LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42423\
Data File : VV030790.D

Acqg On : 24 Apr 2023 14:10
Operator : SY/MD

Sample : 02440-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 11 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\SFAMVLMO41723WMA.M
Title : VOC Analysis

Signal : TIC: VV@30790.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.089 9 15 28 rVB 185192 181290 25.69% 3.072%
2 1.195 43 48 53 rBvV 23109 20341 2.88% 0.345%
3 1.281 67 75 85 rBV3 171037 209904 29.74% 3.556%
4 1.535 148 154 165 rVB 80242 98155 13.91% 1.663%
5 1.732 209 215 221 rBV2 22283 27920 3.96% 0.473%
6 2.066 309 319 331 rBV 166776 244898 34.70%  4.149%
7 2.352 406 408 410 rBV3 1493 797 0.11% 0.014%
8 2.584 478 480 482 rBV3 1585 851 ©0.12% 0.014%
9 2.690 510 513 514 rBv4 2079 1379 0.20% 0.023%
16 2.818 551 553 555 rBV3 955 516 0.07% 0.009%
11 2.863 564 567 568 rBv3 2064 1287 ©0.18% 0.022%
12 3.040 619 622 625 rBV4 1596 1156 0.16% 0.020%
13  3.053 625 626 629 rvv3 682 419 0.06% 0.007%
14 3.265 689 692 694 rBvV3 814 419 0.06% 0.007%
15 3.291 698 700 702 rBV3 960 524 0.07% 0.009%
16 3.519 768 771 775 rVB6 1239 885 0.13% 0.015%
17 3.545 775 779 782 rBV6 983 866 ©0.12% 0.015%
18 3.606 795 798 802 rBV6 1169 724 0.10% 0.012%
19 3.641 806 809 811 rBV4 1381 718 0.10% 0.012%
20 3.799 849 858 883 rBV 44558 121863 17.27%  2.065%
21  4.076 942 944 948 rBVS 1369 804 0.11% 0.014%
22 4.259 987 1001 1027 rBV2 117455 305613 43.30% 5.178%
23 4.773 1158 1161 1163 rBV3 1476 692 0.10% 0.012%
24 4.966 1204 1221 1249 rBV2 258719 705758 100.00% 11.957%
25 5.542 1388 1400 1425 rBV 225887 476770 67.55% 8.078%
26 5.995 1529 1541 1563 rBV 156581 325919 46.18% 5.522%
27 6.371 1656 1658 1659 rBV2 1385 626 0.09% 0.011%
28 6.600 1726 1729 1730 rBV4 1077 635 0.09% 0.011%
29 6.719 1765 1766 1769 rBV2 1029 653 0.09% 0.011%
30 6.789 1785 1788 1791 rBv4 1091 905 0.13% 0.015%
31 6.809 1791 1794 1799 rVB6 1857 1565 ©.22% 0.027%
32 6.841 1801 1804 1807 rBVS 1461 1119 0.16% 0.019%
33 6.921 1819 1829 1847 rBV2 80622 148994 21.11% 2.524%
34 7.079 1876 1878 1880 rBV3 1359 617 ©0.09% 0.010%
35 7.146 1895 1899 1903 rVB7 1319 1162 0.16% 0.020%

36 7.252 1920 1932 1952 rBV 286143 518968 73.53%  8.793%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42423\
Data File : VV030790.D

