LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90622\
Data File : VU@50636.D

Acqg On : 06 Sep 2022 16:09
Operator : SY/MD

Sample : N4482-02

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@90222WMA .M
Title : VOC Analysis

Signal : TIC: VU@50636.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 71 80 101 rBV 63068 79586  8.98% 1.258%
2 1.736 121 123 125 rBV3 486 243 0.03% 0.004%
3 1.963 166 175 189 rBV 59416 80169 9.05% 1.267%
4 2.147 249 251 254 rBV2 354 201 0.02% ©0.003%
5 2.346 311 313 317 rVvB2 482 346 0.04% 0.005%
6 2.366 317 319 321 rBV2 298 176 0.02% ©0.003%
7 2.562 368 380 393 rBV 141700 226406 25.55% 3.579%
8 2.629 394 401 415 rVwv2 7622 13427 1.52% 0.212%
9 2.681 415 417 422 rW3 388 428 0.05% 0.007%
10 2.703 422 424 429 rVB 300 190 0.02% 0.003%
11 2.784 443 449 456 rBV4 644 761 0.09% 0.012%
12 2.851 467 470 475 rVB2 263 230 0.03% 0.004%
13 2.899 475 485 498 rBV4 1901 4198 0.47% 0.066%
14 3.041 524 529 530 rBv2 456 301 ©0.03% 0.005%
15 3.192 558 576 580 rBV6 1707 3454 0.39% 0.055%
16 3.443 650 654 659 rBvV2 225 198 0.02% ©0.003%
17 3.636 710 714 719 rVB2 201 196 ©0.02% 0.003%
18 3.890 784 793 797 rBv2 178 277 0.03% 0.004%
19 3.938 804 808 811 rBV 233 219 0.02% 0.003%
20 4.141 868 871 875 rVB2 227 188 0.02% 0.003%
21 4.173 875 881 889 rBV 291 402 0.05% ©0.006%
22 4,388 945 948 953 rVB2 192 183 0.02% 0.003%
23 4.530 987 992 996 rvB2 192 188 0.02% 0.003%
24  4.559 996 1001 1008 rBV2 222 306 0.03% 0.005%
25 4.623 1008 1021 1059 rBV 86387 242555 27.37%  3.834%
26 5.063 1135 1158 1182 rBV 168146 366103 41.31% 5.787%
27 5.234 1208 1211 1213 rBV 347 242 0.03% 0.004%
28 5.292 1219 1229 1236 rBV2 840 1536 0.17% 0.024%
29 5.369 1249 1253 1256 rBv2 432 394 0.04% 0.006%
30 5.411 1260 1266 1271 rVB2 120 176 0.02% 0.003%
31 5.520 1298 1300 1306 rVB 303 196 ©0.02% 0.003%
32 5.552 1306 1310 1312 rBV 244 198 0.02% 0.003%
33 5.723 1342 1363 1393 rBV2 326181 886162 100.00% 14.007%
34 6.124 1485 1488 1493 rVB3 227 197 0.02% 0.003%
35 6.250 1512 1527 1553 rBV 233251 451492 50.95% 7.137%
36 6.369 1561 1564 1567 rBV2 357 242 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90622\
Data File : VU@50636.D

Acqg On : 06 Sep 2022 16:09
Operator : SY/MD

Sample : N4482-02

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@90222WMA .M
Title : VOC Analysis
37 6.452 1587 1590 1594 rvVvB2 489 375 0.04% 0.006%
38 6.533 1605 1615 1618 rBV4 1100 1735 0.20% 0.027%
39 6.690 1649 1664 1687 rBV2 216261 414855 46.81% 6.557%
40 6.809 1698 1701 1707 rVB4 676 576 0.06% 0.009%
41 6.854 1710 1715 1719 rBvV2 362 226 0.03% 0.004%
42 6.938 1733 1741 1745 rBV2 197 250 0.03% 0.004%
43  7.169 1805 1813 1819 rBV5 1313 2207 0.25% 0.035%
44  7.362 1867 1873 1880 rVB2 223 288 0.03% 0.005%
45 7.404 1880 1886 1889 rBvV2 267 308 0.03% 0.005%
46 7.462 1899 1904 1907 rBV 264 243 0.03% 0.004%
47  7.507 1912 1918 1920 rBV2 222 201 0.02% ©0.003%
48  7.565 1923 1936 1963 rVV 110299 191436 21.60% 3.026%
49 7.693 1972 1976 1981 rVB6 700 622 0.07% 0.010%
50 7.800 2004 2009 2016 rvB2 324 459 0.05% 0.007%
51 7.899 2025 2040 2071 rBV 352966 626302 70.68% 9.900%
52 8.179 2116 2127 2147 rVV2 74541 126052 14.22% 1.992%
53 8.279 2156 2158 2165 rVB 454 433 0.05% 0.007%
54 8.320 2165 2171 2178 rBV4 334 478 0.05% 0.008%
55 8.510 2228 2230 2235 rVB 330 257 0.03% 0.004%
56  8.552 2240 2243 2250 rVvB3 472 400 0.05% 0.006%
57 8.636 2254 2269 2279 rBV3 171882 369586 41.71% 5.842%
58 9.118 2415 2419 2422 rBV 228 192 0.02% 0.003%
59 9.263 2458 2464 2466 rBV 236 269 0.03% 0.004%
60 9.417 2499 2512 2537 rBV 339618 571029 64.44% 9.026%
61 9.571 2557 2560 2563 rBV 267 172  0.02% 0.003%
62 9.690 2595 2597 2601 rBV 469 380 0.04% 0.006%
63 9.735 2608 2611 2615 rVB2 257 218 0.02% ©0.003%
64 9.777 2618 2624 2629 rVB2 219 276 0.03% 0.004%
65 9.803 2629 2632 2639 rVB2 389 412 0.05% 0.007%
66 9.854 2642 2648 2651 rBV2 301 348 0.04% 0.006%
67 9.935 2670 2673 2678 rBV2 158 178 0.02% 0.003%
68 10.099 2721 2724 2727 rBV 450 244  0.03% 0.004%
69 10.404 2815 2819 2823 rBV 302 249 0.03% 0.004%
70 10.443 2828 2831 2836 rVB2 227 191 0.02% 0.003%
71 10.468 2836 2839 2843 rBV 214 179 0.02% 0.003%
72 10.754 2916 2928 2948 rBV 325938 534263 60.29% 8.445%
73 10.983 2994 2999 3002 rBV2 251 286 0.03% 0.005%
74 11.153 3046 3052 3058 rBV2 177 262 0.03% 0.004%
75 11.465 3146 3149 3163 rVB3 355 524 0.06% 0.008%
76 11.751 3234 3238 3243 rVB2 482 393 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90622\
Data File : VU@50636.D

