LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50462.D

Acqg On : 26 Aug 2022 17:13
Operator : SY/MD

Sample : N4322-25

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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@82422WMA .M
Title : VOC Analysis

Signal : TIC: VU@50462.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.485 40 45 50 rBvV2 3016 3396 0.22% 0.032%
2 1.594 72 79 101 rBV 200057 242178 15.96% 2.265%
3 1.900 166 174 185 rBV 162709 213781 14.09% 2.000%
4 2.292 290 296 306 rvB2 4063 6669 0.44% 0.062%
5 2.562 367 380 395 rBV 297362 485807 32.01%  4.545%
6 2.774 436 446 469 rVB3 4593 10165 ©0.67% 0.095%
7 2.9706 503 507 511 rBV2 189 184 0.01% 0.002%
8 2.996 512 515 519 rVB 377 277 0.02% 0.003%
9 3.035 523 527 530 rBv2 841 843 0.06% 0.008%
16 3.125 553 555 558 rBV2 234 182 0.01% 0.002%
11 3.186 563 574 584 rVB3 1793 3642 0.24% 0.034%
12 3.250 589 594 598 rBv2 283 304 0.02% 0.003%
13 3.559 688 690 695 rVB 302 205 0.01% ©0.002%
14 3.642 711 716 719 rBV2 279 233 0.02% 0.002%
15 3.726 738 742 744 rBV 311 190 0.01% 0.002%
16 3.742 744 747 753 rVB2 344 299 0.02% 0.003%
17 3.874 775 788 792 rBV 941 1664 0.11% 0.016%
18 3.932 803 806 809 rBV 283 188 ©0.01% 0.002%
19 3.967 813 817 820 rVvv2 259 200 0.01% 0.002%
20 4.073 847 850 853 rBV2 228 197 0.01% 0.002%
21  4.121 860 865 872 rBv2 211 281 0.02% 0.003%
22 4.157 872 876 879 rBV2 311 286 0.02% 0.003%
23 4.221 893 896 901 rVB 249 204 0.01% 0.002%
24 4.272 906 912 913 rBV 311 205 0.01% 0.002%
25 4.623 1009 1021 1050 rBV 163073 402873 26.55% 3.769%
26 5.063 1141 1158 1184 rBV 276803 603213 39.75% 5.643%
27 5.179 1190 1194 1196 rBV5 325 229 0.02% 0.002%
28 5.292 1219 1229 1235 rBV4 1456 2511 0.17% 0.023%
29 5.375 1246 1255 1265 rBv4 760 1334 0.09% 0.012%
30 5.417 1265 1268 1273 rVB 258 231 0.02% 0.002%
31 5.526 1299 1302 1306 rvB3 269 209 0.01% 0.002%
32 5.571 1312 1316 1319 rBV 224 181 0.01% 0.002%
33 5.723 1339 1363 1402 rBV2 562082 1517591 100.00% 14.196%
34 5.887 1412 1414 1419 rVB 489 330 0.02% 0.003%
35 5.970 1437 1440 1444 rBV3 434 375 0.02% 0.004%
36 6.044 1460 1463 1468 rVB2 535 559 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50462.D

Acqg On : 26 Aug 2022 17:13
Operator : SY/MD

Sample : N4322-25

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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@82422WMA .M
Title : VOC Analysis
37 6.073 1468 1472 1475 rBV 268 252 0.02% 0.002%
38 6.121 1480 1487 1490 rBvV3 611 706 0.05% 0.007%
39 6.153 1494 1497 1499 rBV2 300 223 0.01% 0.002%
40 6.169 1499 1502 1506 rVB2 251 199 0.01% 0.002%
41 6.250 1513 1527 1554 rBV 384011 727553 47.94% 6.806%
42 6.404 1572 1575 1577 rBV3 475 233 0.02% 0.002%
43  6.546 1605 1619 1630 rBV3 18605 34300 2.26% 0.321%
44 6.690 1649 1664 1685 rBV 361366 699671 46.10% 6.545%
45 6.809 1699 1701 1709 rVB4 1315 1421 0.09% 0.013%
46 6.854 1709 1715 1717 rBV3 475 535 0.04% 0.005%
47  7.231 1827 1832 1835 rBvV2 205 197 0.01% 0.002%
48 7.269 1842 1844 1851 rVB2 315 308 0.02% 0.003%
49 7.308 1851 1856 1859 rBV2 203 193 0.01% 0.002%
50 7.440 1894 1897 1900 rVB 355 233  0.02% 0.002%
51 7.565 1924 1936 1952 rBV 170615 301958 19.90%  2.825%
52 7.745 1988 1992 1994 rBV3 283 210 0.01% 0.002%
53 7.790 2004 2006 2011 rBV2 347 308 0.02% ©0.003%
54 7.825 2014 2017 2021 rVB2 356 213 0.01% 0.002%
55 7.899 2026 2040 2069 rBV 624626 1079635 71.14% 10.100%
56 8.102 2100 2103 2106 rVB2 343 202 0.01% ©0.002%
57 8.179 2111 2127 2145 rBV 116424 199862 13.17% 1.870%
58 8.555 2237 2244 2251 rBV6 2112 2736 0.18% 0.026%
59 8.636 2256 2269 2299 rBV3 424059 851560 56.11% 7.966%
60 8.877 2342 2344 2347 rVB2 368 232 0.02% 0.002%
61 8.906 2351 2353 2361 rBV2 263 213 0.01% 0.002%
62 9.166 2431 2434 2439 rBV2 265 228 0.02% 0.002%
63 9.417 2499 2512 2530 rBV 543701 905398 59.66% 8.470%
64 9.700 2598 2600 2608 rVB2 596 574 0.04% 0.005%
65 9.745 2608 2614 2621 rBV2 231 406 0.03% 0.004%
66 9.796 2621 2630 2634 rBV3 396 599 0.04% 0.006%
67 9.922 2665 2669 2674 rVB 341 301 ©0.02% 0.003%
68 9.951 2674 2678 2684 rBV2 226 250 0.02% 0.002%
69 9.976 2684 2686 2690 rBV 312 292 0.02% 0.003%
70 10.034 2700 2704 2706 rBV 273 217 0.01% 0.002%
71 10.359 2802 2805 2813 rVB2 252 322 0.02% 0.003%
72 10.404 2815 2819 2823 rBV2 231 277 0.02% 0.003%
73 10.443 2828 2831 2836 rVv2 234 200 0.01% 0.002%
74 10.758 2916 2929 2953 rBV 511409 823038 54.23% 7.699%
75 10.890 2965 2970 2973 rBV2 447 423 0.03% 0.004%
76 10.925 2978 2981 2983 rBV2 366 193 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50462.D

