LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100223\
Data File : VV@32192.D

Acqg On : 02 Oct 2023 11:16
Operator : SY/MD

Sample : PB155945TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SFAMVLM@92523WMA.M
Title : VOC Analysis

Signal : TIC: VV@32192.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 67 74 88 rVB 84113 88005 12.23% 1.359%
2 1.426 112 120 126 rBV8 2824 4543 0.63% 0.070%
3 1.532 145 153 168 rVB 77470 92383 12.84% 1.427%
4 2.059 307 317 331 rBV 144442 209712 29.15%  3.239%
5 2.394 418 421 422 rBV2 229 139 0.02% 0.002%
6 2.449 429 438 449 rVB3 5437 8876 1.23% 0.137%
7 2.561 467 473 478 rBV4 767 967 ©0.13% 0.015%
8 2.661 501 504 507 rvv2 207 137 0.02% 0.002%
9 2.703 510 517 520 rBv2 248 304 0.04% 0.005%
106 2.783 539 542 544 rBV3 361 182 0.03% 0.003%
11 2.934 585 589 591 rVB2 345 155 0.02% 0.002%
12 2.957 593 596 600 rBv2 283 179 0.02% 0.003%
13  3.072 629 632 635 rBv2 211 179 0.02% 0.003%
14 3.397 731 733 738 rVB2 261 186 ©0.03% 0.003%
15 3.426 738 742 745 rBV 194 152 0.02% 0.002%
16 3.564 781 785 791 rVB2 251 228 0.03% 0.004%
17 3.622 797 803 808 rBV 235 202 0.03% 0.003%
18 3.670 814 818 819 rBV 249 125 0.02% 0.002%
19 3.789 845 855 884 rBV2 61521 175117 24.35% 2.705%
20 4.252 982 999 1029 rBV 113716 291895 40.58% 4.509%
21 4.506 1076 1078 1082 rBV2 423 263 0.04% 0.004%
22 4.580 1097 1101 1104 rVB4 310 235 0.03% 0.004%
23 4.715 1136 1143 1144 rBV3 207 248 0.03% 0.004%
24 4.789 1162 1166 1170 rBV2 164 133  0.02% 0.002%
25 4.873 1185 1192 1194 rBV 140 191 ©0.03% 0.003%
26 4.960 1201 1219 1246 rBV2 268019 719311 100.00% 11.111%
27 5.172 1283 1285 1286 rBV 278 153 0.02% 0.002%
28 5.211 1289 1297 1299 rBV5S 5128 6250 ©0.87% 0.097%
29 5.339 1335 1337 1342 rVB3 373 224 0.03% 0.003%
30 5.374 1344 1348 1353 rVB4 417 310 0.04% 0.005%
31 5.477 1376 1380 1381 rBvV2 190 139 0.02% 0.002%
32 5.535 1385 1398 1419 rBV 262133 536610 74.60% 8.289%
33 5.831 1479 1490 1508 rBV2 10957 23774 3.31% 0.367%
34 5.895 1508 1510 1513 rVB 282 162 0.02% 0.003%
35 5.992 1526 1540 1560 rBV 161940 338967 47.12% 5.236%
36 6.188 1598 1601 1606 rBV4 265 244 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100223\
Data File : VV@32192.D

