LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081924\
Data File : VV036974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

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\SFAMVLMO80224WMA .M
Title : VOC Analysis

Signal : TIC: VV@36974.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 20 rvB3 6482 5628 ©0.13% 0.015%
2 1.217 50 55 56 rBv4 4887 4024 0.09% 0.011%
3 1.278 67 74 91 rBV 353162 373874 8.64% 1.013%
4 1.532 145 153 170 rVB 298327 359317 8.30% 0.973%
5 2.060 307 317 327 rBV 605256 874882 20.22%  2.369%
6 2.114 329 334 350 rVB 61809 96239 2.22% 0.261%
7 2.442 430 436 449 rVB 54097 84287 1.95% ©.228%
8 3.275 691 695 699 rVB6 1061 804 0.02% 0.002%
9 3.314 703 707 714 rBV8 3444 5190 0.12% 0.014%
10 3.384 727 729 733 rVB5S 1318 684 0.02% 0.002%
11  3.442 745 747 750 rBV5S 1436 958 0.02% 0.003%
12 3.490 760 762 765 rVB4 968 618 0.01% 0.002%
13 3.539 775 777 782 rVB5 1159 725 0.02% 0.002%
14 3.564 783 785 790 rVB5 1310 991 0.02% 0.003%
15 3.593 790 794 797 rVB6 1098 745 0.02% 0.002%
16 3.664 813 816 822 rVBS8 1701 1479 0.03% 0.004%
17 3.696 822 826 828 rBv4 1832 1622 0.04% 0.004%
18 3.744 837 841 844 rVB5S 1026 919 0.02% 0.002%
19 3.799 848 858 889 rBV 161716 457379 10.57% 1.239%
20 4.150 965 967 971 rVB4 1299 627 0.01% 0.002%
21  4.243 980 996 1023 rBV 419150 1052830 24.33% 2.851%
22 4.413 1047 1049 1050 rBv2 1066 579 0.01% 0.002%
23 4.436 1054 1056 1059 rBV4 1041 731 0.02% 0.002%
24  4.474 1066 1068 1074 rVB6 1907 1341 0.03% 0.004%
25 4.516 1077 1081 1084 rBV6 1440 880 0.02% 0.002%
26 4.539 1086 1088 1092 rBV5 987 593 0.01% 0.002%
27 4.642 1117 1120 1122 rBV4 1187 713  0.02% 0.002%
28 4.654 1122 1124 1126 rVV3 1007 593 0.01% 0.002%
29 4.667 1126 1128 1133 rVB6 1627 950 0.02% 0.003%
30 4.728 1143 1147 1149 rBv4 1625 1272 0.03% 0.003%
31 4.873 1189 1192 1193 rBvV2 980 492 0.01% 0.001%
32 4.950 1199 1216 1245 rBV2 1073792 2670344 61.72% 7.232%
33 5.204 1285 1295 1320 rBV 206597 450973 10.42% 1.221%
34 5.407 1356 1358 1363 rVB5 1920 1278 0.03% 0.003%
35 5.449 1368 1371 1374 rBV4 1466 893 0.02% 0.002%

36 5.532 1385 1397 1410 rBV 727633 1470528 33.99%  3.983%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081924\
Data File : VV036974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

