LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMULMO61022WMA .M
Title : VOC Analysis

Signal : TIC: VU@49371.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.482 37 44 51 rBV2 7956 12059 1.40% 0.154%
2 1.597 72 80 94 rBV 101619 121785 14.13% 1.558%
3 1.903 167 175 189 rVB 78404 100702 11.69% 1.288%
4 2.565 369 381 394 rBV 159665 258870 30.05%  3.312%
5 2.626 394 400 409 rvB2 2158 3381 0.39% 0.043%
6 2.752 435 439 444 rBV4 329 362 0.04% 0.005%
7 2.832 461 464 467 rVB2 399 295 0.03% 0.004%
8 2.890 478 482 486 rBv2 324 353 0.04% 0.005%
9 2.919 489 491 495 rW 340 268 0.03% 0.003%
10 2.945 496 499 501 rW 467 301 0.03% 0.004%
11 2.957 501 503 510 rVB2 495 463 0.05% 0.006%
12 3.044 518 530 538 rBv6 2575 5135 0.60% 0.066%
13 3.076 538 540 545 rVB3 321 224 0.03% 0.003%
14 3.186 561 574 589 rW 13360 30376 3.53% 0.389%
15 3.314 611 614 620 rVB2 313 278 0.03% 0.004%
16 3.491 665 669 671 rBv2 239 218 0.03% 0.003%
17 3.594 698 701 704 rBV2 267 203 0.02% 0.003%
18 4.472 968 974 977 rBv2 202 260 0.03% 0.003%
19 4.530 987 992 993 rBV2 383 285 0.03% 0.004%
20 4.617 1005 1019 1049 rBV 123039 294007 34.12% 3.761%
21  4.790 1070 1073 1074 rBV2 408 227 0.03% 0.003%
22 4.816 1079 1081 1093 rVB3 1613 1672 0.19% 0.021%
23 4.935 1114 1118 1122 rVB3 259 198 0.02% 0.003%
24 5.060 1140 1157 1182 rBV 166183 358013 41.55% 4.580%
25 5.295 1227 1230 1234 rVB2 394 342 0.04% 0.004%
26 5.324 1234 1239 1243 rBV2 359 338 0.04% 0.004%
27 5.346 1243 1246 1252 rVB3 375 261 ©0.03% 0.003%
28 5.462 1277 1282 1285 rBV2 273 261 ©0.03% 0.003%
29 5.597 1320 1324 1328 rVB 306 244 0.03% 0.003%
30 5.723 1340 1363 1388 rBV2 318128 861597 100.00% 11.022%
31 5.912 1412 1422 1436 rBV 8851 17603 2.04% 0.225%
32 5.996 1446 1448 1451 rVB2 377 221 0.03% 0.003%
33  6.015 1451 1454 1458 rVB2 410 364 0.04% 0.005%
34 6.038 1458 1461 1464 rBvV2 362 271 0.03% 0.003%
35 6.160 1496 1499 1503 rBvV2 269 225 0.03% 0.003%

