LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51171.D

Acqg On : 06 Oct 2022 14:58
Operator : JC/MD

Sample : N4893-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@92922WMA .M
Title : VOC Analysis

Signal : TIC: VU@51171.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.598 74 80 101 rVB 239715 278829 18.12%  2.316%
2 1.900 167 174 195 rVB 181169 246179 16.00% 2.045%
3 2.562 368 380 398 rBV 312973 514207 33.42% 4.272%
4 3.038 521 528 536 rBV5 1575 2475 0.16% 0.021%
5 3.096 543 546 549 rBV 378 247 0.02% 0.002%
6 3.189 563 575 588 rVB2 7063 15812 1.03% 0.131%
7 3.244 589 592 595 rBV2 421 329 0.02% 0.003%
8 3.360 625 628 629 rBv2 253 135 0.01% 0.001%
9 3.421 643 647 650 rBvV2 364 267 0.02% 0.002%
10 3.446 650 655 658 rVB2 331 265 0.02% 0.002%
11  3.572 691 694 698 rVB 302 228 0.01% 0.002%
12 3.594 698 701 705 rBV2 427 325 0.02% 0.003%
13 3.707 734 736 738 rBV 334 157 0.01% 0.001%
14 3.720 738 740 744 rVV2 350 223  0.01% 0.002%
15 3.778 755 758 760 rBV 305 209 0.01% 0.002%
16 3.842 773 778 782 rBV2 263 329 0.02% 0.003%
17 3.980 818 821 824 rBV2 314 246 0.02% 0.002%
18 4.025 830 835 840 rBV 329 347 0.02% 0.003%
19 4.099 855 858 861 rBV2 298 195 0.01% 0.002%
20  4.115 861 863 865 rVWw 170 114 0.01% ©0.001%
21 4.141 868 871 874 rVB 339 211 0.01% 0.002%
22 4,228 896 898 901 rBV2 179 102 0.01% 0.001%
23 4.282 912 915 922 rVB2 303 288 0.02% 0.002%
24 4.321 922 927 930 rBV2 343 255 0.02% 0.002%
25 4.340 930 933 935 rBV 310 212  0.01% 0.002%
26 4.372 941 943 946 rvVB2 261 113 0.01% 0.001%
27 4.398 948 951 953 rBV2 271 167 ©0.01% 0.001%
28 4.417 953 957 959 rBV2 272 213 0.01% 0.002%
29 4.482 974 977 980 rVB 267 185 0.01% 0.002%
30 4.501 980 983 987 rBv2 216 198 0.01% 0.002%
31 4.620 1007 1020 1052 rBV 142705 360777 23.45%  2.997%
32 5.060 1141 1157 1182 rBV 287483 632860 41.13% 5.258%
33 5.482 1283 1288 1290 rBV 335 265 0.02% 0.002%
34 5.594 1321 1323 1327 rVB2 187 112 0.01% 0.001%
35 5.623 1327 1332 1335 rBV3 255 238 0.02% 0.002%
36 5.649 1335 1340 1342 rBV2 317 269 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51171.D

Acqg On : 06 Oct 2022 14:58
Operator : JC/MD

Sample : N4893-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@92922WMA .M
Title : VOC Analysis
37 5.723 1342 1363 1385 rBV2 571099 1538722 100.00% 12.784%
38 6.015 1452 1454 1458 rBvV2 293 181 ©0.01% 0.002%
39 6.035 1458 1460 1463 rBV2 408 289 0.02% 0.002%
40 6.109 1481 1483 1486 rBvV2 262 162 0.01% 0.001%
41 6.186 1503 1507 1511 rBvV2 415 316 0.02% 0.003%
42 6.247 1511 1526 1546 rBV 485761 926000 60.18% 7.693%
43 6.523 1603 1612 1614 rBv4 2956 3239 0.21% 0.027%
44 6.687 1648 1663 1683 rBV 366989 717668 46.64%  5.962%
45 6.890 1723 1726 1729 rBvV2 314 209 0.01% 0.002%
46 7.009 1757 1763 1766 rBvV2 454 368 0.02% ©0.003%
47 7.102 1786 1792 1806 rVB3 4235 7114 0.46% 0.059%
48 7.337 1861 1865 1868 rBV 304 267 0.02% 0.002%
49 7.395 1880 1883 1888 rVB 340 273 0.02% 0.002%
50 7.424 1888 1892 1896 rBV2 253 231 0.02% 0.002%
51 7.446 1896 1899 1901 rBV2 295 132 0.01% 0.001%
52 7.465 1901 1905 1912 rVB2 299 292 0.02% 0.002%
53 7.565 1922 1936 1958 rBV 174212 307377 19.98% 2.554%
54 7.761 1994 1997 1998 rBV2 228 148 0.01% 0.001%
55 7.896 2023 2039 2054 rBV 625502 1079033 70.13%  8.965%
56 8.070 2091 2093 2097 rVB3 649 481 0.03% 0.004%
57 8.176 2115 2126 2143 rBV 121335 204831 13.31% 1.702%
58 8.552 2231 2243 2256 rBV2 77823 130018 8.45% 1.080%
59 8.633 2257 2268 2302 rBV3 333283 759887 49.38% 6.313%
60  8.883 2344 2346 2348 rBV3 332 188 0.01% ©0.002%
61 8.951 2364 2367 2371 rVB3 519 300 0.02% 0.002%
62 9.012 2383 2386 2395 rBV3 515 667 0.04% 0.006%
63 9.083 2406 2408 2409 rBV 283 122 0.01% ©0.001%
64 9.102 2409 2414 2418 rVWV 367 393 0.03% 0.003%
65 9.144 2424 2427 2429 rBV 264 201 0.01% 0.002%
66 9.160 2430 2432 2437 rVB4 499 371 0.02% 0.003%
67 9.269 2463 2466 2472 rVB2 498 499 0.03% 0.004%
68 9.298 2472 2475 2477 rBV 292 179 0.01% 0.001%
69 9.346 2489 2490 2494 rBV2 241 101 0.01% 0.001%
70 9.414 2498 2511 2550 rBV 705347 1182579 76.85% 9.825%
71  9.642 2580 2582 2584 rBV 298 148 0.01% 0.001%
72 9.665 2586 2589 2590 rVwv 486 280 0.02% 0.002%
73  9.690 2590 2597 2605 rVv2 4461 6553 0.43% 0.054%
74  9.735 2609 2611 2614 rBV2 230 157 0.01% 0.001%
75 9.790 2625 2628 2631 rBV 297 195 0.01% 0.002%
76 9.845 2641 2645 2646 rBv2 213 152 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51171.D

