LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22222\
Data File : VU@47233.D

Acqg On : 22 Feb 2022 15:51
Operator : SY/MD

Sample : PB142831TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 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_ U\Method\SFAMULMO21022WMA .M
Title : VOC Analysis

Signal : TIC: VUe47233.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 74 82 105 rVB 194084 232342 15.79%  1.755%
2 1.919 171 180 197 rBV 159186 216973 14.74% 1.639%
3 2.575 371 384 417 rBV 329827 557906 37.91% 4.215%
4 2.794 449 452 454 rBV2 287 203 0.01% ©0.002%
5 2.861 471 473 477 rVB3 279 173 0.01% 0.001%
6 2.890 477 482 484 rBV2 215 193 0.01% 0.001%
7 2.912 486 489 490 rBV3 286 133  0.01% 0.001%
8 2.951 498 501 502 rBV3 351 219 0.01% 0.002%
9 3.051 523 532 550 rVB2 4835 8521 0.58% 0.064%
106 3.189 566 575 582 rBv4 769 1297 0.09% 0.010%
11  3.263 593 598 603 rVB2 137 152 0.01% 0.001%
12 3.401 633 641 644 rBV3 369 451 0.03% 0.003%
13  3.437 649 652 658 rVB2 348 240 0.02% 0.002%
14 3.523 676 679 683 rBv2 191 176  0.01% 0.001%
15 3.572 691 694 696 rVB2 264 138 0.01% 0.001%
16 3.839 773 777 781 rVB2 580 477 ©.03% 0.004%
17 3.880 786 790 793 rVB4 257 191 0.01% 0.001%
18 3.967 814 817 819 rVv2 253 135 0.01% 0.001%
19 4.035 836 838 843 rvB2 348 197 0.01% 0.001%
20 4.064 843 847 851 rVB2 165 157 0.01% 0.001%
21 4.089 851 855 860 rBv2 146 174 0.01% 0.001%
22 4.112 860 862 865 rBV3 246 162 0.01% 0.001%
23  4.150 872 874 880 rBV3 306 258 0.02% 0.002%
24  4.228 893 898 904 rVB3 204 278 0.02% 0.002%
25 4.256 904 907 910 rBv2 208 141 0.01% 0.001%
26  4.330 928 930 935 rVB2 233 180 0.01% 0.001%
27 4.372 941 943 947 rVB2 275 139 0.01% 0.001%
28 4.414 953 956 961 rVB3 263 217 0.01% 0.002%
29 4.485 972 978 982 rBV3 230 219 0.01% 0.002%
30 4.629 1007 1023 1055 rBV 153491 403069 27.39%  3.045%
31 4.874 1096 1099 1104 rvB2 342 252  0.02% 0.002%
32 5.002 1135 1139 1141 rBv2 194 171 0.01% 0.001%
33 5.067 1141 1159 1185 rBV 261477 572407 38.90% 4.325%
34 5.224 1206 1208 1211 rBV3 689 338 0.02% 0.003%
35 5.289 1224 1228 1235 rVB4 686 882 0.06% 0.007%
36 5.363 1249 1251 1257 rVB3 285 173 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22222\
Data File : VU@47233.D