36 6.247 1510 1526 1548 rBV 293594 559279 64.91% 7.154%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMULMO61022WMA .M
Title : VOC Analysis
37 6.382 1566 1568 1574 rvB3 444 349 0.04% 0.004%
38 6.523 1608 1612 1613 rBvV3 1415 1047 0.12% 0.013%
39 6.690 1648 1664 1682 rBV 218090 421752 48.95% 5.395%
40 6.925 1727 1737 1754 rVB 4791 10831 1.26% 0.139%
41  7.038 1758 1772 1795 rBV 133013 237749 27.59%  3.041%
42 7.179 1811 1816 1827 rVB7 2542 4347 0.50% 0.056%
43  7.388 1879 1881 1886 rVB3 286 198 0.02% ©0.003%
44  7.465 1902 1905 1910 rBvV2 403 326 0.04% 0.004%
45  7.565 1923 1936 1961 rVB2 113913 200782 23.30% 2.568%
46 7.652 1961 1963 1968 rBV2 328 213 0.02% 0.003%
47  7.690 1968 1975 1979 rBV3 1428 1985 0.23% 0.025%
48 7.739 1979 1990 2001 rBV 24190 39703 4.61% 0.508%
49 7.896 2025 2039 2060 rBV 381034 656375 76.18% 8.397%
50 8.054 2086 2088 2094 rBvV2 395 249 0.03% 0.003%
51 8.083 2094 2097 2100 rBvV2 270 206 0.02% ©0.003%
52 8.099 2100 2102 2106 rVB 431 231 0.03% 0.003%
53 8.176 2107 2126 2143 rBV2 84080 172987 20.08% 2.213%
54  8.411 2195 2199 2202 rBV 312 280 0.03% 0.004%
55  8.462 2204 2215 2234 rVB 23862 40474 4.70%  ©.518%
56 8.571 2234 2249 2256 rBV5 7928 15096 1.75% 0.193%
57 8.629 2256 2267 2288 rVV 332428 609085 70.69% 7.792%
58 8.726 2288 2297 2312 rVB 99476 159318 18.49% 2.038%
59 8.832 2321 2330 2346 rVV 32344 53011 6.15% 0.678%
60 8.973 2371 2374 2379 rVWV4 416 311 0.04% 0.004%
61 8.996 2379 2381 2385 rVB2 353 216 0.03% 0.003%
62 9.208 2434 2447 2466 rBV2 101703 164526 19.10% 2.105%
63 9.372 2488 2498 2499 rBvV3 1422 1834 0.21% 0.023%
64  9.417 2499 2512 2534 rVV 406548 667222 77.44%  8.535%
65 9.629 2575 2578 2579 rW 558 271 0.03% 0.003%
66 9.642 2579 2582 2591 rVB3 1088 1342 0.16% 0.017%
67 9.919 2662 2668 2676 rBV4 754 1336 0.16% 0.017%
68 10.070 2707 2715 2728 rVB3 5668 9149 1.06% 0.117%
69 10.292 2779 2784 2789 rVB2 310 291 0.03% 0.004%
70 10.755 2914 2928 2949 rBV 313258 508879 59.06% 6.510%
71 10.915 2977 2978 2984 rVB 248 199 0.02% 0.003%
72 10.947 2984 2988 2993 rBV 231 215 0.02% 0.003%
73 11.041 3013 3017 3022 rBV2 297 290 0.03% 0.004%
74 11.086 3029 3031 3035 rBV 357 265 0.03% 0.003%
75 11.295 3091 3096 3099 rBV3 399 396 0.05% 0.005%
76 11.382 3118 3123 3126 rBV2 186 199 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMULMO61022WMA .M
Title : VOC Analysis
77 11.812 3244 3257 3275 rBV 375868 604399 70.15% 7.732%
78 12.121 3351 3353 3359 rBV2 266 236 0.03% 0.003%
79 12.192 3361 3375 3391 rBV 360633 590929 68.59% 7.559%
80 12.295 3405 3407 3410 rBV 345 212 0.02% 0.003%
81 12.423 3443 3447 3449 rBvV2 263 217 0.03% 0.003%
82 12.507 3469 3473 3479 rBV3 407 500 0.06% 0.006%
83 12.697 3529 3532 3537 rVB2 331 250 0.03% 0.003%
84 12.761 3549 3552 3557 rBV3 416 460 0.05% 0.006%
85 12.912 3596 3599 3604 rBV2 312 336 0.04% 0.004%
86 13.057 3641 3644 3646 rBV 314 200 0.02% 0.003%
87 13.263 3705 3708 3713 rBV3 317 377 0.04% 0.005%
88 13.410 3751 3754 3759 rVB2 279 252 0.03% 0.003%
89 13.735 3852 3855 3860 rBV3 317 313 0.04% 0.004%
90 13.812 3877 3879 3884 rVB2 384 276 0.03% 0.004%
91 13.848 3886 3890 3892 rBV3 719 488 0.06% 0.006%
92 13.902 3903 3907 3911 rVvvV2 282 273 0.03% 0.003%
93 13.941 3911 3919 3923 rBV3 396 596 0.07% 0.008%
94 13.970 3925 3928 3932 rBV 344 256 0.03% 0.003%
95 14.089 3961 3965 3968 rBV2 769 786 0.09% 0.010%
96 14.275 4020 4023 4026 rBV 327 241 0.03% 0.003%
97 14.513 4093 4097 4102 rBV3 331 360 0.04% 0.005%
98 14.703 4153 4156 4161 rBV2 249 320 0.04% 0.004%
99 15.070 4268 4270 4273 rBV2 349 221 0.03% 0.003%
100 15.143 4291 4293 4295 rBV 320 196 0.02% 0.003%
Sum of corrected areas: 7817170
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU049371.D\data.ms
400000

