LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59551.D

Acqg On : 27 Jun 2024 10:32
Operator : MD/SY

Sample : PB161741TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 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\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59551.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 87 95 112 rBV 74623 88831 14.11% 1.622%
2 1.907 184 192 207 rBV 61832 85962 13.65% 1.569%
3 2.560 383 395 408 rBV 123125 198167 31.47% 3.617%
4 2.692 434 436 440 rVB2 435 270 0.04% 0.005%
5 2.792 458 467 472 rVB2 627 1080 0.17% 0.020%
6 2.917 503 506 512 rBV2 199 192 0.03% 0.004%
7 2.981 521 526 529 rBV2 177 198 ©0.03% 0.004%
8 3.042 535 545 556 rBB4 4074 7933 1.26% 0.145%
9 3.171 578 585 588 rBv2 696 946 0.15% 0.017%
16 3.557 701 705 710 rBV2 182 214 0.03% 0.004%
11  3.721 751 756 759 rBv2 188 198 0.03% 0.004%
12 4.120 877 880 882 rBV2 251 196 0.03% 0.004%
13 4.396 961 966 973 rvVB2 157 227 0.04% 0.004%
14 4.612 1023 1033 1064 rBV 57130 145570 23.12% 2.657%
15 5.e55 1153 1171 1193 rBV 116232 258475 41.05% 4.718%
16 5.174 1205 1208 1214 rBV3 436 512 0.08% 0.009%
17 5.203 1214 1217 1221 rVB2 408 303 0.05% 0.006%
18 5.226 1221 1224 1228 rVB2 399 239 0.04% 0.004%
19 5.261 1228 1235 1239 rBv2 210 246 0.04% 0.004%
20 5.531 1314 1319 1321 rBV 222 190 0.03% 0.003%
21 5.605 1339 1342 1349 rVB 206 188 ©0.03% 0.003%
22 5.718 1358 1377 1410 rBV2 227145 629617 100.00% 11.493%
23 5.911 1428 1437 1450 rBV2 5643 11670 1.85% 0.213%
24  6.020 1466 1471 1474 rVB3 274 251 0.04% 0.005%
25 6.097 1490 1495 1502 rVB2 264 415 0.07% 0.008%
26 6.139 1502 1508 1510 rBV 427 364 0.06% 0.007%
27  6.242 1525 1540 1564 rBV 227310 447322 71.05% 8.166%
28 6.534 1619 1631 1639 rBV5S 2050 3945 0.63% 0.972%
29 6.682 1664 1677 1703 rVV 144585 283469 45.02% 5.175%
30 6.814 1713 1718 1721 rVB3 209 215 0.03% 0.004%
31 6.846 1726 1728 1734 rBV2 277 266 0.04% 0.005%
32 6.927 1745 1753 1768 rBV2 2914 6112 0.97% 0.112%
33 7.033 1777 1786 1805 rBV 68488 124358 19.75%  2.270%
34 7.177 1829 1831 1833 rBV 357 227 0.04% 0.004%
35 7.197 1834 1837 1840 rvv3 634 431 0.07% ©0.008%
36 7.341 1879 1882 1885 rBV 302 212 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59551.D