Acqg On : 06 Sep 2022 16:09
Operator : SY/MD

Sample : N4482-02

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@90222WMA .M
Title : VOC Analysis
77 11.812 3244 3257 3283 rBV 278830 446865 50.43% 7.063%
78 12.063 3324 3335 3350 rBV2 47166 88850 10.03% 1.404%
79 12.192 3363 3375 3399 rVB 351510 575247 64.91% 9.093%
80 12.327 3414 3417 3420 rBV3 375 352 0.04% 0.006%
81 12.378 3429 3433 3435 rBV2 357 314 0.04% 0.005%
82 12.417 3443 3445 3450 rVB 275 218 0.02% 0.003%
83 12.446 3450 3454 3458 rBV2 281 274 0.03% 0.004%
84 12.500 3466 3471 3474 rBV2 340 359 0.04% 0.006%
85 12.632 3509 3512 3515 rBV 321 228 0.03% 0.004%
86 12.668 3520 3523 3527 rW 323 199 0.02% 0.003%
87 13.121 3662 3664 3668 rVB 332 189 0.02% 0.003%
88 13.590 3807 3810 3813 rBV2 213 191 0.02% 0.003%
89 13.709 3840 3847 3848 rBV2 288 322 0.04% 0.005%
90 13.803 3871 3876 3880 rBV2 414 399 0.05% 0.006%
91 13.960 3923 3925 3928 rBV2 323 230 0.03% 0.004%
92 13.999 3934 3937 3944 rVB2 627 584 0.07% 0.009%
93 14.211 4001 4003 4007 rVB3 471 255 0.03% 0.004%
94 14.249 4013 4015 4018 rBV2 237 181 ©0.02% 0.003%
95 14.291 4023 4028 4034 rBV2 487 640 0.07% 0.010%
96 14.420 4065 4068 4070 rVB2 377 210 0.02% 0.003%
97 14.442 4070 4075 4076 rBV2 479 400 0.05% 0.006%
98 14.513 4094 4097 4100 rBvV2 389 312 0.04% 0.005%
99 14.606 4122 4126 4127 rBV 300 204 0.02% 0.003%
100 15.285 4334 4337 4340 rBV3 454 314 0.04% 0.005%
Sum of corrected areas: 6326457
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90622\
Data File : VU@50636.D

Acqg On : 06 Sep 2022 16:09
Operator : SY/MD

Sample : N4482-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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: VU050636.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90622\
Data File : VU@50636.D

Acqg On : 06 Sep 2022 16:09
Operator : SY/MD

Sample : N4482-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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
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Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.063 9.94 ug/L 88850 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 90
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
Abundance Scan 3335 (12.063 min): VU050636.D\data.ms (-3324) (- | m/z 56.95 100.00%
57.0
5000 jt
70.0 83.0 L ‘
L %0 mao
oH‘_‘H‘H‘w‘H‘_‘H‘H‘1"Hupl‘mp\‘kul_wmw m/z 40.90  39.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 Pl :
12.00
70.0 83.0 m/z 55.00  32.59%
M\ Lm0
O\\\‘\\\\‘\\\\‘WH\‘\\\\‘\\\\‘\Hw‘\\\\‘\\\\‘\H\‘\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
IS N
12.00
m/z 43.00 31.40%
5000 410 /
70.0 83.0
L] s
oHWm_m_m_‘H_‘H‘w‘mww_wwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15691: 1-Hexanol, 2-ethyl- Ay ‘
57.0 12.00
m/z 56.00  26.53%
5000 41.0
70.0 83.0
oL 140 L se0 0
H‘_“w‘H‘_‘H“H‘_‘H“H‘_‘H‘H“_‘H‘H‘w“u“ —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00

SFAMULM@90222WMA.M Fri Sep 09 18:19:33 2022 Page: 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90622\
Data File : VU@50636.D

Acqg On : 06 Sep 2022 16:09
Operator : SY/MD

Sample : N4482-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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... 12.063 9.9 ug/L 88850 3 11.812 446865 50.0
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