350000

5.723

300000

250000

200000

150000

100000

50000

o83 2|6 20 IR 318, 49,594 44720\ ABAD35 | TEmEIEsoy | O WbHheE 606.382523

Time--> 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 6.60

Abundance TIC: VU049371.D\data.ms
400000 7.896 9.417 11.812

121
350000 8.629
10.755
300000

250000

200000

150000 7.038

7.565

100000 8.176 726 9.208

50000

7.739 g.462| | |B-832
0..6:925\7.1797.3885 8.418-> /\asgm 0.372 9622 9.916.0740 292 0861129382 12.1p
bl LA s L2 SN LNEIED | I SAEE 9 02 e e —riE
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: VU049371.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 n-Propyl acetate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.038  21.25 ug/L 237749  1,4-Difluorobenzene 6.247
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 78
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 64
5 n-Propyl acetate 102 C5H1002 000109-60-4 64
Abundance Scan 1772 (7.038 min): VU049371.D\data.ms (-1758) (-) m/z 43.00 100.00%
43.0
5000
61.0
o RAREREEE RS S
77'0 6.80 7.00 7.20 7.40
ool 879 m/z 61.00  28.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 L B I L L BN B U
6.80 7.00 7.20 7.40
61.0 m/z 73.00 15.01%
73.0
0\\‘\\\\‘\2\3\?\\\\“1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘()\3\\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
AR AREEaRE T
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.62%
61.0
73.0
15.0 27.0
e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776: n-Propyl acetate R e R aanE e
43.0 6.80 7.00 7.20 7.40
m/z 41.00 9.75%
5000
61.0
73.0
190 200 | 810
OB SR e A ARERARE e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Propanoic acid, 1-methyleth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.739 3.55 ug/L 39703 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 74
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 64
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 56
Abundance Scan 1990 (7.739 min): VU049371.D\data.ms (-1979) (-) m/z 57.00 100.00%
57.0
43.0
5000
75.0
i AAREERE R
‘ ‘ 101.0 7.40 7.60 7.80 8.00
Obrrerrrrrpererprehlies el m/z 43.00 56.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 L L L L L L L B L O
29.0 75.0 7.40 7.60 7.80 8.00
m/z 41.00 27.16%
101.0
O H\‘]\-?\.\O‘Hi‘}‘HH“M\‘\\‘H\}“\H\‘\1\\‘\\\\‘\\\\“HH‘]-\]\-\G\.R\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
L a1
43.0 7.40 7.60 7.80 8.00
5000 ’ m/z 75.00 26.86%
29.0
75.0
101.0
1 R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9303: Propanoic acid, 1-methylethyl ester e L AREaRaEE
7.0 7.40 7.60 7.80 8.00
43.0 m/z 42.00 11.48%
5000 29.0
75.0
150 101.0
M S O A - Bt - A DU A PN A WO A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Propanoic acid, 2-methyl-, Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.462 3.03 ug/L 40474  Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid,
2 Propanoic acid,
3 Propanoic acid,
4 Propanoic acid,
5 Propanoic acid,

2-methyl-, 1-met...
2-methyl-, 1-met..
2-methyl-, 1-met...
2-methyl-, 1-met...
2-methyl-, propy...

