LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV031139.D

Acqg On : 20 May 2023 05:09
Operator : SY/MD

Sample : 02865-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 50 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_ V\Method\SFAMVLMO51923WMA.M
Title : VOC Analysis

Signal : TIC: Vve@31139.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.281 69 75 91 rVB 131733 143825 14.51% 1.888%
2 1.352 93 97 105 rVB 34495 36524 3.68% 0.479%
3 1.532 147 153 167 rVB 116058 137170 13.84% 1.801%
4 2.063 309 318 328 rBV 253400 362027 36.53% 4.752%
5 2.394 419 421 426 rBV5 1643 1323  0.13% 0.017%
6 2.696 513 515 523 rBVS8 1419 1712 0.17% 0.022%
7 2.751 528 532 535 rBV6 2079 1776 0.18% 0.023%
8 2.780 539 541 543 rBV3 1325 660 0.07% 0.009%
9 2.847 558 562 564 rVB5 1368 827 0.08% 0.011%
16 2.879 570 572 575 rBv4 2455 1808 ©0.18% 0.024%
11 2.931 587 588 591 rVB3 1247 481 0.05% 0.006%
12 2.966 597 599 604 rBvV5 1858 1649 0.17% 0.022%
13  3.037 619 621 624 rVB3 1367 703 0.07% ©0.009%
14 3.050 624 625 626 rBV 963 320 0.03% 0.004%
15 3.085 633 636 638 rBv4d 1818 1002 0.10% 0.013%
16 3.217 674 677 678 rBV3 749 433 0.04% 0.006%
17 3.278 693 696 703 rVB7 2984 2821 0.28% 0.037%
18 3.314 703 707 709 rBVS 1682 1369 0.14% 0.018%
19 3.696 823 826 827 rBV3 1055 455 0.05% 0.006%
20 3.744 839 841 843 rVB3 1557 712 0.07% ©0.009%
21 3.793 843 856 884 rBV 80815 237043 23.92%  3.112%
22 4.256 987 1000 1022 rBV 160315 402353 40.59% 5.282%
23 4.693 1134 1136 1137 rVB2 1025 316 0.03% 0.004%
24 4.712 1137 1142 1143 rBV5S 1776 1505 ©0.15% ©0.020%
25 4.815 1171 1174 1175 rBV3 1378 793 0.08% 0.010%
26 4.963 1204 1220 1250 rBV2 367410 991158 100.00% 13.011%
27 5.449 1368 1371 1376 rVB6 2277 1963 0.20% 0.026%
28 5.542 1388 1400 1425 rBV 288538 581901 58.71% 7.639%
29 5.902 1509 1512 1514 rBv4 2837 1754 0.18% 0.023%
30 5.995 1530 1541 1563 rBV 216280 438851 44.28% 5.761%
31 6.423 1671 1674 1677 rBV5 2489 1714 0.17% 0.022%
32 6.828 1799 1800 1806 rBV6 1764 1391 0.14% 0.018%
33 6.918 1819 1828 1846 rBV 102664 191643 19.34% 2.516%
34 7.249 1920 1931 1949 rBV 404130 710520 71.69% 9.327%
35 7.403 1977 1979 1982 rBV4 2596 1220 0.12% 0.016%

36 7.558 2018 2027 2039 rBvV2 72978 125998 12.71% 1.654%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV031139.D

