Data Path

Data File : VV037645.D

Acq On : 30 Sep 2024 11:40
Operator : SY/MD

Sample PB163749TB 10X
Misc

ALS Vial : 1

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSC Area Percent Report

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

@ % of largest Peak

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area:
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: VVO37645.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.175 35 42 51 rBV 11940 21921 0.77% 0.102%
2 1.282 67 75 92 rvVB 424448 457301 16.09% 2.122%
3 1.532 145 153 171 rVB 344855 409596 14.41% 1.901%
4 2.060 306 317 331 rBV 730346 1063126 37.40% 4.934%
5 3.294 699 701 706 rBV6 920 691 0.02% 0.003%
6 3.597 792 795 799 rVB4 926 737 0.03% 0.003%
7 3.642 805 809 813 rVB5 477 515 0.02% 0.002%
8 3.667 813 817 822 rBV3 541 556 0.02% 0.003%
9 3.725 831 835 839 rVB5 602 499 0.02% 0.002%
10 3.790 847 855 885 rBV2 100669 310099 10.91% 1.439%
11 4.095 949 950 954 rVB3 1130 623 0.02% 0.003%
12 4.240 978 995 1028 rBV 457531 1163311 40.92% 5.399%
13 4.442 1055 1058 1061 rBV2 848 599 0.02% 0.003%
14 4.497 1069 1075 1076 rBV3 815 709 0.02% 0.003%
15 4.526 1080 1084 1090 rVV5 782 946 0.03% 0.004%
16 4.606 1106 1109 1111 rVV2 790 546 0.02% 0.003%
17 4.626 1111 1115 1118 rVV4 782 619 0.02% 0.003%
18 4.722 1140 1145 1150 rBV5 882 911 0.03% 0.004%
19 4.834 1176 1180 1184 rBV4 812 844 0.03% 0.004%
20 4.947 1198 1215 1247 rBV2 1117304 2842879 100.00% 13.193%
21 5.214 1291 1298 1309 rBV5 6824 15000 0.53% 0.070%
22 5.423 1359 1363 1365 rBV4 664 584 0.02% 0.003%
23 5.458 1371 1374 1378 rVB6 1278 888 0.03% 0.004%
24 5.526 1381 1395 1424 rBV 841973 1728231 60.79% 8.020%
25 5.831 1479 1490 1503 rBV7 10753 23029 0.81% 0.107%
26 5.982 1522 1537 1567 rBV 619860 1288705 45.33% 5.981%
27 6.150 1586 1589 1591 rBV3 1065 520 0.02% 0.002%
28 6.397 1659 1666 1691 rBV 80057 177465 6.24% 0.824%
29 6.815 1793 1796 1797 rBV3 1067 550 0.02% 0.003%
30 6.905 1814 1824 1858 rBV 334424 644787 22.68% 2.992%
31 7.121 1882 1891 1911 rBV2 26129 51692 1.82% 0.240%
32 7.236 1916 1927 1963 rBV 1327010 2334381 82.11% 10.834%
33 7.548 2013 2024 2053 rBvV2 243504 474756 16.70% 2.203%
34 7.857 2111 2120 2140 rBV 42353 79436 2.79% 0.369%
35 7.950 2146 2149 2152 rBV4 967 894 0.03% 0.004%
36 7.982 2152 2159 2162 rVVé6 6969 8687 0.31% 0.040%
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Data Path

Data File : VV037645.D

Acq On : 30 Sep 2024 11:40
Operator : SY/MD

Sample PB163749TB 10X
Misc

ALS Vial : 1

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Parameters:

