LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

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\SFAMVLMO82624WMA .M
Title : VOC Analysis

Signal : TIC: VV@37028.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 106 14 22 rVB 13827 12320 0.27% 0.033%
2 1.278 67 74 90 rBvV 373290 397468 8.81% 1.056%
3 1.349 92 96 103 rVB 16599 16159 0.36% 0.043%
4 1.532 145 153 173 rVB 314107 376691 8.35% 1.001%
5 2.056 306 316 327 rBV 655975 945588 20.96%  2.512%
6 2.114 327 334 354 rVB 106751 181459 4.02% 0.482%
7 2.442 430 436 448 rVB2 44041 68168 1.51% ©.181%
8 3.085 628 636 661 rVB2 68757 170575 3.78% 0.453%
9 3.323 708 710 715 rVB5 1734 1070 0.02% 0.003%
10 3.407 732 736 737 rBv4 1577 1153 0.03% 0.003%
11 3.500 763 765 768 rVB4 1173 760 0.02% 0.002%
12 3.629 803 805 808 rvB4 1464 860 0.02% 0.002%
13 3.654 808 813 816 rVB6 1125 1139 0.03% 0.003%
14 3.732 833 837 841 rVB5S 1173 955 0.02% 0.003%
15 3.764 844 847 848 rBV3 1276 769 0.02% 0.002%
16 3.796 848 857 891 rBV 164170 449152 9.96% 1.193%
17 4.047 933 935 939 rVB5S 2093 1300 0.03% 0.003%
18 4.243 980 996 1022 rVV 425068 1069106 23.70%  2.840%
19 4.436 1050 1056 1060 rBVS8 1112 1422 0.03% 0.004%
20 4.568 1088 1097 1102 rBV1e0 2157 3056 0.07% 0.008%
21  4.596 1104 1106 1110 rVB5 1470 1078 ©0.02% 0.003%
22 4.616 1110 1112 1114 rBvV3 1303 805 0.02% 0.002%
23 4.642 1116 1120 1123 rVB5 1124 921 0.02% 0.002%
24  4.744 1149 1152 1155 rVB4 1215 734 0.02% 0.002%
25 4.825 1171 1177 1179 rBV5S 964 991 0.02% 0.002%
26 4.863 1187 1189 1193 rBv4 1101 783 0.02% 0.002%
27  4.950 1196 1216 1247 rBV2 1084847 2710297 60.08% 7.200%
28 5.201 1283 1294 1316 rBV 204876 457277 10.14%  1.215%
29 5.477 1374 1380 1381 rBV5 1989 1946 0.04% 0.005%
30 5.529 1385 1396 1415 rBV 740527 1489230 33.01% 3.956%
31 5.609 1416 1421 1422 rBV 22220 19424 0.43% 0.052%
32 5.986 1527 1538 1561 rVB 598936 1212109 26.87% 3.220%
33  6.265 1619 1625 1653 rVB2 91626 254155 5.63% 0.675%
34 6.387 1653 1663 1700 rVB 2549930 4510853 100.00% 11.984%
35 6.908 1815 1825 1854 rBV 351906 636929 14.12% 1.692%

36 7.117 1879 1890 1915 rBV 568084 988520 21.91% 2.626%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