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\SFAMVLMO80224WMA .M
Title : VOC Analysis
37 5.986 1527 1538 1563 rVB 604596 1210813 27.99% 3.279%
38 6.269 1619 1626 1653 rVB 91136 235310 5.44% 0.637%
39 6.387 1654 1663 1704 rVB 2435240 4326649 100.00% 11.718%
40 6.908 1815 1825 1851 rBV 356157 653360 15.10% 1.769%
41  7.117 1880 1890 1917 rBV 584855 1007489 23.29% 2.729%
42 7.240 1917 1928 1958 rVV 1218863 2158233 49.88% 5.845%
43 7.548 2013 2024 2052 rBV2 929370 1621695 37.48% 4.392%
44  7.857 2109 2120 2139 rBV 837249 1357502 31.38% 3.676%
45  7.969 2141 2155 2161 rVV2 129516 254343 5.88% 0.689%
46  8.021 2161 2171 2191 rVV3 808835 1600900 37.00% 4.336%
47  8.124 2194 2203 2228 rVV 1239539 1982272 45.82% 5.368%
48  8.236 2229 2238 2270 rVB 785956 1253785 28.98% 3.396%
49 8.616 2344 2356 2394 rBV 2583615 3934742 90.94% 10.656%
50 8.780 2396 2407 2426 rBV 1186247 1952005 45.12% 5.286%
51 9.056 2486 2493 2509 rBV 23986 44103 1.02% 0.119%
52 9.252 2550 2554 2556 rBV6 2161 1689 0.04% 0.005%
53 9.333 2571 2579 2598 rBv2 21914 46238 1.07% 0.125%
54 9.484 2617 2626 2644 rBV 190291 313464 7.24% 0.849%
55 10.149 2821 2833 2852 rBV 758922 1202268 27.79%  3.256%
56 10.455 2923 2928 2930 rBV4 1682 1324 0.03% 0.004%
57 10.564 2960 2962 2967 rVB5 1055 667 0.02% 0.002%
58 10.632 2981 2983 2989 rvB6 1429 1059 0.02% 0.003%
59 10.683 2997 2999 3001 rBvV3 1342 716 0.02% 0.002%
60 10.744 3016 3018 3022 rVB5 1437 775 0.02% 0.002%
61 10.767 3022 3025 3027 rBV4 1377 668 0.02% 0.002%
62 10.780 3027 3029 3036 rVvv8 1658 1818 0.04% 0.005%
63 11.027 3104 3106 3108 rVB3 1208 470 0.01% 0.001%
64 11.133 3128 3139 3140 rBV1e 3003 3979 0.09% 0.011%

65 11.181 3143 3154 3183 rVV 1170604 1879525 43.44% 5.090%

66 11.471 3242 3244 3249 rVB6 1075 616 0.01% 0.002%
67 11.509 3253 3256 3257 rBV3 1608 830 0.02% 0.002%
68 11.554 3259 3270 3301 rVV 1194006 1900868 43.93%  5.148%
69 11.818 3349 3352 3355 rBV5 1588 1098 0.03% 0.003%
70 11.841 3355 3359 3367 rVB6 1875 2284 0.05% 0.006%
71 11.927 3382 3386 3388 rBV4 1952 1409 0.03% 0.004%
72 11.950 3389 3393 3397 rVB6 2611 2256 0.05% 0.006%
73 11.972 3397 3400 3401 rBV3 1460 721 0.02% 0.002%
74 12.046 3421 3423 3427 rBV4 1246 656 0.02% 0.002%
75 12.153 3453 3456 3460 rBV5 1286 766  0.02% 0.002%
76 12.188 3460 3467 3471 rBV4 4693 6151 0.14% 0.017%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081924\
Data File : VV036974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

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\SFAMVLMO80224WMA .M
Title : VOC Analysis
77 12.275 3489 3494 3496 rBV5 1440 1440 0.03% 0.004%
78 12.387 3526 3529 3532 rBV5S 996 843 0.02% 0.002%
79 12.407 3532 3535 3540 rVB6 1972 1918 0.04% 0.005%
80 12.439 3540 3545 3548 rBV6 1245 1269 0.03% 0.003%
81 12.464 3548 3553 3557 rVB6 1249 1338 0.03% 0.004%
82 12.487 3557 3560 3563 rBV4 1378 853 0.02% 0.002%
83 12.525 3567 3572 3574 rBV6 1628 1364 0.03% 0.004%
84 12.587 3589 3591 3592 rBV2 1162 512 0.01% 0.001%
85 12.612 3597 3599 3606 rVBS8 1468 1485 0.03% 0.004%
86 12.828 3664 3666 3669 rBV3 1442 802 0.02% 0.002%
87 13.326 3816 3821 3827 rBV9 1862 2523 0.06% 0.007%
88 13.455 3855 3861 3863 rBV6 2468 3079 0.07% 0.008%
89 13.542 3886 3888 3890 rBV3 1415 783 0.02% 0.002%
90 13.580 3898 3900 3902 rBV3 1170 614 0.01% 0.002%
91 13.622 3910 3913 3915 rVB4 1895 958 0.02% 0.003%
92 13.747 3949 3952 3955 rBV5 1695 1170 0.03% 0.003%
93 13.985 4018 4026 4032 rBV 3214 4881 ©0.11% 0.013%
94 14.143 4073 4075 4078 rBV3 1370 694 0.02% 0.002%
95 14.291 4116 4121 4126 rBV9 2208 2727 0.06% 0.007%
96 14.397 4152 4154 4159 rBV6 1456 995 0.02% 0.003%
97 14.673 4238 4240 4242 rBV2 1197 578 0.01% 0.002%
98 14.744 4260 4262 4263 rBV2 1285 524 0.01% 0.001%
99 14.863 4295 4299 4300 rBV3 1817 1264 0.03% 0.003%
100 14.905 4310 4312 4314 rBV3 1144 473 0.01% 0.001%
Sum of corrected areas: 36924585
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VV036974.D\data.ms
2500000 6.387

