LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90722\
Data File : VU@50663.D

Acqg On : 07 Sep 2022 16:14
Operator : SY/MD

Sample : N4482-07

Misc : 5.0mL/MSVOA_U/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_ U\Method\SFAMULM@90222WMA .M
Title : VOC Analysis

Signal : TIC: VU@50663.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.514 51 54 59 rBv3 757 764 0.06% 0.008%
2 1.597 70 80 96 rBv 116938 146667 10.88% 1.566%
3 1.9066 168 176 193 rVB 101516 136039 10.09%  1.452%
4 2.038 213 217 221 rvB3 652 500 0.04% 0.005%
5 2.060 222 224 228 rVB4 523 330 0.02% 0.004%
6 2.176 258 260 264 rBV2 439 350 0.03% 0.004%
7 2.305 298 300 304 rVB3 423 268 0.02% 0.003%
8 2.324 304 306 307 rBV 695 289 0.02% 0.003%
9 2.398 327 329 331 rVB 520 206 0.02% 0.002%
106 2.565 368 381 395 rBV 242403 389219 28.88% 4.155%
11  2.642 396 405 427 rVB2 8354 17976 1.33% 0.192%
12 2.745 434 437 441 rBvV3 308 263 0.02% 0.003%
13 2.790 446 451 454 rBV2 761 655 0.05% 0.007%
14 2.916 476 490 492 rBV3 1926 2703 0.20% 0.029%
15 3.047 523 531 538 rVB4 961 1363 0.10% 0.015%
16 3.205 570 580 584 rBv4 1129 1683 0.12% ©0.018%
17 3.408 639 643 646 rVB2 305 224 0.02% 0.002%
18 3.478 661 665 669 rBv2 232 231 0.02% 0.002%
19 3.584 695 698 700 rBvV 313 204 0.02% 0.002%
20 3.719 737 740 746 rVB 209 217 0.02% 0.002%
21 3.890 790 793 799 rBv2 249 232 0.02% 0.002%
22 3.951 806 812 823 rVB2 297 502 0.04% 0.005%
23  4.096 853 857 863 rBv2 206 232 0.02% 0.002%
24 4.160 874 877 880 rBv2 410 304 0.02% 0.003%
25 4.337 927 932 936 rBv2 284 258 0.02% 0.003%
26 4.362 936 940 944 rBv2 182 228 0.02% 0.002%
27 4.485 973 978 983 rVB 311 3106 0.02% 0.003%
28 4.575 999 1006 1009 rBV2 220 230 0.02% 0.002%
29 4.633 1010 1024 1068 rBvV2 106778 345045 25.60% 3.684%
30 4.999 1136 1138 1141 rVV2 329 221 0.02% 0.002%
31 5.063 1141 1158 1187 rVV 244019 541190 40.16% 5.778%
32 5.295 1221 1230 1234 rBV5 1181 2048 0.15% 0.022%
33 5.366 1250 1252 1255 rBV2 619 484 0.04% 0.005%
34 5.436 1271 1274 1280 rBV 260 217 0.02% 0.002%
35 5.568 1310 1315 1319 rBV 410 383 0.03% 0.004%
36 5.600 1322 1325 1331 rVB2 262 213  0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90722\
Data File : VU@50663.D