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\SFAMVLMO82624WMA .M
Title : VOC Analysis
37 7.239 1917 1928 1956 rVV 1245330 2189910 48.55% 5.818%
38 7.545 2013 2023 2055 rBV2 939076 1640410 36.37% 4.358%
39 7.857 2109 2120 2139 rBV 810742 1320077 29.26% 3.507%
40 7.969 2141 2155 2161 rVV2 128371 258062 5.72% 0.686%
41  8.021 2161 2171 2193 rVV3 812251 1608822 35.67% 4.274%
42 8.124 2194 2203 2227 rVV 1284767 2033116 45.07% 5.401%
43 8.236 2229 2238 2269 rVB 812418 1315671 29.17% 3.495%
44  8.616 2344 2356 2390 rBV 2496691 3844979 85.24% 10.215%
45  8.780 2396 2407 2426 rBV 1191799 1951331 43.26% 5.184%
46 9.056 2485 2493 2499 rBv2 25217 38982 0.86% 0.104%
47  9.239 2547 2550 2552 rVB4 1464 871 0.02% 0.002%
48 9.326 2569 2577 2594 rBV 24739 50275 1.11% 0.134%
49 9.484 2616 2626 2643 rBV 190541 315018 6.98% 0.837%
50 9.699 2687 2693 2700 rBV9 4468 7363 0.16% 0.020%
51 9.834 2731 2735 2738 rBV5 1760 1566 ©0.03% 0.004%
52 9.899 2753 2755 2758 rBV4 1771 1138 0.03% 0.003%
53 10.149 2820 2833 2864 rBV 774533 1235048 27.38% 3.281%
54 10.461 2927 2930 2931 rBV3 2250 1127 0.02% 0.003%
55 10.516 2945 2947 2952 rBV6 1203 900 0.02% 0.002%
56 10.577 2963 2966 2970 rBV5 1252 1196 0.03% 0.003%
57 10.683 2998 2999 3006 rvVB5 1162 770  0.02% 0.002%
58 10.763 3018 3024 3025 rBV6 1888 1461 ©0.03% 0.004%
59 10.818 3038 3041 3042 rBvV3 1543 813 0.02% 0.002%
60 10.841 3046 3048 3050 rVv3 1948 1161 ©0.03% 0.003%
61 10.866 3050 3056 3061 rVV9 3010 3726 0.08% 0.010%
62 10.969 3083 3088 3089 rBV4 1650 1286 0.03% 0.003%
63 11.024 3102 3105 3110 rVB6 1999 1553 0.03% 0.004%
64 11.181 3142 3154 3177 rBV 1138627 1827290 40.51% 4.855%
65 11.503 3251 3254 3256 rBV4 1415 881 0.02% 0.002%
66 11.554 3258 3270 3300 rVV 1218761 1942459 43.06% 5.161%
67 11.860 3363 3365 3367 rBV3 1418 744  0.02% 0.002%
68 11.995 3403 3407 3408 rBV4 1396 898 0.02% 0.002%
69 12.069 3428 3430 3436 rBV7 1085 864 0.02% 0.002%
70 12.140 3448 3452 3454 rBv4 1506 989 0.02% 0.003%
71 12.204 3467 3472 3474 rBV6 3960 3824 0.08% 0.010%
72 12.587 3586 3591 3595 rBV8 2524 3022 0.07% 0.008%
73 12.725 3628 3634 3639 rBV6 1333 1515 0.03% 0.004%
74 12.747 3639 3641 3645 rBV4 1260 795 0.02% 0.002%
75 12.796 3652 3656 3660 rBV4 1765 1825 0.04% 0.005%
76 12.831 3663 3667 3671 rVVe6 1243 1127 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

