LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV031142.D

Acqg On : 20 May 2023 06:23
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 53 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: VVv@31142.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.282 69 75 90 rVB 136988 156132 14.79%  2.000%
2 1.529 147 152 168 rVB 111393 141018 13.36% 1.806%
3 2.063 309 318 329 rBV 254927 363003 34.40% 4.649%
4 2.555 469 471 472 rBV2 2529 1166 0.11% ©0.015%
5 2.828 554 556 557 rBv2 962 310 0.03% 0.004%
6 3.076 631 633 634 rBv2 1762 657 0.06% ©0.008%
7 3.134 647 651 652 rBv4 1616 1164 0.11% 0.015%
8 3.191 666 669 670 rBvV3 1540 852 0.08% 0.011%
9 3.211 673 675 676 rBvV2 1678 578 0.05% 0.007%
10 3.240 681 684 687 rBV5 1154 985 ©0.09% 0.013%
11 3.269 691 693 694 rBv2 1473 690 0.07% 0.009%
12 3.429 740 743 744 rBV3 1535 735 0.07% 0.009%
13  3.494 761 763 768 rBV5 2393 2028 0.19% 0.026%
14 3.519 768 771 774 rBVS 1661 1104 0.10% 0.014%
15 3.548 777 780 781 rBV3 1122 631 ©0.06% ©0.008%
16 3.574 787 788 791 rBV3 1094 408 0.04% 0.005%
17 3.706 827 829 830 rBV2 1253 393 0.04% 0.005%
18 3.793 846 856 881 rBV 77034 215480 20.42% 2.760%
19 4.256 990 1000 1024 rVB2 164248 411564 39.00% 5.271%
20 4.551 1090 1092 1094 rBV3 1327 660 0.06% ©0.008%
21  4.886 1192 1196 1197 rBV4 1106 695 0.07% 0.009%
22 4.963 1202 1220 1252 rBV2 371441 1055345 100.00% 13.516%
23 5.436 1365 1367 1372 rBV6 2115 2091 0.20% 0.027%
24 5.542 1388 1400 1421 rBV 278392 584437 55.38% 7.485%
25 5.995 1530 1541 1566 rVB 217059 450899 42.73% 5.775%
26 6.490 1693 1695 1696 rBV2 1498 561 ©0.05% 0.007%
27 6.860 1808 1810 1813 rVB4 2193 923 0.09% 0.012%
28 6.918 1819 1828 1844 rBV 105758 193313 18.32% 2.476%
29 7.249 1921 1931 1945 rBV 413251 712173 67.48% 9.121%
30 7.558 2019 2027 2043 rBV 76780 131275 12.44% 1.681%
31 8.030 2165 2174 2188 rBV 256241 474639 44.97% 6.079%
32 8.792 2400 2411 2434 rBV 435224 721079 68.33% 9.235%
33 8.956 2455 2462 2473 rVB 28030 43793 4.15% 0.561%
34 9.082 2493 2501 2512 rBV 16192 27989 2.65% 0.358%
35 9.265 2553 2558 2561 rBV7 2224 1947 ©0.18% 0.025%
36 9.310 2569 2572 2574 rBV4 1023 766 0.07% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV031142.D