Acqg On : 07 Sep 2022 16:14
Operator : SY/MD

Sample : N4482-07

Misc : 5.0mL/MSVOA_U/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_ U\Method\SFAMULM@90222WMA .M
Title : VOC Analysis
37 5.723 1341 1363 1391 rBV2 492269 1347614 100.00% 14.387%
38 5.870 1406 1409 1412 rVB2 544 327 0.02% 0.003%
39 5.983 1440 1444 1451 rVB3 397 523 0.04% 0.006%
40 6.015 1451 1454 1456 rBvV2 371 252 0.02% 0.003%
41  6.105 1479 1482 1485 rBvV2 530 383 0.03% 0.004%
42 6.247 1509 1526 1553 rBV 354078 682523 50.65% 7.287%
43 6.497 1601 1604 1607 rBvV2 277 210 0.02% 0.002%
44  6.530 1607 1614 1625 rVB5 1694 2549 0.19% 0.027%
45 6.613 1633 1640 1643 rVB2 356 359 0.03% 0.004%
46 6.690 1647 1664 1686 rBV2 316023 613323 45.51% 6.548%
47 6.803 1697 1699 1702 rBV5 545 282 0.02% 0.003%
48 7.173 1803 1814 1816 rBV5 1626 2411 0.18% 0.026%
49 7.298 1849 1853 1857 rBV2 254 215 0.02% 0.002%
50 7.472 1902 1907 1914 rBvV2 402 490 0.04% 0.005%
51 7.565 1920 1936 1956 rBV2 156496 280462 20.81%  2.994%
52 7.636 1956 1958 1968 rVB5 936 934 0.07% 0.010%
53 7.694 1972 1976 1979 rBV2 788 543 0.04% 0.006%
54 7.751 1991 1994 2001 rvVB2 417 432 0.03% 0.005%
55 7.787 2001 2005 2007 rBvV2 624 368 0.03% 0.004%
56 7.809 2010 2012 2015 rVB2 401 212 0.02% 0.002%
57 7.899 2024 2040 2062 rBV 555054 981300 72.82% 10.477%
58 8.179 2114 2127 2147 rBV 107563 188873 14.02% 2.016%
59 8.324 2167 2172 2173 rBV 258 247 0.02% 0.003%
60 8.642 2258 2271 2281 rBV4 221733 526896 39.10% 5.625%
61 8.851 2334 2336 2339 rVB2 475 237 0.02% 0.003%
62 8.877 2340 2344 2345 rVV 403 242 0.02% 0.003%
63 8.896 2347 2350 2354 rVv3 516 484 0.04% 0.005%
64 9.034 2390 2393 2396 rVB2 401 254 0.02% ©0.003%
65 9.417 2498 2512 2544 rBV 495215 844125 62.64% 9.012%
66 9.562 2555 2557 2562 rVVv3 398 230 0.02% 0.002%
67 9.793 2622 2629 2632 rBV2 358 384 0.03% 0.004%
68 10.195 2750 2754 2760 rBV2 373 336 0.02% 0.004%
69 10.324 2788 2794 2798 rBV 393 300 0.02% 0.003%
70 10.542 2859 2862 2870 rVB2 215 220 0.02% 0.002%
71 10.754 2915 2928 2951 rBV 465347 748339 55.53%  7.989%
72 10.992 2998 3002 3005 rBV 311 241 0.02% 0.003%
73 11.086 3027 3031 3037 rBV3 349 363 0.03% 0.004%
74 11.137 3042 3047 3053 rVB2 385 443 0.03% 0.005%
75 11.471 3147 3151 3156 rVv3 443 525 0.04% 0.006%
76 11.536 3167 3171 3177 rVB2 236 296 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90722\
Data File : VU@50663.D

