LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\

Data File : VV037649.D

Acq On : 30 Sep 2024 13:06

Operator : SY/MD

Sample : P4218-01 10X

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1  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\SFAMVLM@92624WMA .M
Title : VOC Analysis

Signal : TIC: VVO37649.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max total
1 1.172 34 41 44 rBV3 7271 8931 0.33% 0.044%
2 1.278 67 74 93 rVB 373056 425243 15.68% 2.086%
3 1.416 109 117 118 rBV6 13830 13097 0.48% 0.064%
4 1.519 141 149 172 rVB 315778 404784 14.93% 1.986%
5 2.056 305 316 329 rBV 670121 981598 36.20% 4.816%
6 3.587 789 792 794 rVB3 853 490 0.02% 0.002%
7 3.606 794 798 801 rVB4 832 498 0.02% 0.002%
8 3.622 801 803 809 rBV2 563 442 0.02% 0.002%
9 3.664 813 816 822 rVB5 746 778 0.03% 0.004%
10 3.706 826 829 835 rVB5 935 898 0.03% 0.004%
11 3.735 835 838 842 rBV4 728 694 0.03% 0.003%
12 3.793 846 856 888 rBV 1152760 324983 11.98% 1.594%
13 4.137 959 963 965 rBV4 818 687 0.03% 0.003%
14 4.149 965 967 970 rVB2 1396 705 0.03% 0.003%
15 4.243 974 996 1026 rBV 434304 1110661 40.96% 5.449%
16 4.394 1040 1043 1046 rVB4 810 503 0.02% 0.002%
17 4.474 1064 1068 1072 rBV4 1030 841 0.03% 0.004%
18 4.513 1075 1080 1084 rBV6 1352 1341 0.05% 0.007%
19 4.571 1092 1098 1101 rBV5 1428 1864 0.07% 0.009%
20 4.635 1114 1118 1123 rBV7 1116 1029 0.04% 0.005%
21 4.658 1123 1125 1129 rVVv4 725 486 0.02% 0.002%
22 4.693 1129 1136 1139 rVB7 880 1050 0.04% 0.005%
23 4.728 1139 1147 1157 rVB1O 1970 3348 0.12% 0.016%
24 4.789 1164 1166 1168 rBvV3 955 502 0.02% 0.002%
25 4.821 1173 1176 1178 rVVv4 990 550 0.02% 0.003%
26 4.834 1178 1180 1183 rVB4 855 466 0.02% 0.002%
27 4.947 1198 1215 1252 rBV3 1065044 2711813 100.00% 13.304%
28 5.220 1292 1300 1301 rBV7 3784 4284 0.16% 0.021%
29 5.352 1339 1341 1345 rVB4 967 644 0.02% 0.003%
30 5.455 1370 1373 1378 rVB6 1119 862 0.03% 0.004%
31 5.529 1385 1396 1426 rBV 735306 1526131 56.28% 7.487%
32 5.838 1478 1492 1495 rBV6 13477 28559 1.05% 0.140%
33 5.982 1525 1537 1568 rBV 595273 1245992 45.95% 6.113%
34 6.407 1663 1669 1701 rVB2 28945 72676 2.68% 0.357%
35 6.908 1815 1825 1855 rBV 332346 623168 22.98% 3.057%
36 7.120 1884 1891 1902 rBV3 20706 33713 1.24% 0.165%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV037649.D

Acq On : 30 Sep 2024 13:06
Operator : SY/MD

Sample : P4218-01 10X

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1  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\SFAMVLM@92624WMA .M
Title : VOC Analysis
37 7.236 1916 1927 1945 rBV 1265665 2188597 80.71% 10.737%
38 7.548 2015 2024 2057 rBV 228057 437510 16.13% 2.146%
39 7.860 2112 2121 2134 rBV2 36829 66527 2.45% 0.326%
40 7.982 2152 2159 2161 rBV6 4444 5463 0.20% 0.027%
41 8.024 2163 2172 2197 rWV 385993 732368 27.01% 3.593%
42 8.509 2319 2323 2327 rBV5 1199 1121 0.04% 0.005%
43 8.619 2347 2357 2376 rBV 87807 151628 5.59% 0.744%
44 8.780 2395 2407 2438 rBV 1178660 1964770 72.45% 9.639%
45 9.075 2491 2499 2521 rVB 30459 59432 2.19% 0.292%
46  9.181 2528 2532 2540 rVB9 1216 1662 ©.06% ©.008%
47  9.217 2540 2543 2544 rBV2 le01 598 0.02% 0.003%
48 9.255 2552 2555 2558 rBV5 1038 721 0.03% 0.004%
49  9.326 2574 2577 2579 rBV3 1320 885 0.03% 0.004%
50 9.480 2617 2625 2638 rBvV2 21979 44260 1.63% 0.217%
51 9.558 2647 2649 2655 rVB5 2794 2227 ©0.08% ©0.011%
52 9.667 2680 2683 2692 rVB8 2076 2863 ©0.11% ©0.014%
53 9.702 2692 2694 2700 rBV5 887 736  0.03% 0.004%
54 9.873 2734 2747 2756 rBV6 6398 11996 0.44% 0.059%
55 9.943 2766 2769 2771 rBV4 715 443 0.02% 0.002%
56 10.021 2790 2793 2794 rBV2 889 523 0.02% 0.003%
57 10.091 2812 2815 2817 rBV3 1106 661 0.02% ©0.003%
58 10.146 2817 2832 2848 rBV 704242 1101179 40.61% 5.402%
59 10.387 2901 2907 2914 rVv3 6583 9204 0.34% 0.045%
60 10.480 2924 2936 2943 rBvV2 9552 16640 0.61% ©0.082%
61 10.577 2961 2966 2970 rBV7 895 919 0.03% 0.005%
62 10.603 2970 2974 2978 rVB5 757 697 0.03% 0.003%
63 10.635 2982 2984 2989 rBV5 762 586 0.02% 0.003%
64 10.673 2989 2996 3007 rBV3 5681 8955 0.33% 0.044%
65 10.754 3018 3021 3025 rBV4 894 676 0.02% 0.003%
66 10.796 3025 3034 3042 rVvVvie 3239 5861 0.22% 0.029%
67 10.853 3044 3052 3065 rvv2 21610 36364 1.34% 0.178%
68 11.082 3121 3123 3127 rVB 717 451 0.02% 0.002%
69 11.127 3130 3137 3142 rBV6 5785 8345 0.31% 0.041%
70 11.178 3142 3153 3176 rBV 1182737 1875617 69.16% 9.202%
71 11.461 3234 3241 3247 rBvV3 6622 9176 0.34% 0.045%
72 11.554 3258 3270 3295 rBV 1255486 2013404 74.25% 9.878%
73 11.744 3326 3329 3332 rBV5 1355 1092 0.04% ©0.005%
74 11.953 3387 3394 3398 rBV7 2556 3632 0.13% 0.018%
75 12.046 3417 3423 3431 rBV7 1897 3439 0.13% 0.017%
76 12.239 3480 3483 3487 rBV 1291 1123 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV037649.D

