LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41223\
Data File : VU@53666.D

Acqg On : 12 Apr 2023 16:53
Operator : JC/MD

Sample : PB152205TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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\SFAMULM@33123WMA.M
Title : VOC Analysis

Signal : TIC: VU@53666.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 98 rVB 111054 134937 16.99%  1.929%
2 1.909 169 177 196 rVB 85971 122207 15.38% 1.747%
3 2.562 368 380 395 rBV 172819 280077 35.26% 4.004%
4 3,038 517 528 529 rBV3 3121 3060 ©0.39% 0.044%
5 3.173 566 570 574 rBV2 375 317 0.04% 0.005%
6 3.195 575 577 581 rVB2 360 197 0.02% 0.003%
7 3.382 630 635 639 rBv2 330 308 0.04% 0.004%
8 3.645 715 717 722 rVB2 218 196 ©0.02% 0.003%
9 3.755 748 751 757 rVB 261 239 0.03% 0.003%
106 3.784 757 760 765 rBV 247 270 0.03% 0.004%
11  3.999 823 827 830 rBv2 236 185 0.02% 0.003%
12 4.038 836 839 842 rBV2 392 282 0.04% 0.004%
13 4.089 848 855 857 rBV2 216 248 0.03% 0.004%
14 4.128 863 867 872 rBV 309 296 0.04% 0.004%
15 4.179 878 883 887 rBv2 236 334 0.04% 0.005%
16 4.250 899 905 908 rBV 256 327 0.04% 0.005%
17 4.346 930 935 939 rW2 202 224 0.03% 0.003%
18 4.613 1006 1018 1040 rBV 62147 145966 18.37% 2.087%
19 4.925 1112 1115 1121 rVB3 368 296 0.04% 0.004%
20 5.057 1139 1156 1178 rBV 142536 323673 40.74% 4.627%
21 5.282 1225 1226 1230 rVB2 579 257 0.03% 0.004%
22 5.330 1234 1241 1244 rBvV2 300 412 0.05% 0.006%
23 5.491 1289 1291 1296 rVB2 252 195 0.02% 0.003%
24 5.520 1296 1300 1306 rBV2 271 348 0.04% 0.005%
25 5.636 1332 1336 1341 rBV2 240 201 0.03% 0.003%
26 5.719 1341 1362 1387 rBV2 293138 794428 100.00% 11.356%
27 5.909 1413 1421 1436 rVB4 8357 15911 2.00% 0.227%
28 6.002 1447 1450 1452 rBvV2 356 225 0.03% 0.003%
29 6.015 1452 1454 1458 rVvvV2 372 325 0.04% 0.005%
30 6.169 1500 1502 1507 rvVB2 292 193 0.02% 0.003%
31 6.243 1512 1525 1559 rBV 292459 559178 70.39%  7.993%
32 6.449 1585 1589 1592 rVB2 333 292 0.04% 0.004%
33 6.472 1592 1596 1597 rBV 258 185 0.02% 0.003%
34 6.526 1602 1613 1622 rBV6 3478 6127 0.77% ©.088%
35 6.613 1636 1640 1644 rBvV2 173 198 0.02% 0.003%

36 6.684 1648 1662 1685 rBV ~ 180158 353442 44.49% 5.052%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41223\
Data File : VU@53666.D