Acqg On : 20 May 2023 05:09
Operator : SY/MD

Sample : 02865-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 50 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_ V\Method\SFAMVLMO51923WMA.M
Title : VOC Analysis
37 7.844 2111 2116 2118 rBV4 1410 1150 0.12% 0.015%
38 7.950 2146 2149 2150 rBvV3 1499 922 0.09% 0.012%
39 7.963 2150 2153 2156 rVvv4 2048 1793 0.18% 0.024%
40 7.979 2156 2158 2159 rVv3 1774 644 0.06% 0.008%
41  8.030 2164 2174 2188 rBV 242646 443873 44.78%  5.827%
42 8.419 2292 2295 2296 rBV3 1334 769 0.08% 0.010%
43  8.458 2305 2307 2309 rBV3 1575 760 0.08% 0.010%
44  8.506 2319 2322 2323 rBV3 1009 558 0.06% 0.007%
45  8.529 2327 2329 2330 rBV 919 298 0.03% 0.004%
46  8.561 2337 2339 2340 rVB2 945 362 0.04% 0.005%
47  8.577 2341 2344 2348 rVV5 1848 1360 ©0.14% ©0.018%
48 8.654 2366 2368 2369 rBvV2 368 151 ©0.02% 0.002%
49 8.661 2369 2370 2373 rVV3 1373 690 0.07% 0.009%
50 8.680 2373 2376 2379 rVW4 1367 954 ©0.10% 0.013%
51 8.702 2381 2383 2386 rBV5 986 696 0.07% ©0.009%
52 8.738 2393 2394 2395 rVB 819 158 0.02% 0.002%
53  8.747 2395 2397 2398 rBvV2 1080 460 0.05% 0.006%
54  8.792 2399 2411 2427 rBV 420710 687312 69.34% 9.022%
55 9.117 2509 2512 2513 rBV3 773 442 0.04% 0.006%
56 9.156 2523 2524 2526 rBV2 1428 750 0.08% 0.010%
57 9.236 2546 2549 2551 rBV4 967 787 0.08% 0.010%
58 9.281 2561 2563 2564 rBvV2 724 278 0.03% 0.004%
59 9.291 2564 2566 2568 rVV3 1152 487 0.05% 0.006%
60 9.313 2571 2573 2575 rVB2 1210 370 0.04% 0.005%
61 9.326 2575 2577 2578 rBV2 1273 537 0.05% 0.007%
62 9.400 2598 2600 2603 rBV3 900 455 0.05% 0.006%
63 9.423 2603 2607 2613 rVBS8 1601 1713 0.17% 0.022%
64 9.461 2613 2619 2621 rBV7 1065 999 0.10% 0.013%
65 9.487 2621 2627 2630 rBV7 1646 1831 0.18% 0.024%
66 9.609 2664 2665 2667 rBV2 1418 635 0.06% ©0.008%
67 9.657 2670 2680 2695 rBv2 14089 29372 2.96% 0.386%
68 9.960 2766 2774 2786 rBV3 20470 38244 3.86% 0.502%
69 10.098 2814 2817 2818 rBV3 2261 970 0.10% 0.013%
70 10.159 2826 2836 2855 rVB 323665 509100 51.36% 6.683%
71 10.667 2992 2994 2998 rVB4 1455 828 0.08% 0.011%
72 10.786 3028 3031 3035 rBVS5S 2536 1988 0.20% 0.026%
73 11.191 3147 3157 3175 rVB 420792 658883 66.48% 8.649%
74 11.497 3239 3252 3263 rBV2 44029 92899 9.37% 1.219%
75 11.567 3265 3274 3291 rVB 447242 711836 71.82% 9.344%
76 11.876 3368 3370 3372 rBV3 1799 868 0.09% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV031139.D

Acqg On : 20 May 2023 05:09
Operator : SY/MD

Sample : 02865-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 50 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_ V\Method\SFAMVLMO51923WMA.M
Title : VOC Analysis

77 12.188 3462 3467 3477 rVB5 11150 14904 1.50% 0.196%
78 12.352 3516 3518 3519 rBV2 2477 896 0.09% 0.012%
79 12.394 3527 3531 3537 rBV8 2646 3052 0.31% 0.040%
80 12.522 3568 3571 3573 rBV4 1786 999 0.10% 0.013%
81 12.795 3653 3656 3658 rBV4 2083 1494 0.15% 0.020%
82 12.863 3674 3677 3680 rBV5 2149 1237 0.12% 0.016%
83 13.509 3875 3878 3880 rBV4 1228 635 0.06% 0.008%
84 13.525 3881 3883 3886 rBV4 1852 1157 0.12% 0.015%
85 13.577 3896 3899 3900 rBV2 1711 1017 ©0.10% 0.013%
86 13.628 3913 3915 3917 rBV3 1340 577 ©0.06% 0.008%
87 13.718 3941 3943 3947 rBV4 1487 966 ©0.10% 0.013%
88 13.898 3996 3999 4000 rBV2 2515 1601 0.16% 0.021%
89 14.008 4032 4033 4034 rBV 1280 338 0.03% 0.004%
90 14.040 4042 4043 4046 rBV3 2036 989 0.10% 0.013%
91 14.104 4060 4063 4066 rBVS5 1916 1667 0.17% 0.022%
92 14.230 4100 4102 4104 rBV3 1360 451 0.05% 0.006%
93 14.525 4191 4194 4196 rBV4 1586 1069 0.11% 0.014%

Sum of corrected areas: 7617951
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@©31139.D

Acqg On : 20 May 2023 05:09
Operator : SY/MD

Sample : 02865-13

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51923WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV031139.D\data.ms
400000 4.963
300000
2.063
200000
4.256
1.281
1.532
100000 3.793
.352
0 /\ 339
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV031139.D\data.ms
11.191 11.567
7.249 8.r92
400000
10.159
300000
8.030
200000
6.918
100000 7558
11.4
7 9960
o 6828 ggmmm% 3 10.607786 SELRNEE 1
S : ‘
Time--> 7.00 7 50 8 50 9 00 9 50 10 00 10 50 11 00 11 50 12 00
Abundance TIC: VV031139.D\data.ms
400000
300000
200000
100000
. ﬂ%&wmwmm HOBDADL30 14.525
T T T ‘ T T T T ‘ T T T T T T T ‘ T T ‘ ‘ ‘ ‘ ‘ ‘ ‘
Time--> 12.50 13.00 13 50 14.00 14.50 15.00 15.50 16.00 16 50 17 00 17 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@©31139.D