Acqg On : 27 Jun 2024 10:32
Operator : MD/SY

Sample : PB161741TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 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\SFAMULMO52924WMA .M
Title : VOC Analysis
37 7.499 1925 1931 1938 rBV2 165 221 0.04% 0.004%
38 7.560 1938 1950 1974 rBV2 72647 132780 21.09% 2.424%
39 7.669 1982 1984 1990 rVB 490 364 0.06% 0.007%
40 7.734 1990 2004 2019 rBV 13583 23811 3.78% 0.435%
41  7.891 2041 2053 2086 rBV 270120 481933 76.54% 8.797%
42 8.084 2110 2113 2116 rVB3 441 347 0.06% 0.006%
43 8.110 2116 2121 2123 rBV2 340 273 0.04% 0.005%
44  8.174 2123 2141 2158 rBV2 56840 118194 18.77%  2.158%
45  8.460 2218 2230 2247 rVWV 16963 28381 4.51% 0.518%
46  8.554 2250 2259 2260 rVV4 2005 1992 0.32% 0.036%
47  8.570 2260 2264 2272 rVV3 3379 4499 0.71% 0.082%
48  8.627 2272 2282 2304 rVV 159814 316264 50.23% 5.773%
49 8.724 2305 2312 2336 rVV 34858 65141 10.35% 1.189%
50  8.833 2337 2346 2366 rVW2 17727 35165 5.59% 0.642%
51 8.917 2370 2372 2374 rW 502 261 0.04% 0.005%
52 8.930 2374 2376 2379 rVB 369 225 0.04% 0.004%
53 9.206 2451 2462 2479 rBV 49488 80623 12.81% 1.472%
54  9.303 2490 2492 2496 rVB2 532 284 0.05% ©0.005%
55 9.361 2505 2510 2511 rBV3 642 551 0.09% 0.010%
56 9.412 2514 2526 2551 rBV 350374 589164 93.57% 10.755%
57 9.570 2570 2575 2578 rBV 589 606 0.10% 0.011%
58 9.772 2636 2638 2643 rvv2 202 187 ©0.03% 0.003%
59 9.798 2643 2646 2650 rVB2 256 183 0.03% 0.003%
60 9.901 2672 2678 2681 rBV2 183 196 0.03% 0.004%
61 9.917 2681 2683 2686 rBV 316 222 0.04% 0.004%
62 10.078 2724 2733 2747 rBV5 2566 5410 0.86% 0.099%
63 10.174 2760 2763 2769 rVB2 202 191 0.03% 0.003%
64 10.248 2783 2786 2794 rVB2 204 236 0.04% 0.004%
65 10.299 2797 2802 2808 rBV 235 298 0.05% 0.005%
66 10.489 2854 2861 2869 rVB3 447 783 0.12% 0.014%
67 10.563 2881 2884 2887 rBV 308 227 0.04% 0.004%
68 10.750 2929 2942 2962 rBV 223300 364121 57.83% 6.647%
69 10.888 2982 2985 2992 rVB2 498 519 0.08% 0.009%
70 11.023 3024 3027 3033 rBV 293 264 0.04% 0.005%
71 11.312 3112 3117 3120 rBV 286 305 ©0.05% 0.006%
72 11.412 3143 3148 3153 rBV2 254 251 0.04% 0.005%
73 11.457 3159 3162 3164 rBV2 292 189 0.03% 0.003%
74 11.473 3164 3167 3169 rVV 347 242 0.04% 0.004%
75 11.553 3189 3192 3196 rBV2 272 199 0.03% 0.004%
76 11.750 3246 3253 3260 rVB2 592 678 0.11% 0.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59551.D

Acqg On : 27 Jun 2024 10:32
Operator : MD/SY

Sample : PB161741TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 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\SFAMULMO52924WMA .M
Title : VOC Analysis
77 11.807 3260 3271 3292 rBV 301937 490297 77.87%  8.950%
78 12.190 3378 3390 3412 rBV 251452 424978 67.50% 7.758%
79 12.724 3553 3556 3558 rBV2 257 188 0.03% 0.003%
80 12.762 3563 3568 3571 rBV2 297 223 0.04% 0.004%
81 13.238 3714 3716 3721 rVB2 588 453 0.07% 0.008%
82 13.534 3805 3808 3813 rVB2 242 198 0.03% 0.004%
83 13.859 3905 3909 3916 rBV3 640 855 0.14% 0.016%
84 14.119 3986 3990 3995 rBV2 514 669 0.11% 0.012%
85 14.331 4049 4056 4057 rBV 566 557 0.09% 0.010%
86 14.386 4069 4073 4081 rBV2 401 514 ©0.08% 0.009%
87 14.434 4086 4088 4093 rBV 217 191 0.03% 0.003%
88 14.492 4103 4106 4112 rBV2 331 230 0.04% 0.004%
89 14.611 4138 4143 4146 rBV3 418 356 0.06% 0.006%
990 14.647 4152 4154 4157 rVB 518 231 0.04% 0.004%
91 14.701 4169 4171 4176 rBV2 317 258 0.04% 0.005%
92 14.756 4186 4188 4190 rBV 345 214 0.03% 0.004%
93 14.894 4227 4231 4235 rVB2 413 405 0.06% 0.007%
94 15.045 4275 4278 4280 rBV3 416 271 0.04% 0.005%
95 15.129 4302 4304 4307 rBV 445 294 0.05% ©0.005%
96 15.431 4394 4398 4401 rBV2 389 416 0.07% 0.008%
97 15.711 4481 4485 4487 rBV3 441 362 0.06% 0.007%
98 15.897 4540 4543 4547 rBV 583 509 0.08% 0.009%
99 15.936 4553 4555 4558 rBV3 458 329 0.05% 0.006%
100 16.126 4611 4614 4615 rBV3 560 369 0.06% 0.007%
Sum of corrected areas: 5478158
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59551.D