Acqg On : 12 Apr 2023 16:53
Operator : JC/MD

Sample : PB152205TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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\SFAMULM@33123WMA.M
Title : VOC Analysis
37 6.822 1702 1705 1708 rBV 528 321 0.04% 0.005%
38 6.883 1720 1724 1726 rVB 367 223  0.03% 0.003%
39 6.919 1726 1735 1740 rBV2 3569 5803 0.73% 0.083%
40 7.034 1760 1771 1791 rBV 85751 155756 19.61% 2.227%
41  7.279 1844 1847 1852 rVB 277 252 0.03% 0.004%
42 7.311 1852 1857 1863 rVB2 255 268 0.03% 0.004%
43 7.562 1922 1935 1958 rBV 101085 179854 22.64% 2.571%
44  7.735 1980 1989 2002 rVB2 18774 31444 3.96% 0.449%
45  7.893 2023 2038 2064 rBV 384165 664527 83.65%  9.499%
46  8.063 2089 2091 2096 rBvV2 284 200 0.03% 0.003%
47  8.089 2096 2099 2102 rVB2 369 244 0.03% ©0.003%
48 8.108 2102 2105 2109 rBV 308 303 0.04% 0.004%
49 8.172 2109 2125 2146 rBV2 78860 160218 20.17% 2.290%
50 8.359 2179 2183 2186 rBvV2 249 206 0.03% 0.003%
51 8.462 2205 2215 2234 rVB2 25135 41690 5.25% ©.596%
52 8.574 2235 2250 2255 rBV8 3762 7903 0.99% 0.113%
53 8.626 2255 2266 2287 rVV 198455 355631 44.77% 5.084%
54  8.722 2289 2296 2311 rVB 43369 69627 8.76% ©.995%
55  8.799 2317 2320 2321 rBV2 565 312 0.04% 0.004%
56  8.832 2321 2330 2347 rVB 26137 42804 5.39% 0.612%
57 8.980 2372 2376 2378 rBvV2 313 221 0.03% 0.003%
58 9.034 2388 2393 2397 rBvV2 186 261 ©0.03% 0.004%
59 9.205 2436 2446 2462 rBV 72930 114619 14.43% 1.638%
60 9.324 2479 2483 2485 rBvV 208 181 0.02% 0.003%
61 9.365 2490 2496 2499 rBV4 1148 1481 0.19% 0.021%
62 9.414 2499 2511 2535 rVB 411124 687925 86.59% 9.834%
63 9.574 2558 2561 2564 rBV2 365 275 0.03% 0.004%
64 9.642 2574 2582 2586 rBV3 959 1262 0.16% ©0.018%
65 9.729 2605 2609 2615 rVB2 333 323  0.04% 0.005%
66 9.812 2632 2635 2639 rBV 265 192 0.02% 0.003%
67 9.867 2648 2652 2655 rBV 263 207 0.03% 0.003%
68 9.979 2683 2687 2691 rBV2 250 273 0.03% 0.004%
69 10.073 2707 2716 2726 rVV4 6144 9577 1.21% 0.137%
70 10.121 2726 2731 2734 rVB2 343 240 0.03% 0.003%
71 10.224 2759 2763 2768 rBV 242 278 0.03% 0.004%
72 10.288 2777 2783 2784 rBV 245 209 0.03% 0.003%
73 10.307 2787 2789 2793 rBV2 211 179 0.02% 0.003%
74 10.539 2857 2861 2864 rBV 268 186 0.02% 0.003%
75 10.751 2914 2927 2945 rVVW 254143 406499 51.17%  5.811%
76 10.902 2971 2974 2976 rBV 306 200 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41223\
Data File : VU@53666.D