Acqg On : 07 Sep 2022 16:14
Operator : SY/MD

Sample : N4482-07

Misc : 5.0mL/MSVOA_U/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_ U\Method\SFAMULM@90222WMA .M
Title : VOC Analysis
77 11.623 3193 3198 3199 rBV2 335 301 ©0.02% 0.003%
78 11.661 3207 3210 3215 rBV2 338 225 0.02% 0.002%
79 11.812 3244 3257 3279 rBV 387494 629487 46.71% 6.721%
80 11.967 3303 3305 3309 rVB2 436 287 0.02% 0.003%
81 12.060 3323 3334 3351 rBV 52110 99665 7.40% 1.064%
82 12.192 3361 3375 3396 rBV 494359 808312 59.98% 8.630%
83 12.307 3407 3411 3415 rVB5S 665 615 ©0.05% 0.007%
84 12.423 3445 3447 3451 rBV2 532 349 0.03% 0.004%
85 12.623 3507 3509 3512 rVB 424 217 0.02% 0.002%
86 12.906 3594 3597 3600 rVB2 535 358 0.03% 0.004%
87 13.005 3622 3628 3632 rBV3 494 541 0.04% 0.006%
88 13.169 3674 3679 3682 rBV3 523 427 0.03% 0.005%
89 13.221 3691 3695 3697 rBV 536 367 0.03% 0.004%
90 13.259 3704 3707 3712 rVB2 396 364 0.03% 0.004%
91 13.468 3770 3772 3776 rVB3 360 206 0.02% 0.002%
92 13.574 3801 3805 3807 rBV2 384 252 0.02% 0.003%
93 13.671 3832 3835 3838 rBV 404 281 0.02% 0.003%
94 13.996 3933 3936 3939 rBV2 323 230 0.02% 0.002%
95 14.050 3951 3953 3956 rVB2 584 232 0.02% 0.002%
96 14.066 3956 3958 3962 rBV 407 298 0.02% 0.003%
97 14.105 3962 3970 3973 rBV3 952 1229 0.09% 0.013%
98 14.706 4155 4157 4161 rVB2 415 252  0.02% 0.003%
99 14.983 4240 4243 4247 rBV2 657 631 0.05% 0.007%
100 15.005 4247 4250 4253 rVB3 760 546 ©0.04% 0.006%
Sum of corrected areas: 9366667
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90722\
Data File : VU@50663.D

Acqg On : @7 Sep 2022 16:14
Operator : SY/MD

Sample : N4482-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@90222WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU050663.D\data.ms
500000 5.723
400000
6.247
6.69(
300000
2.565 5.063
200000
1.597
4.633
100000 1.906
15 2ER) 73808 |24.64% 2900 36043.2053. 3(}8}5834719 BMO%MMS 4.9 5.8 5. 8HBRHO0 458
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\TTY’\/?Y—FW_Y_F)‘Y_Y_Y_F TY_Y’ \TY_Y T'_'_“TF‘T“HH ‘\\\ T\Y_FT\—VT\"T\\\‘ 'V_F‘V_Y"\\\ \\’T\\\
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 340 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 6.20 6.40 6.60
Abundance TIC: VU050663.D\data.ms
7.899
9.417 12.1
500000 10.754
400000 11.812
300000
8.642
200000
7.565
8.179
100000
12.06
O803 7.17398.472 BB 8.324 SHIBAH034 9.562 9.793 10.1953240.542 10199pa87 11.4AR6a81 11.9
T T A e e e e T B e e e e e T e e b e
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: VU050663.D\data.ms
500000
400000
300000
200000
100000
30A4282.623 12 BR60IRR2993 1683671 1308HB5 14.706 H 985
O'Qhrhy—r T T T ‘—Y_ 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\VU@90722\
Data File : VU@50663.D

Acqg On : @7 Sep 2022 16:14
Operator : SY/MD

Sample : N4482-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@90222WMA .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.
12.060 7.92 ug/L 99665 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 3334 (12.060 min): VU050663.D\data.ms (-3323) (- | m/z 57.00 100.00%
57.0
5000 k
70.0 83.0 A
[T s
0‘H‘H‘w‘H‘_‘H‘H‘WNM‘_‘Mﬂhquu‘_‘mwu‘wlu‘_ m/z 41.00  38.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 g \
12.00
70.0 83.0 m/z 55.00  35.35%
M\ Lo
O\\\‘\\\\‘\\\\‘WH\‘\\\\‘\\\\‘\HW‘\\\\‘\\\\‘\H\‘\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
AL :
12.00
5000 410 m/z 56.00 29.35%
70.0 83.0
0140 H‘ \‘ ‘\ %89 1120
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 #15692: 1-Hexanol, 2-ethyl- i ‘
57.0 12.00
m/z 43.00 26.16%
5000 41.0
70.0 83.0
R A A P
\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\ \‘\ T ‘ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90722\
Data File : VU@50663.D

Acqg On : @7 Sep 2022 16:14
Operator : SY/MD

Sample : N4482-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@90222WMA .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... 12.060 7.9 ug/L 99665 3 11.812 629487 50.0
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