Acqg On : 26 Aug 2022 17:13
Operator : SY/MD

Sample : N4322-25

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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@82422WMA .M
Title : VOC Analysis
77 11.111 3035 3039 3046 rVB3 478 416 0.03% 0.004%
78 11.179 3056 3060 3064 rVB 494 374 0.02% 0.003%
79 11.629 3197 3200 3204 rVB2 556 330 0.02% 0.003%
80 11.812 3245 3257 3281 rBV 404973 652430 42.99% 6.103%
81 11.954 3299 3301 3305 rVB4 616 425 0.03% 0.004%
82 12.063 3326 3335 3354 rVvv2 27485 53048 3.50% 0.496%
83 12.195 3363 3376 3397 rBV 514903 839984 55.35% 7.858%
84 12.475 3455 3463 3466 rBV3 489 618 0.04% 0.006%
85 12.578 3493 3495 3500 rVB3 383 240  0.02% 0.002%
86 12.822 3565 3571 3574 rBV2 322 281 0.02% 0.003%
87 12.844 3574 3578 3580 rBV2 455 378 0.02% 0.004%
88 13.095 3653 3656 3659 rBV2 333 246 0.02% 0.002%
89 13.179 3678 3682 3684 rBV 330 263 0.02% 0.002%
90 13.298 3716 3719 3722 rBV2 396 300 0.02% 0.003%
91 13.529 3788 3791 3796 rBV3 398 376 0.02% 0.004%
92 13.668 3830 3834 3837 rBV2 431 393 0.03% 0.004%
93 13.777 3866 3868 3874 rBV2 255 247 0.02% 0.002%
94 13.809 3874 3878 3880 rBV2 439 431 0.03% 0.004%
95 13.851 3887 3891 3893 rBV 381 320 0.02% 0.003%
96 14.224 4003 4007 4008 rBV 333 265 0.02% 0.002%
97 14.243 4011 4013 4017 rVB2 520 333  0.02% 0.003%
98 14.385 4054 4057 4058 rBV 402 253  0.02% 0.002%
99 15.201 4309 4311 4315 rVB2 555 362 0.02% 0.003%
100 15.706 4465 4468 4472 rBV3 630 516 ©0.03% 0.005%
Sum of corrected areas: 10689916
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe82622\

: VUe50462.D

: 26 Aug 2022 17:13
: SY/MD

: N4322-25

: 5.0mL/MSVOA_U/WATER
. 16

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .M
: VOC Analysis

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082622\
Data File : VU@50462.D

Acqg On : 26 Aug 2022 17:13
Operator : SY/MD

Sample : N4322-25

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.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.
12.063 4.07 ug/L 53048 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 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
Abundance Scan 3335 (12.063 min): VU050462.D\data.ms (-3326) (- | m/z 57.00 100.00%
57.0
5000
00 g9 /\ -— :
‘ M 979 1121 = 9
0"_‘H‘H‘w“u‘u‘w‘ulw‘m‘u‘qwu‘_um‘u‘W‘H‘_ m/z 40.90  39.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 B :
12.00
90.0 70.0 83.0 m/z 55.00  36.73%
| \ 0 o
O\\‘\\\\‘\\\H“\\\\‘!\\\‘\H\\‘\\\w‘\\\\‘l!\\‘\\\1‘\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl-
1° h /k
T T ‘ \ﬂ\ A\ ‘
12.00
5000 m/z 43.00 30.68%
43.0
29.0 70.0 830
980
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl- Lt B B ‘
57.0 12.00
m/z 70.00 28.42%
5000 41.0
29.0 70.0 83.0
98.0
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@82622\
Data File : VU@50462.D

Acqg On : 26 Aug 2022 17:13
Operator : SY/MD

Sample : N4322-25

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .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... 12.063 4.1 ug/L 53048 3 11.812 652430 50.0
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