LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112022\
Data File : VU@51987.D

Acqg On : 20 Nov 2022 20:50
Operator : JC/MD

Sample : N5710-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 23  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\SFAMULM111522WMA.M
Title : VOC Analysis

Signal : TIC: VU@51987.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 74 81 96 rBv2 119348 140299 11.04%  1.256%
2 1.906 169 176 195 rVB 107335 159126 12.52% 1.425%
3 2.565 370 381 391 rBV2 180008 301118 23.69%  2.696%
4 2.620 392 398 420 rvB 89692 152821 12.02% 1.368%
5 3.173 558 570 588 rBV3 14341 33157 2.61% ©.297%
6 3.504 669 673 679 rBv2 348 343 0.03% 0.003%
7 3.601 701 703 705 rBV 178 107 0.01% 0.001%
8 3.671 720 725 726 rBV2 297 271 0.02% 0.002%
9 3.732 741 744 750 rVB3 335 277 0.02% 0.002%
16 3.761 750 753 758 rVB2 370 270 0.02% 0.002%
11 3.784 758 760 762 rBV 122 67 0.01% 0.001%
12 3.800 763 765 768 rVB2 195 114 0.01% 0.001%
13 3.819 768 771 775 rBV 264 263 0.02% 0.002%
14 3.845 777 779 780 rBV 175 64 0.01% 0.001%
15 3.951 809 812 816 rBV2 249 257 0.02% 0.002%
16 4.028 832 836 840 rBV3 265 237 0.02% 0.002%
17 4.073 848 850 852 rBV 234 121  0.01% 0.001%
18 4.109 858 861 863 rBV2 399 277 0.02% 0.002%
19 4.305 920 922 925 rBV 89 45 0.00% 0.000%
20 4.327 925 929 931 rBv2 281 225 0.02% 0.002%
21 4.388 946 948 950 rBV 243 136 0.01% 0.001%
22 4.430 958 961 962 rBV 243 127 0.01% 0.001%
23 4.462 968 971 972 rBV 314 159 0.01% 0.001%
24 4.510 984 986 988 rVB2 212 86 0.01% 0.001%
25 4.568 999 1004 1007 rVB2 377 307 0.092% 0.003%
26 4.613 1007 1018 1042 rBV 163375 422044 33.20% 3.779%
27 5.060 1142 1157 1180 rBV 259817 567373 44.63% 5.080%
28 5.269 1219 1222 1224 rBV3 706 486 ©0.04% 0.004%
29 5.334 1238 1242 1246 rVB4 675 567 0.04% 0.005%
30 5.482 1286 1288 1290 rBV 184 85 0.01% 0.001%
31 5.517 1296 1299 1302 rVB 295 181 0.01% 0.002%
32 5.552 1307 1310 1311 rBV 62 26 0.00% 0.000%
33 5.572 1311 1316 1317 rBV 146 121 0.01% 0.001%
34 5.723 1339 1363 1391 rBV3 447819 1271268 100.00% 11.383%
35 6.028 1453 1458 1462 rBV4 604 595 0.05% 0.005%
36 6.060 1466 1468 1469 rBV4 332 171 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112022\
Data File : VU@51987.D

Acqg On : 20 Nov 2022 20:50
Operator : JC/MD

Sample : N5710-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 23  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\SFAMULM111522WMA.M
Title : VOC Analysis
37 6.086 1472 1476 1479 rBvV2 291 248 0.02% 0.002%
38 6.195 1506 1510 1511 rBV2 171 120 0.01% 0.001%
39 6.247 1511 1526 1549 rBV 520813 998644 78.55% 8.942%
40 6.539 1606 1617 1633 rBV3 47859 89581 7.05% ©.802%
41 6.687 1647 1663 1683 rBV 329143 648068 50.98% 5.803%
42 6.874 1719 1721 1724 rBV 278 137 0.01% 0.001%
43 6.932 1734 1739 1742 rBV4 1036 1098 0.09% 0.010%
44  7.063 1777 1780 1781 rBV2 136 88 0.01% 0.001%
45  7.092 1787 1789 1793 rVB 359 200 0.02% 0.002%
46 7.125 1793 1799 1801 rBV3 467 381 0.03% 0.003%
47  7.179 1801 1816 1836 rVV5 8645 24076 1.89% 0.216%
48 7.350 1866 1869 1872 rBvV2 257 176 0.01% 0.002%
49 7.366 1872 1874 1878 rVV 179 130 0.01% 0.001%
50 7.440 1893 1897 1898 rBV 160 74 0.01% 0.001%
51 7.472 1904 1907 1908 rBV 248 161 0.01% 0.001%
52 7.504 1915 1917 1919 rBV2 201 106 0.01% 0.001%
53 7.562 1919 1935 1953 rBV 135151 240347 18.91% 2.152%
54 7.800 2002 2009 2016 rBV5 874 1279 ©.10% 0.011%
55 7.896 2025 2039 2070 rBV 444964 782424 61.55% 7.006%
56 8.105 2101 2104 2111 rVB3 332 430 0.03% 0.004%
57 8.134 2111 2113 2115 rBV2 234 111 0.01% 0.001%
58 8.176 2115 2126 2150 rBV 94786 164174 12.91% 1.470%
59 8.424 2199 2203 2208 rBV3 325 380 0.03% 0.003%
60  8.552 2231 2243 2256 rBV 69496 119026 9.36% 1.066%
61 8.629 2256 2267 2305 rBV2 454669 901077 70.88% 8.068%
62 9.005 2379 2384 2390 rVB3 611 670 0.05% 0.006%
63 9.044 2393 2396 2399 rBV2 369 290 0.02% 0.003%
64  9.063 2399 2402 2404 rVB2 492 237 0.02% 0.002%
65 9.079 2404 2407 2411 rBV2 328 280 0.02% 0.003%
66 9.108 2414 2416 2422 rVB3 493 246 0.02% 0.002%
67 9.166 2432 2434 2436 rBV 294 116 ©0.01% 0.001%
68 9.182 2436 2439 2442 rBV3 287 213  0.02% 0.002%
69 9.205 2442 2446 2452 rVB2 417 351 0.03% 0.003%
70 9.234 2452 2455 2457 rBV 281 167 0.01% 0.001%
71  9.269 2461 2466 2467 rBV2 391 338 0.03% 0.003%
72 9.414 2498 2511 2538 rBV 753924 1247094 98.10% 11.166%
73 9.674 2589 2592 2594 rBV3 365 253 0.02% 0.002%
74 9.861 2644 2650 2654 rBV2 425 496 0.04% 0.004%
75 10.092 2720 2722 2723 rBV2 213 85 0.01% 0.001%
76 10.131 2730 2734 2737 rBV3 444 412 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112022\
Data File : VU@51987.D