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\SFAMVLMO82624WMA .M
Title : VOC Analysis
77 12.879 3680 3682 3688 rVB5 1904 1502 0.03% 0.004%
78 13.027 3724 3728 3731 rVWV3 1255 1029 0.02% 0.003%
79 13.046 3731 3734 3738 rVV5 1013 851 0.02% 0.002%
80 13.107 3750 3753 3754 rBV3 1318 823 0.02% 0.002%
81 13.152 3763 3767 3770 rBV5 1121 916 0.02% 0.002%
82 13.281 3803 3807 3810 rBV4 1282 1433 0.03% 0.004%
83 13.448 3851 3859 3870 rBV4 5580 11684 0.26% 0.031%
84 13.529 3882 3884 3887 rVB3 1928 1142 0.03% 0.003%
85 13.586 3898 3902 3904 rBV5 1515 1118 ©0.02% 0.003%
86 13.677 3919 3930 3932 rBV1e 4743 6455 0.14% 0.017%
87 13.722 3941 3944 3946 rVB4 2200 1045 0.02% 0.003%
88 13.776 3959 3961 3964 rVB3 2295 1204 0.03% 0.003%
89 13.792 3964 3966 3970 rBV4 1141 1110 0.02% 0.003%
90 13.918 4002 4005 4008 rVB6 1660 877 0.02% 0.002%
91 13.934 4008 4010 4013 rBV4 1481 804 0.02% 0.002%
92 13.956 4013 4017 4020 rBVS5 1732 1310 0.03% 0.003%
93 14.024 4035 4038 4041 rBV4 1107 777 0.02% 0.002%
94 14.397 4150 4154 4155 rBV4 1376 953 0.02% 0.003%
95 14.548 4198 4201 4204 rBV5 1192 982 0.02% 0.003%
96 14.783 4270 4274 4279 rBV8 1604 1945 0.04% 0.005%
97 14.940 4321 4323 4326 rBvV4 1796 1167 ©0.03% 0.003%
98 15.017 4345 4347 4348 rBV2 1595 733 0.02% 0.002%
99 15.043 4351 4355 4356 rBV4 2921 1823 0.04% 0.005%
100 15.230 4411 4413 4417 rBV5 1530 1075 0.02% 0.003%
Sum of corrected areas: 37640755
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV037028.D\data.ms
2500000 6.387
2000000
1500000
4.950
1000000
2.056 5529 5.986
500000 4. 243
1.278 1.532
5.201
114 3.796 6 26
51085 ﬂ 349 || 2.442 3.085 3 aomsaRazEmEn 4. 047
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VV037028.D\data.ms
2500000 8.616
2000000
1500000
8.124
7.239 8.780 1118, 11554
1000000 7.545
7.858.0218.236 10.149
7.11
500000 6.908
9.484
0 9.056, 3826 /\\ 9.6998399 106 BN RAMREG 624 11.5 11.86099%
: = —— —— e
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: VV037028.D\data.ms
2500000
2000000
1500000
1000000
500000
0 RAD4 14 3917 548.4 713&3[(145 230
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\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 Methacrolein Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.085 5.73 ug/L 170575 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrolein 70 C4H60 000078-85-3 91
2 2-Butenal 70 C4H60 004170-30-3 90
3 2-Butenal, (E)- 70 C4H60 000123-73-9 90
4 2-Butenal, (Z2)- 70 C4H60 015798-64-8 90
5 Methacrolein 70 C4H60 000078-85-3 90
Abundance Scan 636 (3.085 min): VV037028.D\data.ms (-628) (-) m/z 41.00 100.00%
41.0
70.0
5000
e SARARRREEEE N ey
m 2.80 3.00 3.20 3.40
ol 9142068 1827 /7 39,00 87.11%
miz-> 20 40 60 80 100 120 140
Abundance #595: Methacrolein
41.0
70.0
5000 L L B L A LR
2.80 3.00 3.20 3.40
m/z 70.00 83.70%
O\\\\‘2\5‘49‘\\“1‘\\‘\\‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #583: 2-Butenal
40 200
AR e e
2.80 3.00 3.20 3.40
5000 m/z 42.00 19.22%
miz--> 20 40 60 80 100 120 140
Abundance #609: 2-Butenal, (E)- R AR
41.0 2.80 3.00 3.20 3.40
70.0 m/z 38.00 17.42%
o"""‘HMmu‘Hu‘_”wmw””_” e
m/z--> 20 40 60 80 100 120 140 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 1Isopropyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.201 15.35 ug/L 457277  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl acetate 102 C5H1002 000108-21-4 72
2 Isopropyl acetate 102 C5H1002 000108-21-4 64
3 Isopropyl acetate 102 C5H1002 000108-21-4 64
4 Isopropyl acetate 102 C5H1002 000108-21-4 64
5 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 38

Abundance Scan 1294 (5.201 min): VV037028.D\data.ms (-1283) (-) m/z 43.00 100.00%

43.0
5000

61.0 SRS I\ —
87.0 4.80 5.00 5.20 5.40 5.60
\

101.1 )
‘w“H‘H“_“hhm"H“_‘H“H“Hﬂw“u“u‘_ m/z 61.00 19.70%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4785: Isopropyl acetate

o

43.0

5000 _“‘_“‘_“‘W“‘_‘
4.80 5.00 5.20 5.40 5.60

61.0 m/z 41.00 14.40%

o N
‘ L
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4786: Isopropyl acetate
43.0

