  0.02% ©0.003%
15 3.102 545 548 551 rVB2 336 268 0.03% 0.003%
16 3.179 564 572 574 rBV2 838 1109 0.10% 0.014%
17 3.192 574 576 578 rW 927 467 0.04% 0.006%
18 3.205 578 580 586 rvVB2 345 290 0.03% 0.004%
19 3.427 646 649 654 rVB2 293 307 0.03% 0.004%
20 3.559 684 690 693 rBv2 203 278 0.03% 0.004%
21  3.674 722 726 733 rBvV2 256 291 0.03% 0.004%
22 3.751 746 750 753 rBV2 341 407 0.04% 0.005%
23 3.877 786 789 795 rBvV2 242 264 0.02% 0.003%
24 4.211 890 893 899 rBV2 256 260 0.02% 0.003%
25 4.411 951 955 962 rVB2 298 449 0.04% 0.006%
26 4.530 986 992 997 rvVB2 254 277 0.03% 0.004%
27 4.555 997 1000 1003 rBV 363 273 0.03% 0.003%
28 4.623 1009 1021 1050 rBV 70640 191645 17.92%  2.436%
29 5.057 1139 1156 1178 rBV 199207 438533 41.01% 5.574%
30 5.211 1200 1204 1207 rBV 257 229 0.02% 0.003%
31 5.292 1220 1229 1238 rVB5 737 1555 0.15% 0.020%
32 5.333 1238 1242 1245 rVB2 289 268 0.03% 0.003%
33 5.523 1298 1301 1304 rvv2 407 307 0.03% 0.004%
34 5.626 1330 1333 1336 rBV 258 217 0.02% ©0.003%
35 5.719 1341 1362 1386 rBV2 396497 1069431 100.00% 13.592%
36 5.903 1416 1419 1424 rVB2 242 224 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12623\
Data File : VU@52827.D

Acqg On : 26 Jan 2023 19:36
Operator : JC/MD

Sample : 01314-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  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_ U\Method\SFAMULMO12623WMA.M
Title : VOC Analysis
37 5.999 1445 1449 1452 rVB2 447 361 ©0.03% 0.005%
38 6.243 1511 1525 1553 rBV 318122 603555 56.44% 7.671%
39 6.411 1574 1577 1582 rVB3 315 301 0.03% 0.004%
40 6.491 1596 1602 1604 rBV2 415 383 0.04% 0.005%
41 6.536 1604 1616 1632 rBvV7 9949 18759 1.75% 0.238%
42 6.594 1632 1634 1639 rVB3 561 375 0.04% 0.005%
43 6.684 1644 1662 1686 rBV 244548 474058 44.33% 6.025%
44 6.806 1693 1700 1705 rBvV4 764 899 0.08% 0.011%
45  7.108 1789 1794 1797 rBvV2 322 302 0.03% 0.004%
46 7.189 1809 1819 1822 rBV3 1816 2551 0.24% 0.032%
47  7.481 1908 1910 1912 rVWV 417 252 0.02% 0.003%
48  7.562 1922 1935 1960 rVV 130757 228021 21.32% 2.898%
49 7.652 1960 1963 1969 rVB3 457 465 0.04% 0.006%
50 7.693 1969 1976 1986 rBv4 1091 2178 0.20% 0.028%
51 7.758 1993 1996 1999 rVB 572 386 0.04% 0.005%
52 7.803 2004 2010 2012 rBV2 396 449 0.04% 0.006%
53 7.893 2025 2038 2059 rBV 488721 836822 78.25% 10.636%
54 8.086 2096 2098 2101 rvB2 313 213  0.02% 0.003%
55 ~8.108 2101 2105 2107 rBvV2 469 288 0.03% 0.004%
56 8.176 2114 2126 2140 rBV 92644 154954 14.49% 1.969%
57 8.475 2209 2219 2228 rVB3 2576 4472 0.42% 0.057%
58 8.636 2256 2269 2297 rBV2 218014 443966 41.51% 5.643%
59 8.774 2310 2312 2316 rVB3 409 242 0.02% 0.003%
60 8.857 2334 2338 2341 rVB2 397 290 0.03% 0.004%
61 9.250 2458 2460 2464 rBV 256 219 0.02% 0.003%
62 9.414 2494 2511 2530 rBV 446526 729383 68.20% 9.270%
63 9.562 2553 2557 2560 rBV3 422 379 0.04% 0.005%
64 9.639 2576 2581 2585 rBV2 228 288 0.03% 0.004%
65 9.912 2660 2666 2670 rBV2 236 253 0.02% 0.003%
66 9.935 2670 2673 2677 rBV2 250 223 0.02% ©0.003%
67 10.070 2709 2715 2718 rBV2 248 322 0.03% 0.004%
68 10.099 2718 2724 2726 rBV3 278 296 0.03% 0.004%
69 10.481 2839 2843 2851 rVB3 713 918 0.09% 0.012%
70 10.529 2851 2858 2862 rBV2 294 456 0.04% 0.006%
71 10.613 2878 2884 2889 rBV 292 416 0.04% 0.005%
72 10.700 2906 2911 2914 rBV2 377 350 0.03% 0.004%
73 10.751 2914 2927 2941 rBV 332263 533308 49.87% 6.778%
74 10.832 2950 2952 2959 rVB2 418 396 0.04% 0.005%
75 10.883 2960 2968 2976 rBV5 2246 3549 0.33% 0.045%
76 11.131 3040 3045 3049 rBV2 391 382 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012623\
Data File : VU@52827.D