Acq On : 30 Sep 2024 13:06
Operator : SY/MD

Sample : P4218-01 10X

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1  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\SFAMVLM@92624WMA .M
Title : VOC Analysis
77 12.406 3528 3535 3543 rVB7 4016 5299 0.20% 0.026%
78 12.586 3581 3591 3592 rBV5 4122 4439 0.16% 0.022%
79 12.696 3621 3625 3626 rBV3 812 528 0.02% 0.003%
80 12.773 3645 3649 3651 rBV5 852 736 0.03% ©0.004%
81 12.818 3657 3663 3676 rVB9 7019 11839 0.44% 0.058%
82 12.930 3696 3698 3701 rBV3 596 430 0.02% 0.002%
83 12.950 3701 3704 3708 rVV4 906 878 0.03% 0.004%
84 13.001 3718 3720 3723 rVWVW2 1068 472 0.02% 0.002%
85 13.066 3738 3740 3744 rVB3 1132 749 0.03% 0.004%
86 13.101 3749 3751 3754 rVB2 753 450 0.02% 0.002%
87 13.207 3776 3784 3798 rBV2 5649 11081 0.41% 0.054%
88 13.313 3812 3817 3819 rBV4 866 678 0.03% 0.003%
89 13.332 3819 3823 3825 rBV3 1014 834 0.03% 0.004%
90 13.445 3846 3858 3869 rBV2 12384 25031 0.92% 0.123%
91 13.641 3916 3919 3924 rBV5 880 932 0.03% 0.005%
92 13.683 3924 3932 3939 rvvs 3899 6391 0.24% 0.031%
93 13.766 3952 3958 3960 rBV5 855 939 0.03% 0.005%
94 13.869 3987 3990 3992 rBV3 812 548 0.02% 0.003%
95 13.972 4019 4022 4023 rBV 1825 978 0.04% 0.005%
96 14.030 4037 4040 4043 rBV3 819 629 0.02% 0.003%
97 14.339 4133 4136 4138 rBV2 1197 727 0.03% 0.004%
98 14.397 4151 4154 4155 rBvV3 872 592 0.02% 0.003%
99 14.680 4240 4242 4245 rBV2 1127 639 0.02% 0.003%
100 15.191 4398 4401 4403 rBV4 1281 970 0.04% 0.005%
Sum of corrected areas: 20383451
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
: VWe37649.D

: 30 Sep 2024 13:06

: SY/MD

: P4218-01 10X

: 5mL/MSVOA_V/WATER

1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37649.D

Acqg On : 30 Sep 2024 13:06
Operator : SY/MD

Sample : P4218-01 10X

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Isopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.619 3.86 ug/L 151628 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
4 Isopropyl butyrate 130 C7H1402 000638-11-9 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
Abundance Scan 2357 (8.619 min): VV037649.D\data.ms (-2347) (-) m/z 43.00 100.00%
43.0 71.0
5000 89.0
R ARANBRRAREEEEas s
‘ ‘ H ‘ 1151 8.20 8.40 8.60 8.80 9.00
Ottt il L T m/z 71.00  85.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
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5000 (N R R R R
89.0 8.20 8.40 8.60 8.80 9.00
’ m/z 89.00  37.99%
27.0
O S0 150300
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43.0 71.0 j\
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 33.07%
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Abundance #15462: Butanoic acid, propyl ester % BT T T TR

m/z 41.95 18.85%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37649.D

Acq On : 30 Sep 2024 13:06
Operator : SY/MD

Sample : P4218-01 10X

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .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|

Isopropyl butyrate 8.619 3.9 wug/L 151628 2 8.780 1964770 50.0
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