Acqg On : 27 Jun 2024 10:32
Operator : MD/SY

Sample : PB161741TB 10X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU059551.D\data.ms

300000

250000
5.718 6.242

200000

150000 6.68

100000
1.596
1.907 4, 612

50000

26279980V 71 3553721 4120 4. 39 5305 5. 9é.bamg§' 6.534
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ “Y_Y’\—( ‘\\\\‘\\\\ \\‘\\\\\\\\‘\\\\‘ \\\\‘\\\\‘\\\‘\\\\‘\\\ \\\‘ \‘\\ i
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 :

naneso TIC: VUOQS?ELSZLD\data.ms

o

300000 11.807

7.891

250000 12.

10.750

200000

8.627
150000

100000
7.560
e 8.174 9.206
50000 724
734 8.460 | | /8.833
5@4@2 7B 3414 B /8 98D |933519.57007mEP N18RedI0FH3 | 10.88023 11 RIBAHBSRL. 75

0 e A s O A e e e I
Time--> 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance :
u Wance, TIC: VU059551.D\data.ms

300000

250000

200000

150000

100000

50000

0 K\ 1227'/_7&2 13 238 13 534 13 85914 1194343&@@4%68%54529 15 431 15 7]]]5589383 126

Time--> 12150 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\VU062724\
Data File : VU@59551.D

Acqg On : 27 Jun 2024 10:32
Operator : MD/SY

Sample : PB161741TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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.
7.033  13.90 ug/L 124358 1,4-Difluorobenzene 6.242

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 72
5 n-Propyl acetate 102 C5H1002 000109-60-4 72
Abundance Scan 1786 (7.033 min): VU059551.D\data.ms (-1777) (-) m/z 42.85 100.00%
42.9
5000
61.0
730 L L A I B B R B LR I
‘ 6.80 7.00 7.20 7.40
Ot el 87O m/z 61.00  34.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776 n-Propyl acetate
43.0
5000 UL L L O I BN L
6.80 7.00 7.20 7.40
61.0 m/z 73.00 17.74%
73.0
15.0 27‘-0 I | ‘
0 \\‘\\‘\\‘\\\\“\\\\“\{\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
 RARERES AR
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.02%
61.0
73.0
Ol 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4779: n-Propyl acetate R R R
43.0 6.80 7.00 7.20 7.40
m/z 41.00 10.84%
5000
61.0
73.0
180 210 |
o e e e e 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\VU062724\
Data File : VU@59551.D

Acqg On : 27 Jun 2024 10:32
Operator : MD/SY

Sample : PB161741TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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.
7.734 2.66 ug/L 23811 1,4-Difluorobenzene 6.242

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 64
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 56
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
Abundance Scan 2004 (7.734 min): VU059551.D\data.ms (-1990) (-) m/z 56.90 100.00%
56.9
43.0
5000
75.0
e
‘ 100.9 7.40 7.60 7.80 8.00
Ol el m/z 43.e0  57.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
43.0 A
5000 LA L B R B B BB |
29.0 75.0 7.40 7.60 7.80 8.00
m/z 75.00 33.57%
101.0
O \\\‘]\-?\.\O‘\\{‘l‘\\\\“MH\\‘\\\}“\\\\‘\}\\‘\\\\‘\\\\“\\\\‘]-\]\-\6\.9\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
R RN
43.0 7.40 7.60 7.80 8.00
5000 ’ m/z 40.90 24 .44%
29.0
75.0
‘ ‘ ‘ 101.0
) S 1S A | o A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9303: Propanoic acid, 1-methylethyl ester ana ‘0‘ R RRARARSEREREY
7.0 7.40 7.60 7.80 8.00
43.0 m/z 41.90 10.68%
5000 29.0
75.0
150 101.0
M O S AR X Bt T SO A P AV
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\VU062724\
Data File : VU@59551.D

Acqg On : 27 Jun 2024 10:32
Operator : MD/SY

Sample : PB161741TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.724 5.53 ug/L 65141 Chlorobenzene-d5 9.412