Acqg On : 20 Nov 2022 20:50
Operator : JC/MD

Sample : N5710-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: © % of largest Peak
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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\SFAMULM111522WMA.M
Title : VOC Analysis

77 10.427 2823 2826 2828 rBV2 189 119 ©0.01% 0.001%
78 10.491 2839 2846 2850 rBV3 771 814 0.06% 0.007%
79 10.607 2878 2882 2886 rVB3 759 746 0.06% 0.007%
80 10.755 2914 2928 2953 rBV 594782 960744 75.57% 8.602%
81 10.954 2987 2990 2992 rBV3 307 193 0.02% 0.002%
82 11.050 3018 3020 3023 rVB2 359 189 0.01% 0.002%
83 11.070 3023 3026 3028 rBV 475 341 0.03% 0.003%
84 11.099 3032 3035 3036 rBV 162 95 0.01% 0.001%
85 11.189 3058 3063 3067 rBV2 416 369 0.093% 0.003%
86 11.420 3133 3135 3140 rBV2 180 145 0.01% 0.001%
87 11.600 3187 3191 3194 rBV 256 232 0.02% 0.002%
88 11.623 3194 3198 3201 rBV2 439 360 0.093% 0.003%
89 11.693 3216 3220 3223 rBV2 461 329 0.03% 0.003%
90 11.809 3243 3256 3280 rBV 563593 914001 71.90% 8.184%
91 12.060 3324 3334 3353 rBV2 47452 86868 6.83% 0.778%
92 12.189 3362 3374 3402 rBV 555734 916185 72.07%  8.203%
93 12.578 3492 3495 3500 rVB3 813 646 0.05% ©0.006%
94 12.626 3508 3510 3514 rVB 425 268 0.02% 0.002%
95 12.703 3531 3534 3537 rBV 532 319 0.03% 0.003%
96 12.777 3550 3557 3565 rBV6 1651 2417 0.19% 0.022%
97 12.893 3589 3593 3598 rBV6 1608 1614 ©.13% 0.014%
98 13.616 3817 3818 3822 rBV2 398 269 0.02% 0.002%
99 15.230 4312 4320 4331 rBV6 2628 4377 ©.34% 0.039%

Sum of corrected areas: 11168609
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

. N5710-17

. 23

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112022\

: VUe51987.D
: 20 Nov 2022 20:50

JC/MD

5.0mL/MSVOA_U/WATER

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM111522WMA .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\VU112022\
Data File : VU@51987.D

Acqg On : 20 Nov 2022 20:50
Operator : JC/MD

Sample : N5710-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM111522WMA.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 4.75 ug/L 86868 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t 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 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
Abundance Scan 3334 (12.060 min): VU051987.D\data.ms (-3324) (- | m/z 57.05 100.00%
57.0
5000 41.0 /\\A
83.1 i ‘
1200
112.2
o‘m_m‘“uw L,BM m/z 41.05 45.65%
miz-> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 N B PP
41.0 12.00
‘ 83.0 m/z 55.10  38.12%
015.0 ‘\\‘\\“\‘\\\"\1\].}2.\0‘\\\\‘\\\\
miz-> 20 40 60 100 120 140
Abundance #15694.1—Hexan0L2—eﬂwL
57.0
1200
5000 41.0 m/z 43.10 32.65%
83.0
0. 15 1 1120
miz--> 20 40 100 120 140
Abundance #lSGQZ.l—HexanoLZ—eﬂwL b P =
57.0 12.00
m/z 56.10  29.32%
5000 41.0
83.0
bl L e A
m/z--> 20 40 60 80 100 120 140 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112022\
Data File : VU@51987.D

Acqg On : 20 Nov 2022 20:50
Operator : JC/MD

Sample : N5710-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM111522WMA.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 4.8 ug/L 86868 3 11.809 914001 50.0
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