LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033311.D

Acq On 18 Jul 2019 12:06

Operator : JC/SP

Sample - K3846-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.174 21 26 35 rvB3 4956 5325 0.37% 0.046%
2 1.389 86 93 107 rBV 235872 248190 17.36% 2.135%
3 1.463 111 116 124 rVv 8165 9190 0.64% 0.079%
4 1.540 134 140 151 rVB3 19364 25445 1.78% 0.219%
5 1.669 172 180 196 rVB 183611 236476 16.54% 2.034%
6 2.257 353 363 372 rBVY 348206 522311 36.53% 4.493%
7 2.305 372 378 393 rvB 92090 143919 10.06% 1.238%
8 2.431 410 417 425 rBv2 2560 4306 0.30% 0.037%
9 2.601 464 470 485 rVB 4228 7445 0.52% 0.064%
10 2.688 489 497 505 rVB4 2364 4041 0.28% 0.035%
11 2.723 505 508 510 rBV3 335 224 0.02% 0.002%
12 2.813 526 536 549 rvVB6 1876 4130 0.29% 0.036%
13 2.958 579 581 585 rvv3 420 326 0.02% 0.003%
14 2.977 585 587 592 rvB3 621 453 0.03% 0.004%
15 3.112 626 629 632 rBV3 544 367 0.03% 0.003%
16 3.157 638 643 645 rBv4 484 352 0.02% 0.003%
17 3.276 677 680 683 rBV 313 239 0.02% 0.002%
18 3.370 705 709 712 rBvV2 343 324 0.02% 0.003%
19 3.415 721 723 730 rvv4 504 568 0.04% 0.005%
20 3.765 828 832 837 rvv2 259 265 0.02% 0.002%
21 3.788 837 839 846 rvB2 353 275 0.02% 0.002%
22 3.961 890 893 895 rBvV 944 548 0.04% 0.005%
23 3.977 895 898 905 rBv4 759 904 0.06% 0.008%
24  4.038 913 917 919 rBv4 380 352 0.02% 0.003%
25 4.058 919 923 924 rBV2 510 302 0.02% 0.003%
26 4.148 939 951 974 rBvV 117045 307553 21.51% 2.646%
27 4.540 1070 1073 1076 rBV3 512 275 0.02% 0.002%
28 4.620 1080 1098 1126 rBV 244420 580867 40.62% 4.997%
29 4.762 1139 1142 1146 rBV2 744 507 0.04% 0.004%
30 4.852 1164 1170 1172 rBV3 932 973 0.07% 0.008%
31 4.865 1172 1174 1180 rVV5 985 892 0.06% 0.008%
32 4_.955 1200 1202 1203 rBvV 551 237 0.02% 0.002%
33 4.964 1203 1205 1213 rVB4 920 873 0.06% 0.008%

34 5.315 1291 1314 1347 rBV2 487531 1429945 100.00% 12.302%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033311.D

Acq On 18 Jul 2019 12:06

Operator : JC/SP

Sample - K3846-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
Title : VOC Analysis

35 5.453 1354 1357 1360 rBV3 681 433 0.03% 0.004%
36 5.514 1369 1376 1377 rBV3 828 892 0.06% 0.008%
37 5.543 1382 1385 1389 rBV3 308 226 0.02% 0.002%
38 5.707 1433 1436 1440 rBV3 330 340 0.02% 0.003%
39 5.746 1446 1448 1451 rVB3 580 309 0.02% 0.003%

40 5.865 1451 1485 1507 rBV 423350 960733 67.19% 8.265%

41 6.308 1610 1623 1643 rVB 314069 627523 43.88% 5.398%

42 6.694 1735 1743 1758 rBV3 6964 14133 0.99% 0.122%
43 7.209 1891 1903 1926 rBV 186134 333990 23.36% 2.873%
44 7.447 1968 1977 1995 rVB 21321 36815 2.57% 0.317%

45 7.546 1995 2008 2027 rBV 663453 1152457 80.59% 9.914%

46 7.832 2086 2097 2124 rBV 131165 228417 15.97% 1.965%

47 8.160 2188 2199 2214 rVB2 9753 19964 1.40% 0.172%
48 8.292 2229 2240 2266 rBV 389793 699451 48.91% 6.017%
49 8.450 2282 2289 2305 rVB2 24795 43030 3.01% 0.370%
50 8.890 2415 2426 2436 rBV3 4861 8527 0.60% 0.073%
51 9.003 2454 2461 2464 rBv4 480 650 0.05% 0.006%
52 9.070 2470 2482 2506 rBvV 585359 970539 67.87% 8.349%
53 9.234 2527 2533 2542 rBV5 2582 3640 0.25% 0.031%
54 9.360 2565 2572 2581 rBV3 2763 4820 0.34% 0.041%
55 9.537 2625 2627 2633 rVB5 720 518 0.04% 0.004%
56 9.569 2633 2637 2638 rBV3 381 278 0.02% 0.002%
57 9.681 2670 2672 2677 rVB4 491 295 0.02% 0.003%
58 9.710 2677 2681 2684 rBV3 710 513 0.04% 0.004%
59 9.752 2691 2694 2695 rBV3 638 349 0.02% 0.003%
60 9.903 2737 2741 2742 rBV3 993 782 0.05% 0.007%
61 10.016 2770 2776 2777 rBV4 1463 1311 0.09% 0.011%
62 10.215 2833 2838 2850 rVB5 3714 6308 0.44% 0.054%
63 10.302 2861 2865 2868 rBv4 407 339 0.02% 0.003%
64 10.321 2868 2871 2873 rBV2 334 273 0.02% 0.002%
65 10.414 2887 2900 2918 rBV 438694 718003 50.21% 6.177%
66 10.594 2940 2956 2970 rVB3 9635 18414 1.29% 0.158%
67 10.662 2970 2977 2981 rBV5 2242 3113 0.22% 0.027%
68 10.758 2998 3007 3015 rBV3 1665 2617 0.18% 0.023%
69 10.855 3035 3037 3043 rVB3 421 273 0.02% 0.002%
70 10.926 3056 3059 3061 rBV2 604 444 0.03% 0.004%
71 10.954 3064 3068 3074 rVB4 1441 1741 0.12% 0.015%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033311.D