BEERERARENEER N EE RN

4.80 5.00 5.20 5.40 5.60

o

5000 ITI z 87.00 13.77%
61.0
87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4781: Isopropyl acetate R S SR R ‘ ™
43.0 4.80 5.00 5.20 5.40 5.60

m/z 42.00 9.57%

5000

61.0
87.0

27.0
ol 180270 | 1010
e a A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 3-Pentanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.265 8.53 ug/L 254155 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 72
2 3-Pentanone 86 C5H100 000096-22-0 72
3 3-Pentanone 86 C5H100 000096-22-0 72
4 3-Pentanone 86 C5H100 000096-22-0 59
5 Neopentane 72 C5H12 000463-82-1 9
Abundance Scan 1625 (6.265 min): VV037028.D\data.ms (-1619) (-) m/z 57.00 100.00%
57.0
5000 N
86.0 R AREaRETE sy e
6.00 6.20 6.40 6.60
]V A — £ S Y P TY B ST
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1919: 3-Pentanone
57.0
29.0
5000 L B B L LR B R
6.00 6.20 6.40 6.60
86.0 m/z 56.00 3.96%
O\\\‘\“}\\“1\\‘1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1925: 3-Pentanone
29.0 57.0
6.00 6.20 6.40 6.60
5000 m/z 58.00 3.72%
86.0
I S N N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1926: 3-Pentanone
57.0 6.00 6.20 6.40 6.60
29.0 m/z 42.00 3.23%
5000
‘ 86.0
e s = STV
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\

Data File : VVv@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
: 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 n-Propyl acetate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.387 151.45 ug/L 4510850 1,4-Difluorobenzene 5.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 n-Propyl acetate 102 C5H1002 000109-60-4 83
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 64
5 Isopropyl acetate 102 C5H1002 000108-21-4 36

Abundance Scan 1663 (6.387 min): VV037028.D\data.ms (-1653) (-) m/z 43.00 100.00%

43.0
5000
61.0

l ho 870 1000 6.00 6.20 6.40 6.60 6.80
1 )
et e o A2 m/z 61.08  30.67%

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 L R
6.00 6.20 6.40 6.60 6.80
61.0 m/z 72.95 16.25%
73.0
O\\‘\\\\‘\2\3\.(‘)‘\\\\“‘1\\\‘\\\\“\\\\‘\‘\\\‘\\\\‘\\\]\-93\.\0\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776: n-Propyl acetate
43.0
[T T T
6.00 6.20 6.40 6.60 6.80
5000 ITI z 42.00 10.99%

61.0
15.0 27.0 3.0
*w**‘*.wm‘*\‘H**‘\w“wHH‘\HHM‘H*M??V?H*wmwmw
10 20 30 40 50 60 70 80 90 100 110
#4779: n-Propyl acetate

0
m/z-->
Abundance
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.00 9.17%
5000
61.0
73.0
180 200 | |
OF e e e e e e e R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 7 Propanoic acid, 1-methyleth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.117  33.19 ug/L 988520  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 90
2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 74
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 59

Abundance Scan 1890 (7.117 min): VV037028.D\data.ms (-1879) (-) m/z 57.00 100.00%
57.0

43.0
5000
75.0
R RRRRREE R AT
101.0 6.80 7.00 7.20 7.40
Obrererrrrreee el L 152 s 43,00 56.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 T T T T[T T T T
29.0 6.80 7.00 7.20 7.40
75.0 m/z 75.00 28.55%

o

] T P .
LA |
\\‘\H\‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘H\\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9302: Propanoic acid, 1-methylethyl ester
57.0

6.80 7.00 7.20 7.40
5000 43.0 m/z 40.95 18.49%

29.0
15.0

' 101.0
\\‘\\“\‘!!‘\\\‘\116?
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0

6.80 7.00 7.20 7.40
m/z 101.00 10.90%

43.0
5000
29.0 75.0
101.0
0 15\ 0 ‘\ | ‘\ I \‘ | ‘ 116.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 8 Propanoic acid, 2-methyl-, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.857 33.83 ug/L 1320080 Chlorobenzene-d5 8.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78