2000000

1500000

4.950
1000000

2.060 5.532 5.986

500000
1.278 1 530

5.204
A 114 2.442 3.799 6.26
0852 4 SYOBERTEEEIN  4.150\ AATEESRES

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: VV036974.D\data.ms
2500000 8.616

o

2000000

1500000
7.240 8.124 8.780 11.181 11.554

1000000 7.548
7.858.0218 236 10.149

500000
9.484

O L ssemgl [l sosmsmmmensess et mme
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: VV036974.D\data.ms
2500000

2000000

1500000

1000000

500000

Y1 BIRPIAERIRI22.828 13.32685538@B27 4 71.3.985. 1URPABI7 14.6 713148865
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\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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.
5.204 15.33 ug/L 450973  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl acetate 102 C5H1002 000108-21-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 78
3 Isopropyl acetate 102 C5H1002 000108-21-4 72
4 Isopropyl acetate 102 C5H1002 000108-21-4 64
5 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 17

Abundance Scan 1295 (5.204 min): VV036974.D\data.ms (-1285) (-) m/z 43.00 100.00%

43.0
5000
61.0

‘ 87.0 4.80 5.00 5.20 5.40 5.60
\

) 1011 1222 )
o‘H_H“mwH“!m‘w‘w_Hwm‘wwa”ww m/z 60.95 20.81%

m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4786: Isopropyl acetate
43.0

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

61.0 m/z 41.00 13.60%

87.0
27.0
\\\‘\\‘H‘\\\‘\‘\\H“MUH‘\H\“\H\‘H\\‘H\‘\‘H]\-(\)‘]\n\\o\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4784: |sopropyl acetate
43.0

4.80 5.00 5.20 5.40 5.60

o

5000 m/z 87.00 13.38%
15.0 610 87.0
0 *H\**‘**!**2**1‘0*H‘\H“*wHH‘\‘*H*\H*w***‘*\**%9*2*9\****1**”\* ]\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4785: Isopropyl acetate ‘HHWHWH,HHW
43.0 4.80 5.00 5.20 5.40 5.60

m/z 42.00 9.01%
5000

640 87.0
150 :
200 | |

m/z--> 10 20 30 40 50 60 70 80 90 100110120 4.80 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 10
R.T. EstConc Area Relative to ISTD R.T.
6.269 8.00 ug/L 235310 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 78
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 25

Abundance Scan 1626 (6.269 min): VV036974.D\data.ms (-1619) (-) m/z 57.00 100.00%

57.0
5000
86.0

420 6.00 6.20 6.40 6.60
b bt 8L AA38 /s 86,00 22.80%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1925: 3-Pentanone
29.0 57.0

5000 R R
6.00 6.20 6.40 6.60

86.0 m z 55.90 4.59%
|

O\\‘\\\i‘\H\i\\\\“‘U\\\‘\\}‘1‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1926: 3-Pentanone
57.0
29.0

6.00 6.20 6.40 6.60

5000 m/z 58.00 3.91%
86.0
0 15.0 \‘\ 42\'0 il
\\‘\\\\‘\\\\‘\\\\“ \‘\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1919: 3-Pentanone ey R ey
57.0 6.00 6.20 6.40 6.60

m/z 54.95 3.54%

29.0
5000
86.0
150 || 420 | 710 [Mpan

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40660

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 n-Propyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.387 147.11 ug/L 4326650 1,4-Difluorobenzene 5.532

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): VV036974.D\data.ms (-1654) (-) m/z 43.00 100.00%

43.0
5000
61.0

73.0 NS RARARN
6.00 6.20 6.40 6.60 6.80
0 H‘w_‘H_m“\m_‘H‘_m‘“““‘?‘7:9“491‘-9‘_ m/z 60.95 30.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate /\
43.0

5000 e T
6.00 6.20 6.40 6.60 6.80

61.0 m/z 73.00 16.20%

73.0
O \\‘\\\\‘\2\3\‘?\\\\“‘1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘()\3\\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776: n-Propyl acetate
43.0

6.00 6.20 6.40 6.60 6.80

5000 m/z 42.00 10.79%
61.0
73.0
190 210 | ero
O e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 AJ\\