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 78
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 40
Abundance Scan 2312 (8.724 min): VU059551.D\data.ms (-2305) (-) m/z 56.90 100.00%
56.9
5000 750
R RA s A RERa
4‘7 0 8.40 8.60 8.80 9.00
Ol e mjz 75.00  50.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264: Propanoic acid, propyl ester
57.0
5000 L L B B B
0 8.40 8.60 8.80 9.00
29.0 43.0 m/z 42.95 14.17%
OH‘\\H‘\H‘\“HH“‘\“H\‘\H\‘H\\‘\}H’\H\‘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 e
29.0 8.40 8.60 8.80 9.00
5000 75.0 m/z 40.90  11.97%
43.0
0., 150 “m Il 880 1150
e e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester e ARAREES
57.0 8.40 8.60 8.80 9.00
m/z 86.95 10.95%
5000 75.0
29.0
43.0
0 H‘1‘559_”:“””“““”_HwH‘wHH,‘?ﬁs“q‘wm,ww SN A O T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59551.D

Acqg On : 27 Jun 2024 10:32
Operator : MD/SY

Sample : PB161741TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 Acetic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.833 2.98 ug/L 35165 Chlorobenzene-d5 9.412

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 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 56
Abundance Scan 2346 (8.833 min): VU059551.D\data.ms (-2337) (-) m/z 42.90 100.00%
42.9
5000 56.0
72.9 \\\\‘\\\\‘\\\\’\\\\‘\\\
‘ ‘ ‘ ‘ 85.8 8.60 8.80 9.00 9.20
Obrrprrer el ey oo e | M/Z 55.95  45.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9201: Acetic acid, butyl ester
43.0
5000 e e
56.0 8.60 8.80 9.00 9.20
m/z 72.90  24.69%
150 290 3.0
0 — L ﬂ_ I ﬂ 87.0 101.0 115.0
H‘\\H‘\H\[H\I‘IH\‘\H\‘H\\‘1\H’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
.60 8.80 9.00 9.20
5000 56.0 m/z 40.90 17.33%
29.0 73.0
ol 150 “5 1 Ll | 870 1010 117.0
R A B L e e AN RRRERE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #9208: Acetic acid, butyl ester B REAEREEES SRR S
43.0 8.60 8.80 9.00 9.20
m/z 61.00 17.16%
56.0
5000
73.0
27.0
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\VU062724\
Data File : VU@59551.D

Acqg On : 27 Jun 2024 10:32
Operator : MD/SY

Sample : PB161741TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.206 6.84 ug/L 80623  Chlorobenzene-d5 9.412

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 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 78
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 78
5 Isopropyl butyrate 130 C7H1402 000638-11-9 78
Abundance Scan 2462 (9.206 min): VU059551.D\data.ms (-2451) (-) m/z 43.00 100.00%
43.0 71.0
5000
89.0
T TR
‘ ‘ | | 115.0 8.80 9.00 9.20 9.40 9.60
Oberprrerprrrrprestitbiee el e it e et e m/z 71,00 88.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 | BN R B R
89.0 8.80 9.00 9.20 9.40 9.60
' m/z 89.00 35.76%
27.0
0H\‘\H\‘HH‘\HWM\H‘HH‘PH\‘H\H‘\H!‘HH‘\\\\]‘-\].\?\?\\1\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.
R ARERARRE
8.80 9.00 9.20 9.40 9.60
m/z 40.90 35.20%
5000 89.0
0
owowbwo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15467: Butanoic acid, propyl ester R EEEmEERE TSR
71.0 8.80 9.00 9.20 9.40 9.60
30 m/z 41.90 19.35%
43. 89.0
5000
27.0
0H‘_HWHLHHHJH‘_HWHH‘WHMHW‘HWHHM‘HMHWH‘w ‘NH‘_“W‘A‘_‘H“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\VU062724\
Data File : VU@59551.D

Acqg On : 27 Jun 2024 10:32
Operator : MD/SY

Sample : PB161741TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .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 7.033 13.9 ug/L 124358 1 6.242 447322 50.0
Propanoic acid,... 7.734 2.7 ug/L 23811 1 6.242 447322 50.0
Propanoic acid,... 8.724 5.5 ug/L 65141 2 9.412 589164 50.0
Acetic acid, bu... 8.833 3.0 ug/L 35165 2 9.412 589164 50.0
Isopropyl butyrate 9.206 6.8 ug/L 80623 2 9.412 589164 50.0
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