Acq On 18 Jul 2019 12:06

Operator : JC/SP

Sample - K3846-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
Title : VOC Analysis
72 11.067 3101 3103 3105 rVvv2 569 297 0.02% 0.003%
73 11.131 3112 3123 3135 rBV3 23170 41494 2.90% 0.357%
74 11.202 3142 3145 3150 rVB3 560 495 0.03% 0.004%
75 11.231 3152 3154 3159 rVB2 614 328 0.02% 0.003%
76 11.315 3175 3180 3185 rBV7 772 758 0.05% 0.007%
77 11.360 3189 3194 3197 rBV5 1303 1336 0.09% 0.011%
78 11.408 3207 3209 3212 rBV2 480 274 0.02% 0.002%
79 11.469 3216 3228 3248 rVV 588067 934479 65.35% 8.039%
80 11.556 3251 3255 3269 rVB3 5878 8006 0.56% 0.069%
81 11.745 3303 3314 3325 rBvV4 24053 56387 3.94% 0.485%
82 11.845 3333 3345 3364 rVB 661651 1047028 73.22% 9.007%
83 12.134 3429 3435 3441 rBV5 2509 3809 0.27% 0.033%
84 12.237 3461 3467 3474 rBV5 4746 6176 0.43% 0.053%
85 12.401 3515 3518 3524 rBV2 610 469 0.03% 0.004%
86 12.462 3534 3537 3539 rBV2 1173 857 0.06% 0.007%
87 12.636 3583 3591 3600 rVB4 6562 11652 0.81% 0.100%
88 12.691 3600 3608 3618 rVB2 11556 15483 1.08% 0.133%
89 12.855 3657 3659 3662 rBV3 586 295 0.02% 0.003%
90 12.874 3663 3665 3671 rVB4 779 604 0.04% 0.005%
91 12.951 3683 3689 3696 rBV5 4608 6645 0.46% 0.057%
92 13.006 3703 3706 3709 rBv4 566 430 0.03% 0.004%
93 13.109 3730 3738 3747 rVB3 16412 24320 1.70% 0.209%
94 13.179 3755 3760 3761 rBV3 1206 1129 0.08% 0.010%
95 13.282 3784 3792 3799 rBV6 1860 3006 0.21% 0.026%
96 13.501 3855 3860 3866 rVB7 1570 1773 0.12% 0.015%
97 13.733 3921 3932 3947 rBvY 26124 48168 3.37% 0.414%
98 14.385 4133 4135 4137 rBV2 706 423 0.03% 0.004%
99 14.713 4234 4237 4239 rBV3 852 557 0.04% 0.005%
100 15.054 4337 4343 4351 rBV7 3693 6541 0.46% 0.056%

Sum of corrected areas: 11624078
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO071819\
VU033311.D

18 Jul 2019 12:06

JC/SP

K3846-01

5.0mL/MSVOA_U/WATER

10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA_M

Quant Title

TIC Library

: VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033311.D

Acq On 18 Jul 2019 12:06

Operator : JC/SP

Sample - K3846-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO71219WMA .M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.75 3.02 ug/L 56387 1,4-Dichlorobenzene-d4 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
5 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202 002461-15-6 50
Abundance Scan 3315 (11.749 min): VU033311.D (-3303) (-) m/z 57.10 100.00%
57
5000 4 ]\\ﬂ}»~w»_~de,
]0 83 117 AN A ke
98 11.40 11.60 11.80 12.00
...,....,....,....',!...?’n.l:,....|,-!.??,.|!..,9.1..!,.1.95.,..'.!,.... m/z 41.10 A47.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 11.40 11.60 11.80 12.00
‘ 70 83 m/z 55.00 38.32%
98
|I|||||
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
11.40 11.60 11.80 12.00
5000 41 m/z 43.05 36.60%
70 83
S O N - S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl- I B RE B EaEE RS
57 11.40 11.60 11.80 12.00
m/z 70.10 27 .81%
5000 41
I L
15 51 77 %8 112
"W'”'P'”J”'Ll”'P'“I”'»'”'PM”I”'“'”'P'”I”" LN AR ""mAT"lHLr
m/z--> 10 40 50 60 70 80 90 100 110 120 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033311.D

Acq On 18 Jul 2019 12:06

Operator : JC/SP

Sample - K3846-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO71219WMA .M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

1-Hexanol, 2-ethyl- 11.75 3.0 ug/L 56387 3 11.47 934479 50.0
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