Acqg On : 26 Jan 2023 19:36
Operator : JC/MD

Sample : 01314-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  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_ U\Method\SFAMULMO12623WMA.M
Title : VOC Analysis
77 11.471 3145 3151 3152 rBV3 441 362 0.03% 0.005%
78 11.529 3166 3169 3176 rVVv2 294 265 0.02% 0.003%
79 11.745 3233 3236 3242 rVB2 777 610 0.06% 0.008%
80 11.809 3243 3256 3273 rBV 428213 671566 62.80% 8.535%
81 11.899 3281 3284 3289 rVB3 466 383 0.04% 0.005%
82 11.976 3304 3308 3312 rBV2 476 297 0.03% 0.004%
83 12.053 3323 3332 3349 rBV 27856 47304 4.42% 0.601%
84 12.188 3362 3374 3391 rBV 457068 738714 69.08%  9.389%
85 12.301 3407 3409 3415 rVB2 571 406 0.04% 0.005%
86 12.343 3420 3422 3425 rBV 335 233  0.02% 0.003%
87 12.401 3437 3440 3448 rVB3 392 351 0.03% 0.004%
88 12.468 3458 3461 3468 rVB2 303 272 0.03% 0.003%
89 12.497 3468 3470 3475 rBV2 328 300 0.03% 0.004%
90 12.696 3527 3532 3536 rBV2 384 535 0.05% 0.007%
91 12.764 3548 3553 3562 rVB2 978 1516 ©0.14% 0.019%
92 12.941 3602 3608 3613 rBV2 434 479 0.04% 0.006%
93 12.995 3622 3625 3627 rBV 407 275 0.03% 0.003%
94 13.217 3689 3694 3695 rBV3 546 406 0.04% 0.005%
95 13.848 3887 3890 3895 rVB4 749 656 ©0.06% ©0.008%
96 14.095 3960 3967 3971 rBV2 1032 1213 0.11% 0.015%
97 14.413 4064 4066 4072 rBV2 325 283 0.03% 0.004%
98 14.831 4193 4196 4197 rBvV2 385 214 0.02% ©0.003%
99 14.979 4239 4242 4244 rBV2 376 255 0.02% 0.003%
100 15.973 4549 4551 4553 rBV3 510 273 0.03% 0.003%
Sum of corrected areas: 7867930
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 26 Jan 2023 19:36

: 01314-02
: 5.0mL/MSVOA_U/WATER
021

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012623\
VUe52827.D

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@12623WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU052827.D\data.ms
400000 5.r19
6.243
300000
6.684
2.562
200000 5.057
1.597
1.912
100000 JL ﬂ 4623
0 15 1.867 2270818 84216 3.4358B7781877 4.2114. 5.85519235.52826 | 5.90999
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\T\\\\‘\\\\‘\T\\’\\\\
Time--> 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 6.60
Abundance TIC: VU052827.D\data.ms
7.893 9.414 12.1
11.809
400000
10.751
300000
8.636
200000
7.562
100000 8.176
12.05
0 806 7.70B39 7.48X76hZBE3 B 8.475| \8.Br457 9 250 9 96239 SDSEIW(IHB 1momnm 38311.131 11.85291.7 a%)iﬁ
B e R et e e e e IR e ‘ e e e e St
Time--> 7.00 7.50 8.00 8.50 900 950 1000 1050 1LOO 11.50 12.00
Abundance TIC: VU052827.D\data.ms
400000
300000
200000
100000
0 PRRURBA/ BIER D9933.217 13.84814.095 14.413 14 8134_979 15.973
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_U\Data\VU012623\
Data File : VU@52827.D

Acqg On : 26 Jan 2023 19:36
Operator : JC/MD

Sample : 01314-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@12623WMA.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 2 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.053 3.52 ug/L 47304 1,4-Dichlorobenzene-d4 11.809
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 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

Abundance Scan 3332 (12.053 min): VU052827.D\data.ms (-3323) (- m/z 57.10 100.00%

57.1
5000
A
“ “ 9811174 12.00
0‘wH‘wu‘wu‘wH‘WMHWHMVMH‘HH‘HH‘HH,HH‘HHM‘H m/z 41.00 39.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
N
5000 A ‘
41.0 12.00
270 83.0 m/z 55.00 33.39%
T A AR
OH‘\H\‘\\H‘HH‘1\\\‘\H\‘HH‘\H\‘\‘H\‘HH‘HH’}\H‘HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
AN
12.00
5000 ITI/Z 43.00 29.27%
41.0
9801120
0 L | 130.0
H‘HH‘HH‘H‘WH‘W‘HW‘HW‘H‘_H‘_H‘_‘HV‘H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15695: 1-Hexanol, 2-ethyl- i ‘
57.0 12.00
m/z 83.10 26.03%
5000
43.0
29.0 98.0
010“,20 Ll
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012623\
Data File : VU@52827.D

Acqg On : 26 Jan 2023 19:36
Operator : JC/MD

Sample : 01314-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@12623WMA.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... 12.053 3.5 ug/L 47304 3 11.809 671566 50.0
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