Acqg On : 02 Oct 2023 11:16
Operator : SY/MD

Sample : PB155945TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SFAMVLM@92523WMA.M
Title : VOC Analysis
37 6.223 1610 1612 1616 rvB2 239 141 0.02% 0.002%
38 6.249 1617 1620 1623 rBvV3 327 183 ©0.03% 0.003%
39 6.272 1624 1627 1628 rBV2 288 141 0.02% 0.002%
40 6.294 1628 1634 1635 rBV3 1593 1590 0.22% 0.025%
41  6.397 1657 1666 1705 rBV 78120 162199 22.55% 2.505%
42 6.683 1751 1755 1757 rVB 324 222 0.03% 0.003%
43 6.706 1760 1762 1764 rBV2 314 136 0.02% 0.002%
44 6.821 1796 1798 1804 rBV3 192 179 0.02% 0.003%
45 6.915 1816 1827 1854 rBV 85183 165924 23.07% 2.563%
46 7.056 1869 1871 1873 rVB2 402 172 0.02% 0.003%
47 7.124 1882 1892 1902 rBV 18772 32864 4.57% 0.508%
48  7.246 1918 1930 1961 rBV 312340 556512 77.37%  8.596%
49 7.554 2016 2026 2057 rBV 80005 153807 21.38% 2.376%
50 7.754 2084 2088 2091 rBV3 288 304 0.04% 0.005%
51 7.796 2097 2101 2107 rVB4 301 202 0.03% 0.003%
52 7.866 2113 2123 2143 rBV2 25515 44230 6.15% 0.683%
53 7.979 2147 2158 2163 rBV3 5671 8591 1.19% 0.133%
54 8.027 2163 2173 2199 rVvv2 173187 336407 46.77%  5.196%
55  8.133 2199 2206 2223 rVB 37467 65402 9.09% 1.010%
56 8.249 2234 2242 2268 rVB 21039 40659 5.65% 0.628%
57 8.362 2272 2277 2281 rBV6 1190 1473 0.20% 0.023%
58 8.468 2307 2310 2313 rBvV2 233 183 ©0.03% 0.003%
59 8.542 2329 2333 2335 rVB 253 175 0.02% 0.003%
60 8.622 2346 2358 2383 rBV 73096 122240 16.99%  1.888%
61 8.786 2395 2409 2435 rBV 403384 676933 94.11% 10.456%
62 9.062 2490 2495 2497 rBV2 833 601 0.08% 0.009%
63 9.345 2577 2583 2584 rBV3 559 453 0.06% 0.007%
64 9.400 2597 2600 2603 rBV2 194 161 ©0.02% 0.002%
65 9.500 2621 2631 2642 rBvV4 4054 8130 1.13% 0.126%
66 9.567 2650 2652 2657 rVB4 632 447 0.06% 0.007%
67 9.680 2680 2687 2692 rBV2 219 271 0.04% 0.004%
68 9.722 2697 2700 2704 rVB3 320 216 0.03% 0.003%
69 9.869 2743 2746 2748 rBV2 204 127 0.02% 0.002%
70  9.908 2756 2758 2766 rVB2 235 177 0.02% 0.003%
71  9.953 2767 2772 2775 rVB2 186 177 0.02% 0.003%
72 9.982 2775 2781 2784 rBV 201 197 0.03% 0.003%
73 10.111 2813 2821 2823 rBV 240 298 0.04% 0.005%
74 10.156 2823 2835 2857 rVV 221283 355512 49.42%  5.491%
75 10.294 2875 2878 2884 rBV2 216 213 0.03% 0.003%
76 10.918 3068 3072 3076 rBV2 151 135 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100223\
Data File : VV032192.D

Acqg On : 02 Oct 2023 11:16
Operator : SY/MD

Sample : PB155945TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SFAMVLM@92523WMA.M
Title : VOC Analysis
77 11.133 3137 3139 3145 rVB2 266 1706 0.02% 0.003%
78 11.188 3145 3156 3176 rBV 450151 682903 94.94% 10.549%
79 11.342 3202 3204 3207 rBV2 284 128 0.02% 0.002%
80 11.429 3228 3231 3235 rBV2 145 161 0.02% 0.002%
81 11.564 3261 3273 3293 rBV 346132 544707 75.73%  8.414%
82 11.757 3330 3333 3335 rBV2 204 137 0.02% 0.002%
83 11.824 3351 3354 3359 rVB 388 200 0.03% 0.003%
84 12.287 3496 3498 3501 rBV2 232 128 0.02% 0.002%
85 12.390 3527 3530 3534 rBV2 212 144 0.02% 0.002%
86 12.818 3661 3663 3669 rVB2 310 285 0.04% 0.004%
87 12.847 3669 3672 3676 rBV 183 158 0.02% 0.002%
88 12.879 3676 3682 3683 rBV 242 229 0.03% 0.004%
89 13.217 3781 3787 3791 rBV4 530 560 0.08% 0.009%
90 13.310 3814 3816 3820 rBV2 329 250 0.03% 0.004%
91 13.377 3834 3837 3840 rVB2 240 159 0.02% 0.002%
92 13.458 3853 3862 3871 rVBS5 1493 2410 0.34% 0.037%
93 13.660 3922 3925 3926 rBV2 415 227 0.03% 0.004%
94 13.689 3930 3934 3943 rVB4 573 849 0.12% 0.013%
95 13.728 3943 3946 3948 rBV2 284 174 0.02% 0.003%
96 13.776 3959 3961 3967 rBV3 507 360 0.05% ©0.006%
97 13.863 3986 3988 3992 rVB 283 147 0.02% 0.002%
98 13.889 3993 3996 3999 rBV2 295 219 0.03% 0.003%
99 14.133 4070 4072 4074 rBV2 201 129 0.02% 0.002%
100 14.429 4161 4164 4166 rBV2 341 215 0.03% 0.003%
Sum of corrected areas: 6473913
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100223\