Acqg On : 24 Apr 2023 14:10
Operator : SY/MD

Sample : 02440-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 11 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\SFAMVLMO41723WMA.M
Title : VOC Analysis
37 7.516 2011 2014 2018 rBV6 1255 1129 0.16% 0.019%
38 7.561 2020 2028 2043 rVvV 57519 101490 14.38% 1.720%
39 7.844 2113 2116 2117 rBV3 1151 705 0.10% 0.012%
40 7.866 2119 2123 2125 rBV5 1497 1168 0.17% 0.020%
41  7.931 2140 2143 2144 rVB3 993 526 0.07% 0.009%
42 8.034 2166 2175 2209 rBV 141566 295631 41.89% 5.009%
43 8.426 2293 2297 2298 rBV3 1776 1093 0.15% 0.019%
44  8.712 2384 2386 2392 rVB7 1783 964 0.14% 0.016%
45  8.792 2400 2411 2433 rBV 348095 587450 83.24%  9.953%
46  9.268 2557 2559 2561 rBV3 1337 704 0.10% 0.012%
47  9.397 2596 2599 2601 rBvV4 1567 850 0.12% 0.014%
48 9.480 2622 2625 2627 rBv4 2670 1401 0.20% 0.024%
49 9.606 2661 2664 2666 rBV3 1360 814 0.12% 0.014%
50 9.657 2678 2680 2682 rvB3 1478 526 0.07% 0.009%
51 9.731 2697 2703 2704 rBV5 1710 1371  0.19% 0.023%
52 9.940 2766 2768 2771 rVB3 867 484 0.07% 0.008%
53 9.976 2778 2779 2781 rBv2 1321 626 0.09% 0.011%
54 10.159 2826 2836 2855 rVB 223776 356434 50.50% 6.039%
55 10.320 2881 2886 2888 rBV6 2199 1590 0.23% 0.027%
56 10.477 2931 2935 2936 rBV4 1334 948 0.13% 0.016%
57 10.538 2952 2954 2958 rVB5 1257 714 0.10% 0.012%
58 10.667 2989 2994 2997 rBV7 1192 893 0.13% 0.015%
59 10.857 3046 3053 3055 rBV6 1857 2154 0.31% 0.036%
60 10.937 3077 3078 3081 rBV3 1062 443 0.06% 0.008%
61 10.963 3084 3086 3090 rVB4 1439 869 0.12% 0.015%
62 10.988 3090 3094 3095 rBV3 1832 1238 0.18% 0.021%
63 11.143 3137 3142 3145 rBV6 1777 1976 0.28% 0.033%
64 11.194 3148 3158 3182 rVB 346755 552134 78.23% 9.355%
65 11.503 3244 3254 3263 rBV 15156 28514 4.04%  0.483%
66 11.570 3265 3275 3296 rVB 321667 518346 73.45%  8.782%
67 11.834 3355 3357 3359 rBV3 1450 820 0.12% 0.014%
68 11.995 3404 3407 3411 rBV6 1427 1250 0.18% 0.021%
69 12.120 3443 3446 3448 rBV3 1960 1075 0.15% 0.018%
70 12.246 3483 3485 3488 rBV3 1414 854 0.12% 0.014%
71 12.342 3513 3515 3517 rVB4 1166 414 0.06% 0.007%
72 12.368 3521 3523 3525 rBV4 1570 797 0.11% 0.014%
73 12.410 3534 3536 3539 rVB4 1611 614 0.09% 0.010%
74 12.448 3545 3548 3549 rBV3 1083 435 0.06% 0.007%
75 12.580 3586 3589 3590 rBV3 1249 665 0.09% 0.011%
76 12.680 3616 3620 3626 rBV7 1368 1479 0.21% 0.025%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42423\
Data File : VV030790.D

Acqg On : 24 Apr 2023 14:10
Operator : SY/MD

Sample : 02440-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 11 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\SFAMVLMO41723WMA.M
Title : VOC Analysis
77 12.702 3626 3627 3629 rBV2 955 430 0.06% 0.007%
78 12.725 3632 3634 3636 rBV3 1043 540 0.08% 0.009%
79 12.763 3641 3646 3648 rBV6 2021 1563 0.22% 0.026%
80 12.908 3688 3691 3693 rBV4 1029 697 ©0.10% 0.012%
81 12.982 3710 3714 3716 rBV5S 938 620 0.09% 0.011%
82 13.056 3734 3737 3741 rVB5 1991 1447 0.21% 0.025%
83 13.082 3742 3745 3747 rBV4 1770 961 0.14% 0.016%
84 13.168 3767 3772 3773 rBV3 1687 1179 0.17% 0.020%
85 13.320 3815 3819 3822 rBV4 1188 958 0.14% 0.016%
86 13.387 3837 3840 3847 rBV8 1765 1893 0.27% 0.032%
87 13.422 3847 3851 3854 rBV5S 1413 1216 0.17% 0.021%
88 13.455 3857 3861 3867 rBVS8 2307 2306 ©0.33% 0.039%
89 13.525 3881 3883 3885 rBV3 1414 708 0.10% 0.012%
90 13.686 3929 3933 3934 rBV4 1678 1063 0.15% 0.018%
91 13.741 3948 3950 3954 rBV5 1177 833 0.12% 0.014%
92 13.773 3958 3960 3964 rVB5 1482 912 0.13% 0.015%
93 13.979 4022 4024 4025 rBV2 1533 508 0.07% 0.009%
94 14.049 4044 4046 4048 rBV3 1118 442 0.06% 0.007%
95 14.098 4057 4061 4062 rBV4 1598 1026 ©.15% 0.017%
96 14.381 4146 4149 4150 rBV3 1924 1008 0.14% 0.017%
97 14.438 4165 4167 4168 rBV 1687 606 0.09% 0.010%
98 14.548 4199 4201 4203 rBV3 1525 1032 0.15% 0.017%
99 14.734 4252 4259 4260 rBV6 2415 2205 0.31% 0.037%
100 15.146 4384 4387 4388 rBV3 1543 778 0.11% 0.013%
Sum of corrected areas: 5902231
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42423\