Acqg On : 20 May 2023 06:23
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 53 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 9.391 2595 2597 2599 rBV3 1493 617 ©0.06% ©0.008%
38 9.461 2617 2619 2621 rBV3 2005 1130 0.11% 0.014%
39 9.487 2621 2627 2637 rVW4 8872 17055 1.62% 0.218%
40 9.654 2670 2679 2691 rBV 24759 42685 4.04% 0.547%
41 9.866 2741 2745 2753 rBV9 2194 2830 0.27% 0.036%
42 9.960 2763 2774 2787 rBV2 28728 55779 5.29% 0.714%
43 10.159 2824 2836 2855 rBV = 297198 477024 A45.20% 6.109%
44 10.333 2881 2890 2902 rVB2 9010 18583 1.76% 0.238%
45 10.384 2902 2906 2907 rBV4 2102 1534 0.15% 0.020%
46 10.519 2944 2948 2949 rBV4 1711 1065 ©0.10% 0.014%
47 10.603 2970 2974 2978 rBV6 2639 2067 0.20% 0.026%
48 10.644 2985 2987 2989 rBV3 948 586 0.06% 0.008%
49 10.741 3014 3017 3019 rBV4 1346 665 0.06% 0.009%
50 10.751 3019 3020 3022 rBV2 794 343 0.03% 0.004%
51 10.792 3029 3033 3036 rBV6 1039 976 0.09% 0.012%
52 10.821 3040 3042 3043 rBV2 821 310 0.03% 0.004%
53 10.831 3043 3045 3047 rBV3 1212 588 0.06% ©0.008%
54 11.191 3146 3157 3173 rBV 401618 629102 59.61% 8.057%
55 11.493 3240 3251 3264 rBV3 50748 109482 10.37% 1.402%
56 11.567 3265 3274 3292 rVB 445704 698186 66.16% 8.942%
57 12.185 3460 3466 3478 rVB4 23687 40256 3.81% ©.516%
58 12.905 3688 3690 3695 rBV6 2054 1583 0.15% 0.020%
59 13.313 3815 3817 3820 rBV4 1883 1392 0.13% 0.018%
60 13.734 3945 3948 3949 rBV3 2455 1239 0.12% 0.016%
61 13.988 4025 4027 4028 rBV2 2000 878 0.08% 0.011%
62 14.168 4081 4083 4084 rBV2 2071 857 0.08% 0.011%
Sum of corrected areas: 7808295
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@©31142.D

Acqg On : 20 May 2023 06:23
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 53 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: VV031142.D\data.ms
400000 4.963
300000
2.063
200000
4.256
1.282
100000 3.793
0 2.555 2.828 33 BERSAND . 2R 4.551 6.49(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VV031142.D\data.ms
8.792 11.567
7:249 11.191
400000
300000 10.159
8.030
200000
6.918
100000 7.558
8 95% 11.4
99%82 9.654 9.960
|_es Sopeubfl’ | 0866 | (195 %busremmma
T R T R e e e e e e e e e e e e e T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV031142.D\data.ms
400000
300000
200000
100000
2.185
Owos 13.313  13.73413.983.168
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T 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@©31142.D

Acqg On : 20 May 2023 06:23
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 53 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 2 2-Heptanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.654 2.96 ug/L 42685 Chlorobenzene-d5 8.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 87
3 2-Heptanone 114 C7H140 000110-43-0 87
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 86
5 2-Heptanone 114 C7H140 000110-43-0 86

Abundance Scan 2679 (9.654 min): VV031142.D\data.ms (-2670) (-) m/z 43.10 100.00%
3.1
58.1
5000
71.1 BN T
H\ A 850 98.9 114.2 9.50 10.00
Ot rrrprrrrprrrr el et e m/z 58.10  58.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8423: 2-Heptanone
43.0
58.0
5000
9.50 10.00
m/z 71.10 18.24%
27.0 71.0
o Lol | 850 99.0 1140
H\‘\H\‘H\\[HH[HH‘HH‘HH‘HH‘\\H‘\H\‘H\\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8421: 2-Heptanone
43.0
58.0 9.50 10.00 ;
5000 ITI/Z 41.00 12.73%
270 71.0
w0 | ] @s0 9e0 1140
R T R e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8424: 2-Heptanone WWWM‘ : T
43.0 9.50 10.00
m/z 59.10 9.65%
58.0
5000
27.0 71.0
T a0 990 1140
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@©31142.D

Acqg On : 20 May 2023 06:23
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 53 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 3
R.T. EstConc Area Relative to ISTD R.T.
9.960 3.87 ug/L 55779  Chlorobenzene-d5 8.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 91
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 91
5 Cyclohexanone 98 C6H100 000108-94-1 83

Abundance Scan 2774 (9.960 min): VV031142.D\data.ms (-2763) (-) m/z 55.05 100.00%