Acqg On : 22 Feb 2022 15:51
Operator : SY/MD

Sample : PB142831TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 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_ U\Method\SFAMULMO21022WMA .M
Title : VOC Analysis
37 5.472 1282 1285 1287 rVB3 465 263 0.02% 0.002%
38 5.504 1290 1295 1300 rvB3 156 187 ©0.01% 0.001%
39 5.536 1303 1305 1308 rVB2 293 189 0.01% 0.001%
40 5.626 1330 1333 1337 rVB2 219 176 0.01% ©0.001%
41 5.729 1343 1365 1390 rBV2 557658 1471576 100.00% 11.119%
42 5.819 1390 1393 1397 rBvV3 318 263 0.02% 0.002%
43 5.890 1411 1415 1416 rBV 392 223 0.02% 0.002%
44  5.916 1416 1423 1434 rVB3 2574 4245 0.29% 0.032%
45  5.961 1434 1437 1438 rBv2 334 169 ©0.01% 0.001%
46  6.047 1458 1464 1468 rVV3 541 604 0.04% ©0.005%
47 6.109 1480 1483 1486 rBV3 327 311 0.02% 0.002%
48 6.128 1487 1489 1492 rVB3 261 128 0.01% 0.001%
49 6.250 1513 1527 1549 rBV 468195 889601 60.45% 6.721%
50 6.523 1610 1612 1616 rBV4 741 607 0.04% 0.005%
51 6.600 1634 1636 1640 rVB4 358 247 0.02% 0.002%
52 6.626 1640 1644 1646 rBV2 325 265 0.02% 0.002%
53 6.694 1649 1665 1683 rBV 341213 654571 44.48%  4.946%
54 6.777 1689 1691 1694 rBvV2 619 304 0.02% 0.002%
55 6.809 1698 1701 1706 rVB3 1103 929 0.06% 0.007%
56 6.854 1713 1715 1718 rBV 195 130 0.01% 0.001%
57 7.e41 1759 1773 1792 rBV 152811 267561 18.18% 2.022%
58 7.186 1808 1818 1827 rBV8 3019 5022 0.34% 0.038%
59 7.272 1841 1845 1849 rBV4 338 237 0.02% 0.002%
60 7.317 1853 1859 1862 rBV4 385 416 0.03% 0.003%
61 7.350 1867 1869 1873 rVB4 231 188 ©0.01% 0.001%
62 7.414 1887 1889 1893 rVB2 343 191 0.01% 0.001%
63 7.449 1893 1900 1902 rBV3 281 316 0.02% 0.002%
64 7.568 1923 1937 1955 rBV = 213742 368021 25.01% 2.781%
65 7.687 1963 1974 1980 rBV7 1515 2681 ©0.18% 0.020%
66 7.739 1980 1990 2001 rVB 23126 36687 2.49% 0.277%
67 7.899 2025 2040 2055 rVW 742666 1268789 86.22% 9.586%
68 7.970 2056 2062 2075 rVB 11616 19215 1.31% 0.145%
69 8.063 2089 2091 2092 rBV3 291 146 0.01% 0.001%
70 8.079 2093 2096 2097 rVv2 328 179 0.01% 0.001%
71 8.182 2113 2128 2143 rBV 146737 252737 17.17% 1.910%
72 8.391 2189 2193 2195 rVB3 226 143 0.01% 0.001%
73 8.472 2205 2218 2231 rBV2 20994 38411 2.61% 0.290%
74  8.520 2231 2233 2236 rVV2 496 294 0.02% 0.002%
75 8.575 2236 2250 2257 rVWW3 16414 27180 1.85% 0.205%

76  8.636 2257 2269 2286 rVV 549735 907490 61.67% 6.857%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22222\
Data File : VU@47233.D

Acqg On : 22 Feb 2022 15:51
Operator : SY/MD

Sample : PB142831TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 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_ U\Method\SFAMULMO21022WMA .M
Title : VOC Analysis
77  8.729 2287 2298 2315 rVB 249154 390996 26.57%  2.954%
78 8.835 2321 2331 2345 rVB 26255 41940 2.85% 0.317%
79 8.887 2345 2347 2350 rVB3 369 256 0.02% 0.002%
80 8.948 2364 2366 2369 rBV3 415 199 0.01% 0.002%
81 8.989 2374 2379 2381 rBV 275 207 0.01% 0.002%
82 9.044 2393 2396 2398 rVB 251 133 0.01% 0.001%
83 9.160 2429 2432 2437 rBV3 301 245 0.02% 0.002%
84  9.211 2437 2448 2462 rBV 147358 228139 15.50% 1.724%
85 9.417 2500 2512 2533 rVB 662221 1101363 74.84% 8.321%
86 10.073 2708 2716 2725 rBV3 6376 9704 0.66% 0.073%
87 10.671 2895 2902 2915 rVB2 7726 12049 0.82% 0.091%
88 10.758 2916 2929 2949 rBV 478934 757825 51.50% 5.726%
89 10.893 2959 2971 2988 rVB 16402 31441 2.14% 0.238%
90 11.115 3038 3040 3049 rVBS 1268 1167 ©0.08% 0.009%
91 11.198 3062 3066 3069 rBV4 800 877 0.06% 0.007%
92 11.462 3140 3148 3159 rVB5 6480 11284 0.77% 0.085%
93 11.700 3214 3222 3230 rVB6 3431 5146 ©.35% 0.039%
94 11.812 3244 3257 3272 rBV 801753 1256019 85.35%  9.490%
95 12.195 3362 3376 3395 rVB 712591 1142946 77.67% 8.636%
96 12.327 3412 3417 3428 rVB5 2559 3517 0.24% 0.027%
97 12.636 3508 3513 3521 rVB5 1283 1857 0.13% 0.014%
98 12.774 3547 3556 3571 rVB2 9513 15554 1.06% 0.118%
99 13.144 3669 3671 3680 rVB3 1563 1891 0.13% 0.014%
100 13.468 3769 3772 3774 rBV2 438 298 0.02% 0.002%
Sum of corrected areas: 13235273
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022222\
Data File : VU@47233.D