Abundance #4779: n-Propyl acetate BEEEEEEEEESESEsEEa
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.00 9.12%

5000
61.0
73.0
15.0 27.0 ‘
0 | L1 \‘

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\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 5
R.T. EstConc Area Relative to ISTD R.T.
7.117  34.26 ug/L 1007490 1,4-Difluorobenzene 5.532

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 53
Abundance Scan 1890 (7.117 min): VV036974.D\data.ms (-1880) (-) m/z 56.95 100.00%
57.0
43.0
5000
75.0
A
101.0 6.80 7.00 7.20 7.40
O el L1180 s 43,00 55.81%
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 }L
5000 TI T T T[T T i rrrr]
290 6.80 7.00 7.20 7.40
75.0 m/z 75.00  28.53%
‘ ‘ ‘ 101.0
O \\‘\H\‘\\‘H‘H\\‘il\‘\\‘\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
R AR A
6.80 7.00 7.20 7.40
5000 43.0 m/z 41.00 18.04%
75.0
29.0
101.0
0 150 | Ly | | | 116.0
R L o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9306: Propanoic acid, 1-methylethyl ester R e ERERRRREEY
57 6.80 7.00 7.20 7.40
m/z 101.00 10.78%
43.0
5000
29.0 75.0
101.0
SN2 N O U 11 0 SO 1 V1 WO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 34.77 ug/L 1357500 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 83
4 Isopropyl butyrate 130 C7H1402 000638-11-9 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
Abundance Scan 2120 (7.857 min): VV036974.D\data.ms (-2109) (-) m/z 43.00 100.00%
43.0
5000 71.0
7.60 7.80 8.00 8.20
115.1
0 \wzoe.g m/z 71.00  39.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 LU B B I IR LN L
71.0 7.60 7.80 8.00 8.20
m/z 41.00 22.96%
0 15.0 ‘ \‘H I , “ 11\50
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
 ARREEEES SR
7.60 7.80 8.00 8.20
5000 m/z 89.00 15.22%
71.0
0 150 ‘ \hu | “ 11\50
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0 7.60 7.80 8.00 8.20
m/z 39.00 9.25%
5000
71.0
o‘1‘5"?“:”\“:“‘“_m‘m‘w‘1‘1‘?}9‘H_m_m_m‘m‘ e e
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\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 6.51 ug/L 254343  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 96
2 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 90
3 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 72
4 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 70
5 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 64
Abundance Scan 2155 (7.969 min): VV036974.D\data.ms (-2141) (-) m/z 71.00 100.00%
71.0
43.0
5000
INSRNR W/ G —
h H ‘ 101.0 7.60 7.80 8.00 8.20
o"H"H‘hH‘WM‘m“k‘ﬁw“_“w“u‘u“_“3979 m/z 43.00 78.72%
m/z--> 20 40 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  45.26%
o 1| || oo
O\\\\‘\‘1\\‘\\\\‘\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9244: Butanoic acid, ethyl ester
43.0 71.0
R A RERRN SRR T
7.60 7.80 8.00 8.20
5000 m/z 41.00 26.12%
90, | ||| nee
Y it S O Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9240: Butanoic acid, ethyl ester e RRNRREES
430 710 7.60 7.80 8.00 8.20
m/z 60.00 19.11%
5000
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\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 50.78 ug/L 1982270  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): VV036974.D\data.ms (-2194) (-) m/z 57.00 100.00%
57.0

5000 75.0
43.0 RN e e R
‘ 7.80 8.00 8.20 8.40
Obrrerprreprrler i ol 88010101151 1 gs e 41.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester
57.0
29.0
75.0
5000 L L R R R
7.80 8.00 8.20 8.40
43.0 m/z 43.00 19.20%
0 15.0!!’8$.O]’_15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9259: Propanoic acid, propyl ester
57.0
e RRamEREEE R
29.0 7.80 8.00 8.20 8.40
5000 m/z 41.00 12.55%
43.0 8.0
0 Ly ‘M‘ L 88.0 101.0 115.0
reprrrepre e e et et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264: Propanoic acid, propyl ester o RAREEAEEEES S
57.0 7.80 8.00 8.20 8.40
m/z 87.00 8.88%
5000 75.0
29.0 43.0
oH_WWH‘HH‘MHwmwHH‘m,‘wam,ww N B SIS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 6
R.T. EstConc Area Relative to ISTD R.T.
8.236  32.12 ug/L 1253790 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 72
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 59
5 Isobutyl acetate 116 C6H1202 000110-19-0 40