42.0

5000 98.1
69.0

‘ 83.0 10.00
HW""m"‘H\H“NH“{‘J‘HH“H‘J‘\“HMMH“H““ml“lgfl“‘ m/z 42.e5 77.15%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3562: Cyclohexanone
55.0
42.0
98.0 feaphe

o

5000
1000
270 69.0 m/z 98.10  48.38%
b
0‘H\H‘w‘H“M*Him‘w‘H‘M‘”\H‘WJH‘M‘”WH‘W‘H‘M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3564: Cyclohexanone
55.0
98.0 T
42.0 10.00
5000 m/z 41.10 44.97%
69.0
0‘”\”‘W‘”‘W‘”}M‘WHH‘W‘”V”‘ww”‘ﬁ‘hu”‘W‘”‘W
mlz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3561: Cyclohexanone
42.0 55.0 1000

m/z 39.10  37.20%

5000
27.0
69.0 98.0
830
0 14,0 M \H il “

m/z--> 10 20 30 40 50 60 70 80 90 100 110 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@©31142.D

Acqg On : 20 May 2023 06:23
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 53 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.
11.493 8.70 ug/L 109482 1,4-Dichlorobenzene-d4 11.191
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 72
5 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202 002461-15-6 64
Abundance Scan 3251 (11.493 min): VV031142.D\data.ms (-3240) (- | m/z 57.05 100.00%
57.0
5000 41.1
83.1 S
‘ ‘ . 3 11.50
) Sl ‘“ L w:‘u ety ‘M ‘13‘ L B34S sz a1.10 44.17%
m/z--> 20 40 80 100 120 140
Abundance #15691.1-HexanoL2-eﬂwL
57.0
5000 1
410 11.50
83.0 m/z 43.10  33.48%
0+ \1\5‘\.0‘ T \‘i‘{‘\ “ T \“‘\ T “‘1 T \9\8‘0\]\_113\0‘ LA
miz-> 20 40 60 80 100 120 140
Abundance #15694: 1-Hexanol, 2-ethyl-
11.50
5000 41.0 m/z 55.10 31.64%
83.0
98.0
ol.150
m/iz--> 20 40 60 8 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl- ”WFJW“‘ Sl
57.0 11.50
m/z 56.10 24.63%
5000 41.0
83.0
bl L L] e
0\\H‘\1‘\\“‘\H\‘HH“\H‘HM‘HH‘H L LWL
m/z--> 20 40 60 80 100 120 140 11. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@©31142.D

Acqg On : 20 May 2023 06:23
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 53 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 5 2-Nonanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.185 3.20 ug/L 40256 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonanone 142 C9H180 000821-55-6 80
2 2-Nonanhone 142 CSH180 000821-55-6 74
3 2-Octanone 128 C8H160 000111-13-7 64
4 2-0Octanone 128 C8H160 000111-13-7 64
5 2-Octanone 128 C8H160 000111-13-7 64

Abundance Scan 3466 (12.185 min): VV031142.D\data.ms (-3460) (- m/z 43.10 100.00%
43.1
71.0 g SIS
112.8142.2 267.C 12.00 12.50
0+ m/z 58.05 96.35%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22965: 2-Nonanone
43.0
5000 swabpstar bl A
12.00 12.50
71.0 m/z 71.05 25.93%
150 | | | ogg 1420
OH‘\‘HH‘“\\‘h‘\‘\‘\\“\”\H‘i.\\\\‘\‘\H‘HH‘HH‘HH‘HH‘HH‘\\H‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22979: 2-Nonanone
58.0
12.00 12.50
5000 ITI/Z 41.00 24.67%
29.0
AT T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14281: 2-Octanone T —
58.0 12.00 12.50
m/z 57.05 24.46%
5000
27.0 ‘ 128.0
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@031142.D

Acqg On : 20 May 2023 06:23
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 53 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|
2-Heptanone 9.654 3.0 ug/L 42685 2 8.792 721079 50.0
Cyclohexanone 9.960 3.9 ug/L 55779 2 8.792 721079 50.0
1-Hexanol, 2-et... 11.493 8.7 wug/L 109482 3 11.191 629102 50.0
2-Nonanone 12.185 3.2 ug/L 40256 3 11.191 629102 50.0
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