130 C7H1402

. 130 C7H1402

130 C7H1402
130 C7H1402
130 C7H1402

000617-50-5 83
000617-50-5 83
000617-50-5 83
000617-50-5 83
000644-49-5 78

Abundance Scan 2215 (8.462 min): VU049371.D\data.ms (-2204) (-) m/z 43.00 100.00%
43.0
5000
71.0
R AaRReRES R
89.0 8.20 8.40 8.60 8.80
Uy ‘ \ 115.0 .
Ol bbb e M/z 71,08 35.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 “\u{\\‘uu‘uu,u"u‘/\\\u
8.20 8.40 8.60 8.80
27.0 1.0 m/z 41.60 27.77%
0 ‘ ‘m ; ‘ 90 11501300
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
R RN aumn I
8.20 8.40 8.60 8.80
5000 m/z 89.00 14.65%
71.0
27.0 89.0
0 115.0 130.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester e e
43.0 8.20 8.40 8.60 8.80
m/z 41.90 10.52%
5000
71.0
89.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 6 Propanoic acid, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.726 11.94 ug/L 159318 Chlorobenzene-d5 9.417

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 78

Abundance Scan 2297 (8.726 min): VU049371.D\data.ms (-2288) (-) m/z 56.95 100.00%

57.0
5000

‘ 87.0 8.40 8.60 8.80 9.00
Ober et 20Ty 7405 39.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9264: Propanoic acid, propyl ester j\\
57.0
5000 ”\“”\“H\“”\“Hv

8.40 8.60 8.80 9.00
29.0 m/z 43.00 17.75%

‘ ‘ 87.0
”‘Wm”ﬂh‘”\‘”‘\ﬂ“W“W“”\‘”‘\”“W“W“”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

57.0

8.40 8.60 8.80 9.00

o

m/z 41.00 12.74%
5000 29.0
87.0
obr el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9259: Propanoic acid, propyl ester “_“‘_“‘_“‘_“‘
57.0 8.40 8.60 8.80 9.00

m/z 41.95 8.95%

29.0
5000
870
ol ll ‘H‘ 1150

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\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Acetic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.832 3.97 ug/L 53011 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 74
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 59
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 17
Abundance Scan 2330 (8.832 min): VU049371.D\data.ms (-2321) (-) m/z 42.95 100.00%
43.0
5000 56.0
73.0
8.60 8.80 9.00 9.20
Dol L s ;
O vopr e peee by L b ST m/z 56.00 42.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 560 L L I L LI L B
8.60 8.80 9.00 9.20
oo 73.0 m/z 73.00 18.95%
o 150 <29 ' 870 101.0 117.0
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
43.0
Mesogaogoogzo
56.0 e
5000 m/z 40.95 16.51%
73.0
27.0
87.0
Ottt el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #9209: Acetic acid, butyl ester R EmmE R
43.0 8.60 8.80 9.00 9.20
56.0 m/z 61.00 13.80%
5000
73.0
29.0
0 W 87.0 101.0 117.0 .
R N A EASAEEANES Saas e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.208 12.33 ug/L 164526  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
Abundance Scan 2447 (9.208 min): VU049371.D\data.ms (-2434) (-) m/z 43.00 100.00%
T 710
8.80 9.00 9.20 9.40 9.60
IoLh | 50 206.9 029
ot m/z 71.00 78.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15396: Isopropy! butyrate
43.0
71.0
5000 | LU B R I
8.80 9.00 9.20 9.40 9.60
m/z 41.00 33.82%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 71.0
R
8.80 9.00 9.20 9.40 9.60
5000 m/z 89.00 28.72%
115.
0 15.0 50
L B o o AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15400: Isopropy! butyrate _“‘_“‘_“‘A“‘_‘
43.0 8.80 9.00 9.20 9.40 9.60
m/z 41.90  15.90%
71.0
5000
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\VU062222\
Data File : VU@49371.D

Acqg On : 23 Jun 2022 12:01
Operator : SY/MD

Sample : PB145709TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 3 wug/L 237749 1 6.247 559279 50.
Propanoic acid,... 7 5 ug/L 39763 1 6.247 559279 50.
Propanoic acid,... 8 .0 ug/L 40474 2 9.417 667222 50.
Propanoic acid,... 8.726 11.9 wug/L 159318 2 9.417 667222 50.
Acetic acid, bu... 8 0 ug/L 53011 2 9.417 667222 50.
Isopropyl butyrate 9 3 wug/L 164526 2 9.417 667222 50.
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