Abundance Scan 2238 (8.236 min): VV036974.D\data.ms (-2229) (-) m/z 43.00 100.00%

43.0
5000 56.0
73.0

8.00 8.20 8.40 8.60
87.0 101.0 115.0

O +rrprrrr e et e e T e m/z 56.00 43.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 560 UL B B I IR B B

8.00 8.20 8.40 8.60
m/z 73.00 18.62%

9.0 73.0
ol 150 2 1 Ll | 870 1010 1170
H‘\\H‘\H\‘HH‘\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9209: Acetic acid, butyl ester
43.0
560 8.00 8.20 8.40 8.60
5000 ITI/Z 41.00 16.91%
73.0
29.0
bl Ll 870 1010 1170
AR am e e  ARE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 M
Abundance #9208: Acetic acid, butyl ester e RREmmEEEEE
43.0 8.00 8.20 8.40 8.60
m/z 61.00 15.81%
56.0
5000
73.0
27.0
WLl M‘ 87.0
Ot et e e e e e e R T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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.
8.616 100.79 ug/L 3934740  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 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
Abundance Scan 2356 (8.616 min): VV036974.D\data.ms (-2344) (-) m/z 43.00 100.00%
T 71.0
5000
89.0
e e
115.0 8.20 8.40 8.60 8.80 9.00
Obrrrrrrrreb 570 L T304 m/z 71.00 81.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 [T T[T T T T T
89.0 8.20 8.40 8.60 8.80 9.00
' m/z 89.00 32.20%
27.0
O H\‘\H\‘\H‘i‘\\H‘[‘JIHH‘?\7\"?\H‘H\H‘\\\!‘\\\\H\H]‘-\].\?;?\:\I-\s\‘()\.\(\)\‘
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 40.95 28.88%
5000 89.0
27.0
115.0
o130 L o870 |, T 1300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #15400: Isopropy! butyrate e e
43.0 8.20 8.40 8.60 8.80 9.00
m/z 59.95 14.16%
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\VVv081924\
Data File : VV@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 9
R.T. EstConc Area Relative to ISTD R.T.
9.484 8.03 ug/L 313464 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, propyl ester 130 C7H1402 000105-66-8 86
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 86
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 78
Abundance Scan 2626 (9.484 min): VV036974.D\data.ms (-2617) (-) m/z 71.00 100.00%
71.0
43.0
89.0
5000
RN N e R
‘ ‘ 9.20 9.40 9.60 9.80
O reepreebines il e 3082wz 42,95 72.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15467: Butanoic acid, propyl ester
71.0
43.0 89.0
5000 LRI R B B R
9.20 9.40 9.60 9.80
27.0 m/z 89.00 59.36%
O H\‘\H\‘H{‘H“\H\‘i!}‘\\‘H‘H‘l‘\\\\‘\“H\’HHi\H\“}\H‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15466: Butanoic acid, propyl ester
43.0 71.0
A RAR e AR
9.20 9.40 9.60 9.80
5000 270 89.0 m/z 41.85 31.93%
Ot b el et ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15452: Butanoic acid, propyl ester SRR T T
43.0 71.0 9.20 9.40 9.60 9.80
m/z 42.00 20.27%
27.0
b2 M Ml 11801300 R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\VVv081924\
Data File : VV0@36974.D

Acqg On : 19 Aug 2024 13:50

Operator : SY/MD

Sample : PB162796ZHE#1

Misc : 5.00mL/MSVOA_V/WATER PB162796ZHE#1

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 acetate 5.204 15.3 ug/L 450973 1 5.532 1470530 50.0
3-Pentanone 6.269 8.0 ug/L 235310 1 5.532 1470530 50.0
n-Propyl acetate 6.387 147.1 ug/L 4326650 1 5.532 1470530 50.0
Propanoic acid,... 7.117 34.3 ug/L 1007490 1 5.532 1470530 50.0
Propanoic acid,... 7.857 34.8 ug/L 1357500 2 8.780 1952010 50.0
Butanoic acid, 7.969 6.5 ug/L 254343 2 8.780 1952010 50.0
Propanoic acid,... 8.124 50.8 ug/L 1982270 2  8.780 1952010 50.0
Acetic acid, bu... 8.236 32.1 ug/L 1253790 2 8.780 1952010 50.0
Isopropyl butyrate 8.616 100.8 ug/L 3934740 2 8.780 1952010 50.0
Butanoic acid, 9.484 8.0 ug/L 313464 2 8.780 1952010 50.0
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