4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Isopropyl butyrate 130 C7H1402 000638-11-9 72

Abundance Scan 2120 (7.857 min): VV037028.D\data.ms (-2109) (-) m/z 43.00 100.00%

3.0
5000
‘ 89"0 7.60 7.80 8.00 8.20
Obrrrprrrelleee b 394 2067 2810 n/z 71.e0  39.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000
7.60 7.80 8.00 8.20
m/z 41.00 24.34%
89.0
O \H‘\‘\\\“‘NH\"\\\‘\‘\i‘\\‘\\\‘\‘\\\\‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
T e
7.60 7.80 8.00 8.20
5000 m/z 89.00 15.64%
89.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0 7.60 7.80 8.00 8.20
m/z 39.00 9.66%
5000
89.0
m/z--> 20 40 60 80 100120140160180200220240260280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 9 Butanoic acid, ethyl ester Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.969 6.61 ug/L 258062  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 97
2 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 90
3 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 90
4 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 62
5 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 62
Abundance Scan 2155 (7.969 min): VV037028.D\data.ms (-2141) (-) m/z 71.00 100.00%
71.0
43.0
5000
M AT
h ‘ ‘ ‘101.0 7.60 7.80 8.00 8.20
Ol 2070 sy 430 75.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9237: Butanoic acid, ethyl ester
43.0 710
5000
7.60 7.80 8.00 8.20
m/z 88.00 50.90%
190 | || [
O\\\‘\‘\‘1‘\\‘”}\\‘\“\\‘1\‘\\\\“\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9244: Butanoic acid, ethyl ester
43.0 71.0
N ERAEmEREGal SR
7.60 7.80 8.00 8.20
5000 m/z 40.95 27.97%
90, | 1| | e
-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9243: Butanoic acid, ethyl ester PR e
43.0 710 7.60 7.80 8.00 8.20
m/z 59.95 19.33%
5000
s O
0! At R RARARERREE LR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 10 Propanoic acid, propyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.124 52.10 ug/L 2033120  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
Abundance Scan 2203 (8.124 min): VV037028.D\data.ms (-2194) (-) m/z 57.00 100.00%
57.0
5000
e
‘ 87.0 7.80 8.00 8.20 8.40
Obrrrrerell A 1150 1810 2070 pio g5 06 43.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 L N R RN R
29.0 7.80 8.00 8.20 8.40
m/z 43.00 19.41%
| ‘ 87.0
O \\\‘\‘“\\“H\\\‘\“‘\\\‘\‘\‘\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9256: Propanoic acid, propyl ester
57.0
A REREEEEEEES AR
29.0 7.80 8.00 8.20 8.40
5000 m/z 41.00 12.75%
‘ 87.0
B O Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9262: Propanoic acid, propyl ester RARE N E e
57.0 7.80 8.00 8.20 8.40
m/z 87.00 8.81%
5000
29.0
‘ 87.0
0 ‘H‘“Mu‘”um\‘Hu‘“Hw‘H‘,‘m,w,www”
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 11 Acetic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.236  33.71 ug/L 1315670  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 40
Abundance Scan 2238 (8.236 min): VV037028.D\data.ms (-2229) (-) m/z 43.00 100.00%
43.0
5000
73.0
‘ ‘ ‘ ' 8.00 8.20 8.40 8.60
ol d | . 148 0 28L /7 s6.00 42.91%
miz-> 50 100 150 200 250
Abundance #9207: Acetic acid, butyl ester
43.0
5000 UL B B B IR BN B
8.00 8.20 8.40 8.60
73.0 m/z 73.00 18.48%
O 1\4.‘-\0“‘\ ‘\‘H ‘ “‘\‘ \‘ T T 1\]-7\.()\ T T T T T T T T T T T T T
miz-> 50 100 150 200 250
Abundance #9201: Acetic acid, butyl ester
43.0
8.00 8.20 8.40 8.60
5000 m/z 41.00 16.94%
73.0
ool L[ uso
miz--> 50 100 150 200 250
Abundance #9208: Acetic acid, butyl ester
43.0 8.00 8.20 8.40 8.60
m/z 60.95 15.26%
5000
73.0
m/z--> 50 100 150 200 250 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 12 1Isopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.616 98.52 ug/L 3844980 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 94
2 Isopropyl butyrate 130 C7H1402 000638-11-9 91
3 Isopropyl butyrate 130 C7H1402 000638-11-9 78
4 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 64
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 59