: VWe32192.D

: 02 Oct 2023 11:16
: SY/MD

: PB155945TB 10X

: 5.0mL/MSVOA_V/WATER
: 5

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92523WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV032192.D\data.ms

400000

300000

4.960 5.535
200000
2059 5.992
4.252
100000y 1.278 1532 6.397
3.789
1.42 2244 SEEUBEATBI T2 BIGHEBE? 4.80ROATRY73\ o1 2xmpart_ >83bs
- ‘\TF!‘FY—“Y‘Y_Y_F" Y_Y—Y’\‘[ TY_FTF T ‘ T
Time--> 120140160180200220240260280300320340360380400420440460480500520540560580600620640
Abundance TIC: VV032192.D\data.ms
11.188
8.786
400000
11.564
7.246
300000
10.156
200000 8.027
100000 6.915 7.554 8.622
.133
7.12 7.866 | 18.249
0 BEEEB21\7.0 77349 -979)\ /8.363 9062 92 4B0YBHBAREBNEP ] 11D.294 10.9181.1/381134229 | 11L.75824
T R e e e e ‘ — T e e T

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: VV032192.D\data.ms

400000

300000

200000

100000

0 1228390 ng 13]21313745M4 133 14 429
T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T

Time--> 12.50 1300 1350 1400 1450 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\VV100223\
Data File : VV@©32192.D

Acqg On : 02 Oct 2023 11:16
Operator : SY/MD

Sample : PB155945TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92523WMA.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.
6.397 15.11 ug/L 162199 1,4-Difluorobenzene 5.535

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 72
4 n-Propyl acetate 102 C5H1002 000109-60-4 64
5 Isopropyl acetate 102 C5H1002 000108-21-4 38
Abundance Scan 1666 (6.397 min): VV032192.D\data.ms (-1657) (-) m/z 42.95 100.00%
43.0
5000
61.0

Rmmas e SRR

730 6.00 6.20 6.40 6.60 6.80
bl L 870 wyz el.e0  29.42%

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

Abundance #4776 n-Propyl acetate

43.0
5000 RN RN R
6.00 6.20 6.40 6.60 6.80
61.0 m/z 73.00 15.71%
73.0
15.0 27‘-0 I | ‘
O\\‘\\‘\\‘\\\\“\\\\“\{\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
Raman e RARRRS
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.00 10.80%
61.0
73.0
Ol 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110 k\
Abundance #4780: n-Propyl acetate R R
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.00 9.16%
5000
61.0
150 27.0 77-0
0H‘H‘H‘H\‘\“Hm“w;u‘HH“\m‘\m‘\m‘\m‘\m‘\
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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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100223\
: VWe32192.D

: 02 Oct 2023 11:16

: SY/MD

: PB155945TB 10X

: 5.0mL/MSVOA_V/WATER

: 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92523WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
7.124 3.06 ug/L 32864 1,4-Difluorobenzene 5.535

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 64
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 38
Abundance Scan 1892 (7.124 min): VV032192.D\data.ms (-1882) (-) m/z 57.00 100.00%
57.0
43.0
5000
75.0
R RRRRR e RRLE
‘ 101.0 6.80 7.00 7.20 7.40
Obr el il w2 42095 57.76%
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 U N R R R |
290 6.80 7.00 7.20 7.40
75.0 m/z 75.00 31.91%
‘ ‘ ‘ 101.0
O\\‘\H\‘\\‘H‘H\\‘i1\‘\\‘\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 R
57.0
(R B N A 1V R
6.80 7.00 7.20 7.40
5000 43.0 m/z 41.00 18.17%
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 /L
Abundance #9306: Propanoic acid, 1-methylethyl ester TR EBVER s M A TN 1
57.0 6.80 7.00 7.20 7.40
m/z 59.00 11.41%
43.0
5000
29.0 75.0
101.0
SN O U 11 0 S | B
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\VV100223\
Data File : VV@©32192.D

Acqg On : 02 Oct 2023 11:16
Operator : SY/MD

Sample : PB155945TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92523WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
7.866 3.27 ug/L 44230 Chlorobenzene-d5 8.786

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 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72

Abundance Scan 2123 (7.866 min): VV032192.D\data.ms (-2113) (-) m/z 42.95 100.00%
3.0

9.