Acqg On : 12 Apr 2023 16:53
Operator : JC/MD

Sample : PB152205TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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\SFAMULM@33123WMA.M
Title : VOC Analysis
77 11.092 3030 3033 3034 rBV 312 188 ©0.02% 0.003%
78 11.182 3057 3061 3063 rVVv2 337 178 ©0.02% 0.003%
79 11.221 3069 3073 3078 rBV2 410 366 0.05% 0.005%
80 11.295 3092 3096 3100 rBV2 266 257 0.03% 0.004%
81 11.426 3133 3137 3139 rBV2 245 206 0.03% 0.003%
82 11.581 3182 3185 3190 rvv2 308 245 0.03% 0.004%
83 11.706 3219 3224 3226 rBV2 264 209 0.03% 0.003%
84 11.806 3244 3255 3274 rBV 423499 686107 86.36% 9.808%
85 12.102 3345 3347 3351 rBV 253 198 ©0.02% 0.003%
86 12.188 3362 3374 3398 rBV 374197 615829 77.52%  8.803%
87 12.516 3473 3476 3480 rBV2 301 251 0.03% 0.004%
88 12.597 3498 3501 3503 rBV2 266 201 0.03% 0.003%
89 12.687 3527 3529 3532 rBV 285 177 0.02% 0.003%
90 12.774 3552 3556 3562 rBV3 402 400 0.05% 0.006%
91 12.979 3615 3620 3623 rVB2 285 264 0.03% 0.004%
92 12.999 3623 3626 3630 rBV2 247 261 0.03% 0.004%
93 13.063 3642 3646 3648 rBV2 263 196 0.02% 0.003%
94 13.298 3716 3719 3724 rBV2 286 324 0.04% 0.005%
95 13.574 3802 3805 3809 rBV 421 290 0.04% 0.004%
96 13.703 3841 3845 3848 rBV2 406 353 0.04% 0.005%
97 14.111 3969 3972 3976 rBV3 426 391 0.05% 0.006%
98 14.211 4000 4003 4007 rVB2 376 240 0.03% 0.003%
99 14.265 4017 4020 4023 rBV2 412 239 0.03% 0.003%
100 14.433 4067 4072 4073 rBV 421 344 0.04% 0.005%
Sum of corrected areas: 6995444
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041223\
Data File : VU@53666.D

Acqg On : 12 Apr 2023 16:53
Operator : JC/MD

Sample : PB152205TB 10X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU053666.D\data.ms
400000

350000

300000 5.719 6.243
250000

200000 5 562 6.687

150000 5.057

1.597

100000 1.909

4.613

50000
3.03811788.382  3.6&7A 3/008BATHG46 4.92 528268636\ BBus.1 Jole>

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘%"Tﬁﬁmﬁ\m"\’\’\Tr\ﬁw‘\\ \7—[\\\ ’\W\"’T\\\\ \r"V_Y_Y_Y"\\\ \T\W—’T\\r

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: VU053666.D\data.ms
400000 7.893 9.414 11.806

o

12.1
350000

300000

10.751
250000

200000 8.626

150000

7.562
100000 7.034 8.172 9.205

722
50000 7.735 8.462 8.832
0 peesssih A B 8.3598.5748.7089864 | 9% 9.9@3&@1@%}10.53 0.90PL109P82A95426.381706\ 12.1
T T T T T ‘ T T T T T T T T T T L T T ‘ L T T T T T
8.00

T L e L T T T T I

T T
Time--> 7.00 7.50 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU053666.D\data.ms

400000

350000

300000

250000

200000

150000

100000

50000

1212150@87 7 A2 98# 3. 3.298 13.934703 141422868.433
[ I R B B ‘7 T T T T T T T T

0 T LA L R S |

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_U\Data\VU041223\
Data File : VU@53666.D

Acqg On : 12 Apr 2023 16:53
Operator : JC/MD

Sample : PB152205TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
7.034 13.93 ug/L 155756  1,4-Difluorobenzene 6.243

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 72
3 n-Propyl acetate 102 C5H1002 000109-60-4 64
4 n-Propyl acetate 102 C5H1002 000109-60-4 64
5 Acetic acid, (acetyloxy)- 118 C4H604 013831-30-6 9
Abundance Scan 1771 (7.034 min): VU053666.D\data.ms (-1760) (-) m/z 43.10 100.00%
43.1
5000
61.1
73.1 E Ran ===
‘ 6.80 7.00 7.20 7.40
bl e myz el.10 34.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 L B L LI LN B
6.80 7.00 7.20 7.40
61.0 m/z 73.10 21.47%
73.0
O\\‘\\\\‘\2\3\‘?\\\\“‘1\\\‘\\\\“\\\\‘\‘\\\‘\\\\‘\\\\1‘()\3\-\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4780: n-Propyl acetate
43.0
R Raana R
6.80 7.00 7.20 7.40
5000 m/z 42.10 10.78%
61.0
15.0 27.0 77'0
S N N O EEES
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776: n-Propyl acetate R e R
43.0 6.80 7.00 7.20 7.40
m/z 41.10 9.67%
5000
61.0
73.0
15.0 27‘-0 I | .
ottt R AR
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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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue41223\
: VU@53666.D
: 12 Apr 2023 16:53
JC/MD
: PB152205TB 10X
: 5.0mL/MSVOA_U/WATER
: 15  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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, 1-methyleth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.735 2.81 ug/L 31444  1,4-Difluorobenzene 6.243