Abundance Scan 2356 (8.616 min): VV037028.D\data.ms (-2344) (-) m/z 43.00 100.00%

43.0 71.0
5000
89.0
e e
115.0 8.20 8.40 8.60 8.80 9.00
oHWWMWM!m??;“bmw:‘uwl_w:Hw‘u‘}??-?w m/z 71.00 83.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 AR RN
89.0 8.20 8.40 8.60 8.80 9.00
' m/z 89.00  31.85%
27.0
O H\‘\\H‘H\‘HHH‘[‘!“H‘??\“PH\‘HH\‘\H!‘HH‘}H\]‘-\].\?;?Hl\g\g.\o\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
R
8.20 8.40 8.60 8.80 9.00
m/z 41.00  29.82%
5000 89.0
27.0
115.0
o130 L L osto L | 1 1300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 UL
Abundance #15400: Isopropy! butyrate e
43.0 8.20 8.40 8.60 8.80 9.00
m/z 42.00 14.58%
71.0
5000
89.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 13 Butanoic acid, propyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.484 8.07 ug/L 315018 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
3 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 78
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 78
5 Butanoic acid, heptyl ester 186 C11H2202 005870-93-9 72
Abundance Scan 2626 (9.484 min): VV037028.D\data.ms (-2616) (-) m/z 71.00 100.00%
71.0
43.0
5000
19.20 9.40 9.60 9.80
101.0 : : : :

0 "w‘“i‘m‘lhu:‘wwu‘“uHWHWH_MHHZ‘Q?:? m/z 42.95 68.91%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #15466: Butanoic acid, propyl ester

43.0 71.0
5000 LA L B I B L R
9.20 9.40 9.60 9.80
m/z 89.00 61.71%
| \‘ |y oo
O \\\‘\‘\‘\\‘i\‘\\‘\“‘\\‘1\‘\‘}‘\\‘”\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15467: Butanoic acid, propyl ester
71.0
A S AAREEEEERETE
43.0 9.20 9.40 9.60 9.80
5000 m/z 40.95 29.12%
oltsob Lo e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75747: Butanoic acid, octyl ester R AREREERENSSE
430 719 9.20 9.40 9.60 9.80
m/z 41.95 20.11%
5000
112.0
0 1410 1720 O
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037028.D

Acqg On : 26 Aug 2024 15:33

Operator : SY/MD

Sample : PB162923ZHE#14

Misc : 5.00mL/MSVOA_V/WATER PB162923ZHE#14

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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|
Methacrolein 3.085 5.7 ug/L 170575 1 5.529 1489230 50.0
Isopropyl acetate 5.201 15.4 ug/L 457277 1 5.529 1489230 50.0
3-Pentanone 6.265 8.5 ug/L 254155 1 5.529 1489230 50.0
n-Propyl acetate 6.387 151.4 wug/L 4510850 1 5.529 1489230 50.0
Propanoic acid,... 7.117 33.2 wug/L 988520 1 5.529 1489230 50.0
Propanoic acid,... 7.857 33.8 wug/L 1320080 2 8.780 1951330 50.0
Butanoic acid, 7.969 6.6 ug/L 258062 2 8.780 1951330 50.0
Propanoic acid,... 8.124 52.1 wug/L 2033120 2 8.780 1951330 50.0
Acetic acid, bu... 8.236 33.7 wug/L 1315670 2  8.780 1951330 50.0
Isopropyl butyrate 8.616 98.5 wug/L 3844980 2 8.780 1951330 50.0
Butanoic acid, 9.484 8.1 wug/L 315018 2 8.780 1951330 50.0

SFAMVLMO82624WMA.M Thu Aug 29 14:03:39 2024 16