Acqg On : 22 Feb 2022 15:51
Operator : SY/MD

Sample : PB142831TB 10X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU047233.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022222\
Data File : VU@47233.D

Acqg On : 22 Feb 2022 15:51
Operator : SY/MD

Sample : PB142831TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.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 n-Propyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.041 15.04 ug/L 267561 1,4-Difluorobenzene 6.253

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 78
5 n-Propyl acetate 102 C5H1002 000109-60-4 50
Abundance Scan 1773 (7.041 min): VU047233.D\data.ms (-1759) (-) m/z 42.95 100.00%
43.0
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73.0 T T T T T T
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m/z--> 20 40 60 80 100 120 140 160 180 200
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m/z 41.00 9.61%
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oA ANV T R
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SFAMULMO21022WMA.M Thu Feb 24 15:13:28 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022222\
Data File : VU@47233.D

Acqg On : 22 Feb 2022 15:51
Operator : SY/MD

Sample : PB142831TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.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 Propanoic acid, propyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.729 17.75 ug/L 390996 Chlorobenzene-d5 9.420
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 72
Abundance Scan 2298 (8.729 min): VU047233.D\data.ms (-2287) (-) m/z 57.00 100.00%
57.0
5000
‘ 87.0 8.40 8.60 8.80 9.00
O oMb 2080 75 60 44.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9259: Propanoic acid, propyl ester
57.0
29.0
5000 LN L B I I L LR
8.40 8.60 8.80 9.00
m/z 43.00 18.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
8.40 8.60 8.80 9.00
5000 m/z 40.95 12.60%
29.0
87.0
I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9262: Propanoic acid, propyl ester AR
57.0 8.40 8.60 8.80 9.00
m/z 87.00 10.12%
5000
29.0
‘ 87.0
0H\‘\‘HH,H\H1“‘HHW‘\H‘\\H‘\m‘uu‘\m‘\m‘uu e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022222\
Data File : VU@47233.D

Acqg On : 22 Feb 2022 15:51
Operator : SY/MD

Sample : PB142831TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.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 TIsopropyl butyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.211 10.36 ug/L 228139  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
4 Isopropyl butyrate 130 C7H1402 000638-11-9 78
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
Abundance Scan 2448 (9.211 min): VU047233.D\data.ms (-2437) (-) m/z 43.00 100.00%
43.0 71.0
5000
L 115.0 8.80 9.00 9.20 9.40 9.60
bbbt A 2089 7 71,00 87.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15399: Isopropy! butyrate
43.0 71.0
5000 | L BB B R
8.80 9.00 9.20 9.40 9.60
m/z 89.00  33.90%
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
71'0 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 32.26%
15.0 115.0
e N SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester Rmama e e
43.0 8.80 9.00 9.20 9.40 9.60
m/z 60.00 15.22%
5000
71.0
oulrr’f‘o“:H\h:‘uN‘Hm,m‘u_l‘l‘?}?uwm_m_m_m MM § S——
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22222\
Data File : VU@47233.D

Acqg On : 22 Feb 2022 15:51
Operator : SY/MD

Sample : PB142831TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.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 7.041 15.0 ug/L 267561 1 6.253 889601 50.0
Propanoic acid,... 8.729 17.8 ug/L 390996 2 9.420 1101360 50.0

Isopropyl butyrate 9.211 10.4 ug/L 228139 2  9.420 1101360 50.0
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