Acqg On : 20 May 2023 05:09
Operator : SY/MD

Sample : 02865-13

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51923WMA.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 1 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.352 3.14 ug/L 36524 1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Alanine 89 C3H7NO2 000056-41-7 40
2 Ethylene oxide 44 C2H40 000075-21-8 9
3 0-Methylisourea 74 C2H6N20 002440-60-0 9
4 Ethylene oxide 44 C2H40 000075-21-8 7
5 Acetaldehyde 44 C2H40 000075-07-0 7

Abundance  Scan 97 (1.352 min): VV031139.D\data.ms (-93) (-) m/z 44.05 100.00%

44.0
5000

1.20 1.40 1.60

Ol el L 20RT 1290 1883y 43.05  57.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2412: Alanine
44.0
5000 0t e B B A R B R
1.20 1.40 1.60
m/z 42.05 23.27%
1\8‘.0\‘ \“‘\ 74.0
O\\\\‘\\\\‘\11‘\\\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #84: Ethylene oxide
29.0

1.20 1.40 1.60

5000 m/z 41.00 9.73%
om“l_‘“lm“uH_‘wmWm_m,uu_m_m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #886: O-Methylisourea R B T e
43.0 1.20 1.40 1.60

m/z 45.05 3.19%

5000

m/z--> 20 40 60 80 100 120 140 160 180 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@©31139.D

Acqg On : 20 May 2023 05:09
Operator : SY/MD

Sample : 02865-13

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51923WMA.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 3 Cyclohexanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.960 2.78 ug/L 38244  Chlorobenzene-d5 8.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 93
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 90
5 Cyclohexanone 98 C6H100 000108-94-1 87
Abundance Scan 2774 (9.960 min): VV031139.D\data.ms (-2766) (-) m/z 55.05 100.00%
55.0
98.1
5000
39,
o papn Ao Moty
10.00
0b— “}?ﬁz‘ m/z 42.05 80.29%
miz-> 20 40 60 80 100 120 140
Abundance #3552: Cyclohexanone
55.0
5000 98.0 L o S
39. 10.00
7T° m/z 98.10  54.66%
miz-> 20 40 60 80 100 120 140
Abundance #3564: Cyclohexanone
55.0
98.0 Lo
10.00
5000 m/z 41.05 36.92%
70.0
40l0 ‘
omwHHUHM‘!_m}‘mM_m_m_
miz--> 20 40 60 80 100 120 140 ft
Abundance #3560: Cyclohexanone T ‘
55.0 10.00
m/z 68.95 35.94%
5000
27.0 98.0
7T.0
ol 120 Al I VI A
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@©31139.D

Acqg On : 20 May 2023 05:09
Operator : SY/MD

Sample : 02865-13

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51923WMA.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 4 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.496 7.05 ug/L 92899 1,4-Dichlorobenzene-d4 11.194
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 78
4 1-Butoxy-2-ethylhexane 186 C12H260 062625-25-6 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
Abundance Scan 3252 (11.496 min): VV031139.D\data.ms (-3239) (- m/z 57.10 100.00%
57.1
5000
83.1
39\ r ‘ h 1122 1387 1682 1150
Ol meu_m‘_m_m_m_m m/z 41.10  43.08%
miz--> 20 40 60 100 120 140 160
Abundance #15694.1-HexanoL2-eﬂwL
57.0
5000 LN
11.50
29.0 83.0 m/z 55.10  34.82%
112.0
O\\\\‘\h“\\‘\\\w \w\\"\\\“‘\\}\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 100 120 140 160
Abundance #15692.1—Hexan0L2—eﬂwL
57.0
wtalgny) L
11.50
5000 m/z 43.05 28.34%
29.0 83.0
A
m/z--> 20 40 60 80 100 120 140 160 w
Abundance #15691: 1-Hexanol, 2-ethyl- — e
57.0 11.50
m/z 56.10  25.70%
5000
29.0
H “ﬂ 83.0
112.0
0% “ ; “‘ “ T ‘y ““‘ I Al [l
m/z--> 60 100 120 140 160 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV031139.D

Acqg On : 20 May 2023 05:09
Operator : SY/MD

Sample : 02865-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@51923WMA.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|
unknown-01 1.352 3.1 ug/L 36524 1 5.542 581901 50.0
Cyclohexanone 9.960 2.8 ug/L 38244 2 8.792 687312 50.0
1-Hexanol, 2-et... 11.496 7.0 ug/L 92899 3 11.194 658883 50.0
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