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 78
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 64
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 45
Abundance Scan 1989 (7.735 min): VU053666.D\data.ms (-1980) (-) m/z 57.10 100.00%
57.1
43.0
5000
75.0
A
101.1 e
‘ ‘ 7.40 7.60 7.80 8.00
Ot rrrpreerprerepre et m/z 43,05 53.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 L B R B B
290 7.40 7.60 7.80 8.00
75.0 m/z 75.05 32.17%
‘ ‘ ‘ 101.0
0H\‘HH‘H}\‘H\\“‘l\‘\\‘\\\}“\H\‘\}H‘H\\‘\\H“HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9303: Propanoic acid, 1-methylethyl ester
57.0
43'0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
7.40 7.60 7.80 8.00
5000 29.0 m/z 41.10 20.70%
75.0
150 101.0
brrryeeprlh bl L 8801 1160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 ﬂ
Abundance #9306: Propanoic acid, 1-methylethyl ester “‘H‘m‘u“y“‘_“‘
7.0 7.40 7.60 7.80 8.00
m/z 101.10 16.79%
43.0
5000
29.0 75.0
101.0
A BN P 1.0 S 0 | S
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\VU041223\
Data File : VU@53666.D

Acqg On : 12 Apr 2023 16:53
Operator : JC/MD

Sample : PB152205TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.462 3.03 ug/L 41690 Chlorobenzene-d5 9.414

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 78
3 Isopropyl butyrate 130 C7H1402 000638-11-9 78
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
Abundance Scan 2215 (8.462 min): VU053666.D\data.ms (-2205) (-) m/z 43.05 100.00%
43.0
5000 7Ll
891 U B L B
I | 1151 8.20 8.40 8.60 8.80 .
O ey e e e e m/z 71.18  50.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 \\/\\‘\\\\‘\\\\‘\\\\’/\\\\\
71.0 8.20 8.40 8.60 8.80
m/z 41.10 25.71%
27.0 89.0
\ 115.0
O H‘\H\‘\\H‘HH“M‘\\‘\\H“HH‘\‘H\‘\HHH\\‘\H\’H‘H‘\H\‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0 /\ K
AAEEEEEE et
8.20 8.40 8.60 8.80
5000 m/z 89.10 17 .84%
71.0
27.0 89.0
0 . | “ Ml | “ 11\50 130.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate R RS I —
43.0 8.20 8.40 8.60 8.80
m/z 39.10 10.45%
71.0
5000
89.0
0 “ZZ?“““l“““‘l,ls?‘ /\/\“/\‘
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\VU041223\
Data File : VU@53666.D

Acqg On : 12 Apr 2023 16:53
Operator : JC/MD

Sample : PB152205TB 10X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.722 5.06 ug/L 69627  Chlorobenzene-d5 9.414

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 2296 (8.722 min): VU053666.D\data.ms (-2289) (-) m/z 57.10 100.00%
57.1

5000 75.0
A .
4‘7'1 87.1 8.40 8.60 8.80 9.00
oH_H‘_HwHH“UHwHw_mewm“_m m/z 75.05 47.12%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 L B LR B B
200 750 8.40 8.60 8.80 9.00
43.0 m/z 43.18  15.38%
150 | H‘ 87.0
O\\‘\\\.\‘\\i1“\\\\“\\\\‘\\i\‘“\\\\‘\\‘\\‘\\\‘\‘\\\\