Acqg On : 06 Oct 2022 14:58
Operator : JC/MD

Sample : N4893-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@92922WMA .M
Title : VOC Analysis
77 9.964 2679 2682 2685 rBV 277 147 0.01% 0.001%
78 9.980 2685 2687 2690 rBV 308 195 0.01% 0.002%
79 10.047 2704 2708 2709 rBV 237 134 0.01% 0.001%
80 10.260 2768 2774 2777 rBV3 578 655 0.04% ©0.005%
81 10.350 2799 2802 2807 rBV2 225 183 0.01% 0.002%
82 10.401 2816 2818 2821 rVB 324 180 0.01% 0.001%
83 10.475 2838 2841 2844 rBV 625 534 0.03% 0.004%
84 10.543 2858 2862 2868 rBV2 362 364 0.02% ©0.003%
85 10.591 2874 2877 2881 rVB3 548 418 0.03% 0.003%
86 10.623 2881 2887 2892 rBV3 555 696 0.05% 0.006%
87 10.658 2892 2898 2902 rBV3 399 422 0.03% 0.004%
88 10.681 2902 2905 2909 rBV 498 336 0.02% 0.003%
89 10.755 2913 2928 2949 rBV 524686 846959 55.04% 7.036%
90 11.044 3010 3018 3035 rBV3 14607 24410 1.59% 0.203%
91 11.243 3072 3080 3082 rBV3 510 625 0.04% 0.005%
92 11.472 3146 3151 3154 rBV 901 755 0.05% 0.006%
93 11.809 3244 3256 3277 rBV 535247 863765 56.14% 7.176%
94 12.057 3322 3333 3359 rBV 216451 409403 26.61% 3.401%
95 12.192 3364 3375 3402 rVB 575453 957024 62.20%  7.951%
96 12.726 3539 3541 3544 rBV2 350 119 0.01% 0.001%
97 12.745 3544 3547 3548 rBV2 653 335 0.02% 0.003%
98 12.874 3585 3587 3589 rBV 440 131 0.01% 0.001%
99 13.095 3652 3656 3660 rBV3 536 515 0.03% 0.004%
100 15.243 4322 4324 4328 rBV2 777 512 0.03% 0.004%
Sum of corrected areas: 12036723
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51171.D

Acqg On : 06 Oct 2022 14:58
Operator : JC/MD

Sample : N4893-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU051171.D\data.ms
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Abundance TIC: VUO51171.D\data.ms
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Abundance TIC: VU051171.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51171.D

Acqg On : 06 Oct 2022 14:58
Operator : JC/MD

Sample : N4893-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.057 23.70 ug/L 409403 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
Abundance Scan 3333 (12.057 mln) VUO051171.D\data.ms (-3322) (- m/z 57.00 100.00%
57.0
5000 A\
‘ 83.0 — :
12.00
112.0
oH_HwHH_HwHHm‘1‘HWHum‘lH_m_ww_1‘2”8_1‘” m/z 41.00 45.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 41.0 — ‘
12.00
83.0 m/z 55.60  38.66%
i TP
0H‘\H\‘H\H“\H\‘!\H‘\H\\‘H\w‘\H\‘\!H‘\HMHHHH\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
T
12.00
5000 m/z 43.00 31.00%
43.0
29.0 83.0
980
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15692: 1-Hexanol, 2-ethyl- 7t
57.0 12.00
m/z 56.00 27.95%
5000 41.0
83.0
: LY |
‘WH‘w‘Hw‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H T
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\VU100622\
Data File : VU@51171.D

Acqg On : 06 Oct 2022 14:58
Operator : JC/MD

Sample : N4893-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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... 12.057 23.7 wug/L 409403 3 11.813 863765 50.0

SFAMULM@92922WMA.M Mon Oct 1@ 13:52:51 2022 6