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 8.024 2163 2172 2198 rVV2 308906
38 8.130 2200 2205 2227 rVB 57585
39 8.252 2235 2243 2267 rVB2 23104
40 8.432 2296 2299 2301 rBV3 930
41 8.551 2331 2336 2338 rBV4 2044
42 8.616 2344 2356 2376 rBV 120438
43 8.776 2395 2406 2443 rBV 1344361
44 9.500 2623 2631 2642 rBvV8 5097
45 9.696 2690 2692 2697 rVB5 954
46 9.876 2745 2748 2750 rBV4 1107
47 10.021 2789 2793 2795 rBV4 624
48 10.146 2818 2832 2856 rBV 671558
49 10.317 2883 2885 2893 rVB5 1066
50 10.423 2915 2918 2920 rBV 822
51 10.532 2947 2952 2956 rVB4 723
52 10.558 2956 2960 2961 rBV2 1012
53 10.587 2967 2969 2975 rVB3 680
54 10.661 2988 2992 2996 rVB4 838
55 10.786 3026 3031 3036 rVB9 1192
56 10.870 3052 3057 3060 rBV3 761
57 11.069 3116 3119 3122 rBV2 762
58 11.133 3135 3139 3142 rBV3 1633
59 11.178 3142 3153 3186 rBV 1263349
60 11.407 3222 3224 3228 rVB3 1036
61 11.461 3238 3241 3248 rVB4 1189
62 11.490 3248 3250 3253 rVB2 1121
63 11.554 3253 3270 3303 rBV 1283400
64 12.008 3409 3411 3413 rBv2 760
65 12.294 3496 3500 3502 rBV3 890
66 12.336 3511 3513 3517 rVB3 1004
67 12.358 3517 3520 3524 rVB5 669
68 12.435 3541 3544 3548 rBV3 857
69 12.587 3586 3591 3593 rBV4 1235
70 12.599 3593 3595 3601 rVB5 1147
71 12.661 3612 3614 3618 rVV3 835
72 12.709 3626 3629 3632 rvVv4 877
73 12.731 3632 3636 3638 rVV3 813
74 12.747 3638 3641 3645 rVB2 642
75 12.792 3651 3655 3658 rVB3 700
76 12.837 3666 3669 3673 rBV5 481

SFAMVLMO92624WMA.M Tue

Oct 01 18:08:01 2024

Filtering:
Min Area:
Max Peaks:
Peak Location:

669007
112710
49588
540

1858
206537
2199168
10845
698

694
587
1051775
934
570

735
554
478
551
1257

775

630
1411
2022416
558

1270
582
2066662
507

731

603
490
669
1124
762

635
689
764
543
501

489

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV037645.D

Acq On : 30 Sep 2024 11:40
Operator : SY/MD

Sample : PB163749TB 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 12.857 3673 3675 3680 rVB3 825 589 0.02% 0.003%
78 12.898 3685 3688 3693 rVB4 1149 890 0.03% 0.004%
79 12.927 3693 3697 3700 rBV4 950 850 0.03% 0.004%
80 13.040 3730 3732 3737 rVB3 1107 760 0.03% ©0.004%
81 13.069 3737 3741 3744 rBV4 563 508 0.02% 0.002%
82 13.172 3769 3773 3775 rBV3 652 548 0.02% 0.003%
83 13.220 3780 3788 3796 rVB1o 2782 4782 0.17% 0.022%
84 13.262 3796 3801 3802 rBV4 637 506 0.02% 0.002%
85 13.291 3806 3810 3816 rVB7 790 1010 0.04% ©0.005%
86 13.407 3842 3846 3848 rBV3 1340 1014 0.04% ©0.005%
87 13.458 3853 3862 3871 rBV8 3637 6511 0.23% 0.030%
88 13.587 3898 3902 3904 rBV4 640 520 0.02% 0.002%
89 13.654 3919 3923 3924 rBV2 769 549 0.02% 0.003%
90 13.673 3924 3929 3930 rBV3 1521 936 ©0.03% 0.004%
91 13.976 4020 4023 4025 rBv4 957 685 0.02% 0.003%
92 14.053 4044 4047 4051 rBV3 561 496 0.02% 0.002%
93 14.162 4076 4081 4084 rBV4 1332 1163 0.04% 0.005%
94 14.262 4105 4112 4114 rBV4 865 1015 0.04% 0.005%
95 14.394 4151 4153 4157 rBV4 699 569 0.02% 0.003%
96 14.638 4224 4229 4233 rBV6 737 887 0.03% 0.004%
97 14.689 4243 4245 4250 rVB5 1009 610 0.02% 0.003%
98 14.988 4332 4338 4339 rBV5 1151 1194 0.04% 0.006%
99 15.133 4379 4383 4389 rBV6 1823 2051 0.07% 0.010%
100 15.898 4619 4621 4622 rBV2 1605 504 0.02% 0.002%
Sum of corrected areas: 21547677
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library
TIC Integrat

LSC Report
¢ Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
: VWe37645.D
: 30 Sep 2024 11:40
: SY/MD