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #9263: Propanoic acid, propyl ester j\jﬁﬂmﬁ\ﬂL
57.0

8.40 8.60 8.80 9.00

5000 290 75.0 ITI/Z 41.05 11.62%
43.0
7.
ob 280 Myl T H\A
miz--> 10 20 30 40 50 60 70 80 90 [\
Abundance #9264 Propanoic acid, propyl ester R
57.0 8.40 8.60 8.80 9.00

m/z 87.10 11.54%

5000 75.0

29.0 43.0
‘ ‘ 87.0
150 || ! | | )

SN L S Y 1 N B S 17 SN

m/z--> 10 20 30 40 50 60 70 80 90 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041223\
Data File : VU@53666.D

Acqg On : 12 Apr 2023 16:53
Operator : JC/MD

Sample : PB152205TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 Acetic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.832 3.11 ug/L 42804 Chlorobenzene-d5 9.414

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 78
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 74
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 42
Abundance Scan 2330 (8.832 min): VU053666.D\data.ms (-2321) (-) m/z 43.10 100.00%
43.1
73'1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
8.60 8.80 9.00 9.20
L i 87.0 9
ot e e m/z 56.10 49.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 560 \\\\‘\\A/\\\‘\\\\‘\\\\‘\\\
8.60 8.80 9.00 9.20
oo 73.0 m/z 73.10 24.42%
ol 150 220 ||l | 8701010 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 #9208: Acetic acid, butyl ester
43.0
/M‘Mwm_wm
56.0 .60 8.80 9.00 9.20 .
5000 m/z 41.10 19.92%
73.0
27.0
WLl M‘ 87.0
Ottt e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9209: Acetic acid, butyl ester e REARNEEESSAEL e
43.0 8.60 8.80 9.00 9.20
56.0 m/z 61.10 18.81%
5000
73.0
29.0
0 ol 870 1010 117.0 I 1
R N A EASAEEANES Saas 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\VU041223\
Data File : VU@53666.D

Acqg On : 12 Apr 2023 16:53
Operator : JC/MD

Sample : PB152205TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.205 8.33 ug/L 114619 Chlorobenzene-d5 9.414

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 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
5 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 64
Abundance Scan 2446 (9.205 min): VU053666.D\data.ms (-2436) (-) m/z 43.10 100.00%
43.1 71.1
5000
89.2 KI\\
R
‘ ‘ H 115.2 8.80 9.00 9.20 9.40 9.60
Ot el A Mz 71010 98.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 I RN R R
89.0 8.80 9.00 9.20 9.40 9.60
270 m/z 89.20  36.42%
15.0
OH\‘H.\\‘H\““H\\“‘!“H‘ﬁ\?\“‘\\\\‘}‘\H‘HH‘HH‘}\\\‘\\\\‘\\]-\3\9-\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71'0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 33.54%
89.0
27.0
O S0, L 1803300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\ f\
Abundance #15400: Isopropy! butyrate e e
43.0 8.80 9.00 9.20 9.40 9.60
m/z 39.10 17.10%
71.0
5000
89.0
oH"""‘%Zf‘o“H“Mww”mme!“w‘wl_lﬁi?www /\ /\‘"/\,A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60

SFAMULM@33123WMA.M Thu Apr 13 15:16:33 2023 Page: 10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41223\
Data File : VU@53666.D

Acqg On : 12 Apr 2023 16:53
Operator : JC/MD

Sample : PB152205TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 9 wug/L 155756 1 6.243 559178 50.
Propanoic acid,... 7 8 ug/L 31444 1 6.243 559178 50.
Propanoic acid,... 8 .0 ug/L 41690 2 9.414 687925 5e0.
Propanoic acid,... 8.722 1 ug/L 69627 2 9.414 687925 50.
Acetic acid, bu... 8 1 ug/L 42804 2 9.414 687925 50.
Isopropyl butyrate 9 3 wug/L 114619 2  9.414 687925 50.
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