: VV030790.D

: 24 Apr 2023 14:10
: SY/MD

: 02440-12

: 5.0mL/MSVOA_V/WATER
11

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

AU,
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042423\
Data File : VV@30790.D

Acqg On : 24 Apr 2023 14:10
Operator : SY/MD

Sample : 02440-12

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.089 19.01 ug/L 181290 1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 59
2 Propene 42 C3H6 000115-07-1 40
3 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 9
4 Cyclopropane 42 C3He 000075-19-4 5
5 Cyclopropane 42 C3H6 000075-19-4 4

Abundance  Scan 15 (1.089 min): VV030790.D\data.ms (-9) (-) m/z 41.05 100.00%

41.0
- M
RARRRRRZERNEEE S S
‘ ‘ ) 1.101.201.301.401.50
ol el 22 e M/Z 39.05 92.69%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #61: Propene
41.0
5000 [T T T[T riry
1.101.201.301.401.50
m/z 42.05 59.27%
26.0
170 il ‘
O H\‘\\H‘H\\‘iH‘\\‘HM‘\‘\H‘HH‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #62: Propene
41.0
RRRRRNRASEESEsEaEnE e
1.101.201.301.401.50
5000 m/z 43.10 45.16%
26.0
2.0 Al \‘
Ot e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9827: Chloro(prop-2-yn-1-yloxy)methanone RREREREEEEESSEs EaEnE e
39.0 1.101.201.301.401.50
m/z 44.05 39.75%
5000
63.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042423\
Data File : VV@30790.D

Acqg On : 24 Apr 2023 14:10
Operator : SY/MD

Sample : 02440-12

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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 (DEL) Alkane: Cyclicl.732 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.732 2.93 ug/L 27920 1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 80
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 72
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 64
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 58
5 1-Pentene 70 C5H10 000109-67-1 58
Abundance Scan 215 (1.732 min): VV030790.D\data.ms (-209) (-) m/z 42.05 100.00%
42.0
e AAREEEEEREE
109.6 231 1.40 1.60 1.80 2.00
Ot 282 m/z 55.10 70.34%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #657: Cyclopropane, ethyl-
42.0
5000
70.0 1.40 1.60 1.80 2.00
m/z 41.05 57.70%
15.0‘ |
O \‘\H“\‘\MH““HH\}‘HH‘HH‘\H\‘\H\‘\\H‘HH‘HH‘\H\‘\H\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #637: 2-Pentene, (Z)-
55.0
R e
1.40 1.60 1.80 2.00
5000 m/z 39.05 52.04%
29.0
0 wmW‘“Hw‘w_m,w,m‘_m_m_ww,w_w
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #656: Cyclopropane, ethyl- PR R Y
42.0 1.40 1.60 1.80 2.00
m/z 70.10  45.14%
5000
70.0
15.0‘ ‘
0 “m‘““”u“l‘m\‘w‘m“uH‘m“mWH“Hu‘m“uu‘mw
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042423\
Data File : VV@30790.D

Acqg On : 24 Apr 2023 14:10
Operator : SY/MD

Sample : 02440-12

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.

11.503 2.58 ug/L 28514 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 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 53

Abundance Scan 3254 (11.503 min): VV030790.D\data.ms (-3244) (- m/z 57.05 100.00%
57.0
5000
/\J\\/‘/\‘AAWA M/"V\'\/‘\/
83.1 Y L R S
35, ‘ M L112.2 193.3 11.50 .
0! WMW%\M‘H,“H,“H,“H“‘H“‘H‘ m/z 41.05 46.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 MM‘MHSO ‘
29.0 83.0 m/z 43.00  37.01%
112.0
0\\\\‘\h“\\‘\\\w‘\w\\‘!\\\"\\}\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15691: 1-Hexanol, 2-ethyl-
1° H
o T M A 1
11.50
5000 ITI/Z 55.00 29.55%
29.0
83.0
M “\ ‘\ \11?'0
ouH_m‘mwHH‘um,‘m,uu,uu_m_m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0 11.50
m/z 70.10 26.49%
5000
29.0 83.0
W\\\ “ ‘ h | 112.0
) SUMRSSRE Y N S it
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42423\
Data File : VV030790.D

Acqg On : 24 Apr 2023 14:10
Operator : SY/MD

Sample . 02440-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@41723WMA.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|
(DEL) Alkane: S... 1.089 19.0 ug/L 181290 1 5.542 476770 50.0
(DEL) Alkane: C... 1.732 2.9 ug/L 27920 1 5.542 476770 50.0
1-Hexanol, 2-et... 11.503 2.6 ug/L 28514 3 11.194 552134 50.0
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