PB163749TB 10X

: 5mL/MSVOA_V/WATER
01

Sample Multiplier: 1

: VOC Analysis

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

- Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM092624WMA .M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37645.D

Acqg On : 30 Sep 2024 11:40
Operator : SY/MD

Sample : PB163749TB 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 1 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.397 5.13 ug/L 177465 1,4-Difluorobenzene 5.526

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 78
2 n-Propyl acetate 102 C5H1002 000109-60-4 64
3 n-Propyl acetate 102 C5H1002 000109-60-4 64
4 n-Propyl acetate 102 C5H1002 000109-60-4 56
5 n-Propyl acetate 102 C5H1002 000109-60-4 56
Abundance Scan 1666 (6.397 min): VV037645.D\data.ms (-1659) (-) m/z 43.00 100.00%
43.0
5000
61.0
T T
7# 9 6.00 6.20 6.40 6.60 6.80
Obrrrererrreprrelr el 739 889 1139 4 61,00 29.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4776: n-Propyl acetate
43.0
5000 /‘\\\\\‘\\\\‘\\\\‘\\\\‘\\
6.00 6.20 6.40 6.60 6.80
61.0 m/z 73.00  15.34%
ol..14.0 270 740 870
R R e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\‘f/
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.00 10.59%
\\\\\\\\\\‘\\\\‘\\H‘\H\‘\H\‘H\\‘H\\‘\\\\\\\\\\H\
m/z-->
Abundance H#HATT78: n—PrOpyI acetate ERRERRRE \/‘\\T\ REERRERE
m/z 40.95 9.87%
\\\\\\‘\\\‘\“\\\\“‘\\H‘\H\“\H\‘H\\‘H\\\\\\\\\\\\H\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37645.D

Acqg On : 30 Sep 2024 11:40
Operator : SY/MD

Sample : PB163749TB 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 3 Propanoic acid, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.130 2.56 ug/L 112710 Chlorobenzene-d5 8.776

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 9
Abundance Scan 2205 (8.130 min): VV037645.D\data.ms (-2200) (-) m/z 57.00 100.00%
57.0
5000
A
87.0 7.80 8.00 8.20 8.40
Ol 2068y 75 00 40.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9256: Propanoic acid, propyl ester
57.0
29.0
5000 L L R R R
7.80 8.00 8.20 8.40
)
‘ 870 m/z 43.00 12.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
7.80 8.00 8.20 8.40
5000 m/z 41.00 12.01%
\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #9264: Propanoic acid, propyl ester P T T P
m/z 87.00 9.12%
\\\‘\‘H‘\\“M\\\\“‘\\\‘\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\ \\\\\\\\\\‘\f\\\\\‘\\\\‘r‘
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37645.D

Acqg On : 30 Sep 2024 11:40
Operator : SY/MD

Sample : PB163749TB 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 4 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.616 4.70 ug/L 206537 Chlorobenzene-d5 8.776

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72

Abundance Scan 2356 (8.616 min): VV037645.D\data.ms (-2344) (-) m/z 43.05 100.00%

43.0 71.0
5000
89.0
_MW_MWW
‘ ‘ H | 115.0 8.20 8.40 8.60 8.80 9.00
Obrerrrepererprrelilber el el b | m/z 71,00 92.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 LA LA L R LA I
89.0 8.20 8.40 8.60 8.80 9.00
m/z 89.00 34.08%
013057lb'1300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
71.0

8.20 8.40 8.60 8.80 9.00
5000 m/z 41.10 32.54%

\HHH\\\\‘\\\\‘\\\\‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HHHHHH
m/z-->
Abundance #15400: Isopropy! butyrate

m/z 38.95 15.83%

A R RRE H e R NRRARERERREE S e R Ra L
l l l l I l l I \ l I I I

m/z-->

SFAMVLM@92624WMA.M Tue Oct 01 18:08:06 2024 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37645.D

Acq On : 30 Sep 2024 11:40
Operator : SY/MD

Sample : PB163749TB 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|
n-Propyl acetate 6.397 5.1 ug/L 177465 1 5.526 1728230 50.0
Propanoic acid,... 8.130 2.6 ug/L 112716 2 8.776 2199170 50.0
Isopropyl butyrate 8.616 4.7 ug/L 206537 2 8.776 2199170 50.0
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