5000
71.0
TS e
“ 89.0 1151 7.60 7.80 8.00 8.20
Obrrperrrprrre e ety m/z 71,00 36.14%
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‘ﬂ‘u"ﬁu
7.60 7.80 8.00 8.20
71.0

27.0 m/z 41.00 22.50%

89.0
‘ ‘M 57,0 ‘ \ 115.0 130.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester A
43.0

7.60 7.80 8.00 8.20

o

5000 ITI/Z 89.00 14.53%
71.0
27.0 89.0
1y | 1150
O brrprert e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester cocpog b ‘f\‘ e
43.0 7.60 7.80 8.00 8.20

m/z 42.00 10.50%

5000
71.0

27.0 89.0

115.0 130.0
oH‘mWm‘uH“\:uWm‘HH‘mWm“w_m,w_ww A L

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100223\
Data File : VV@©32192.D

Acqg On : 02 Oct 2023 11:16
Operator : SY/MD

Sample : PB155945TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92523WMA.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.
8.133 4.83 ug/L 65402  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 47
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 9
Abundance Scan 2206 (8.133 min): VV032192.D\data.ms (-2199) (-) m/z 57.00 100.00%
57.0
5000 75.0
e
47'0 7.80 8.00 8.20 8.40
Obrrrererrrrrprrtll b 8T8 m/z 75.e0  43.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 L L L B R
290 8.0 7.80 8.00 8.20 8.40
43.0 m/z 43.00 16.44%
OH‘\\\.\‘\\i‘l“\\H“H‘H\‘\\iH‘H\\‘\}1\’\\\\.‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester
57.0
R AN EaaEREEEac
29.0 7.80 8.00 8.20 8.40
5000 75.0 m/z 41.00  11.18%
43.0
0., 150 “m I sho  so
e e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264 Propanoic acid, propyl ester R RARMARESae
57.0 7.80 8.00 8.20 8.40
m/z 41.95 9.11%
5000 75.0
29.0 43.0
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\VV100223\
Data File : VV@©32192.D

Acqg On : 02 Oct 2023 11:16
Operator : SY/MD

Sample : PB155945TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92523WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
8.249 3.00 ug/L 40659  Chlorobenzene-d5 8.786

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 64
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 59
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 50
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 42
Abundance Scan 2242 (8.249 min): VV032192.D\data.ms (-2234) () | m/z 42.95 100.00%
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Abundance #9209: Acetic acid, butyl ester
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100223\
Data File : VV@©32192.D

Acqg On : 02 Oct 2023 11:16
Operator : SY/MD

Sample : PB155945TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92523WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.622 9.03 ug/L 122240  Chlorobenzene-d5 8.786

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 78
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
Abundance Scan 2358 (8.622 min): VV032192.D\data.ms (-2346) (-) m/z 43.00 100.00%
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Abundance #15399: Isopropyl butyrate
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43.0
71'0 \\\\‘\\\\‘\\\\’\\\\‘\\\
8.40 8.60 8.80 9.00
5000 m/z 41.00 29.80%
89.0
27.0
O S0, L 1803300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ML
Abundance #15400: Isopropy! butyrate ““\“‘w““v“‘w“‘
43.0 8.40 8.60 8.80 9.00
m/z 42.00 15.35%
71.0
5000
89.0
0 200 ] | 1150
P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00

SFAMVLM@92523WMA.M Tue Oct 03 17:16:07 2023 Page: 10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100223\
Data File : VV@032192.D

Acqg On : 02 Oct 2023 11:16
Operator : SY/MD

Sample : PB155945TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92523WMA.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 6 5.1 ug/L 162199 1 5.535 536610 50.
Propanoic acid,... 7 3.1 ug/L 32864 1 5.535 536610 50.
Propanoic acid,... 7 3.3 ug/L 44230 2 8.786 676933 50.
Propanoic acid,... 8.133 4.8 ug/L 65402 2 8.786 676933 50.
Acetic acid, bu... 8 3.0 ug/L 40659 2 8.786 676933 50.
Isopropyl butyrate 8 9.0 wug/L 122240 2 8.786 676933 50.
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