LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30
Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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\SFAMVLM120123WMA.M
Title : VOC Analysis

Signal : TIC: VVv@33328.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.169 34 40 61 rVB 24522 29637 3.43% 0.393%
2 1.278 68 74 91 rBvV 110049 120183 13.89% 1.592%
3 1.532 146 153 168 rVB 80079 95789 11.07% 1.269%
4 2.060 307 317 329 rBV 172718 252299 29.16%  3.342%
5 2.156 344 347 353 rvB3 527 429 0.05% 0.006%
6 2.185 353 356 359 rVB3 438 245 0.03% ©0.003%
7 2.243 367 374 376 rBV3 898 1072 0.12% 0.014%
8 2.339 398 404 407 rBv2 363 339 0.04% 0.004%
9 2.449 428 438 449 rBv2 6962 10937 1.26% 0.145%
10 2.523 459 461 464 rBV2 357 205 0.02% ©0.003%
11  2.625 489 493 498 rVB2 388 375 0.04% 0.005%
12 2.748 527 531 536 rBv2 301 329 0.04% 0.004%
13 2.831 554 557 560 rVB 307 254 0.03% 0.003%
14 3.114 633 645 651 rBVS 1244 2492 0.29% 0.033%
15 3.256 684 689 691 rBV 264 268 0.03% 0.004%
16 3.297 699 702 708 rBB2 267 265 0.03% 0.004%
17 3.407 732 736 740 rBV2 265 257 0.03% 0.003%
18 3.645 802 810 811 rBV 550 529 0.06% 0.007%
19 3.680 819 821 826 rVB3 460 283 0.03% 0.004%
20 3.783 844 853 882 rBV 41421 111962 12.94% 1.483%
21  4.114 953 956 958 rBV 298 232  0.03% 0.003%
22 4.246 982 997 1027 rBV2 142827 371303 42.91% 4.918%
23 4.529 1081 1085 1087 rVB 350 228 0.03% 0.003%
24  4.580 1098 1101 1105 rVB2 298 236 0.03% 0.003%
25 4.603 1105 1108 1112 rVB2 418 373 0.04% 0.005%
26 4.728 1145 1147 1148 rBV 408 210 0.02% 0.003%
27 4.760 1154 1157 1163 rBB2 445 401 0.05% 0.005%
28 4.957 1199 1218 1248 rBvV2 323431 865245 100.00% 11.461%
29 5.204 1287 1295 1317 rVB3 7002 17729 2.05% 0.235%
30 5.455 1366 1373 1375 rBV 476 515 0.06% 0.007%
31 5.535 1382 1398 1430 rBV 268774 561453 64.89% 7.437%
32 5.751 1462 1465 1466 rBV 390 213 0.02% 0.003%
33 5.831 1481 1490 1494 rBV6 2502 3908 0.45% 0.052%
34 5.989 1525 1539 1564 rBV 176018 365203 42.21% 4.837%
35 6.391 1652 1664 1688 rBV 87001 170860 19.75%  2.263%
36 6.834 1799 1802 1805 rBV2 389 326 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30
Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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\SFAMVLM120123WMA.M
Title : VOC Analysis
37 6.911 1816 1826 1850 rBV2 105621 198679 22.96% 2.632%
38 7.120 1881 1891 1903 rBV2 23047 40298 4.66% ©.534%
39 7.243 1917 1929 1963 rBV 418455 735973 85.06% 9.748%
40 7.551 2011 2025 2044 rBV2 103558 186959 21.61% 2.476%
41 7.786 2096 2098 2099 rBV 452 203 0.02% 0.003%
42 7.860 2111 2121 2143 rBV2 29780 53479 6.18% 0.708%
43 7.976 2143 2157 2162 rBV7 6403 12104 1.40% 0.160%
44  8.024 2163 2172 2190 rBV2 162677 290235 33.54%  3.844%
45  8.130 2198 2205 2226 rVB 51127 88917 10.28% 1.178%
46 8.243 2233 2240 2257 rVB 24760 42994 4.97% 0.569%
47  8.464 2304 2309 2310 rBvV2 373 333 0.04% 0.004%
48 8.619 2346 2357 2379 rBV 96694 161125 18.62% 2.134%
49 8.783 2397 2408 2439 rBV 450806 747562 86.40% 9.902%
50 8.982 2467 2470 2474 rBV2 434 295 0.03% 0.004%
51 9.024 2481 2483 2486 rVB 540 255 0.03% 0.003%
52 9.050 2486 2491 2493 rBV3 702 591 0.07% 0.008%
53 9.339 2575 2581 2588 rBV3 810 1438 0.17% 0.019%
54 9.419 2602 2606 2608 rBV 389 253 0.03% 0.003%
55 9.493 2617 2629 2634 rBvV3 6402 9585 1.11% 0.127%
56 9.677 2683 2686 2690 rvB2 326 282 0.03% 0.004%
57 9.702 2690 2694 2696 rBV 351 238 0.03% 0.003%
58 9.715 2696 2698 2702 rvv2 566 411 0.05% ©0.005%
59 9.747 2706 2708 2713 rVWV 223 200 0.02% 0.003%
60 9.780 2713 2718 2721 rVB 230 220 0.03% 0.003%
61 9.847 2733 2739 2743 rBB2 295 366 0.04% ©0.005%
62 9.873 2744 2747 2750 rBB2 463 315 0.04% 0.004%
63 9.915 2758 2760 2767 rVv2 344 259 0.03% 0.003%
64 10.098 2812 2817 2821 rBV2 303 325 0.04% 0.004%
65 10.153 2821 2834 2854 rBV 274292 434415 50.21% 5.754%
66 10.249 2861 2864 2868 rVB3 386 256 0.03% ©0.003%
67 10.326 2881 2888 2897 rVV5 2831 4034 0.47% 0.053%
68 10.387 2904 2907 2910 rBV 285 285 0.03% 0.004%
69 10.525 2947 2950 2953 rBB 287 218 0.03% 0.003%
70 10.857 3051 3053 3057 rBV3 420 345 0.04% 0.005%
71 10.950 3078 3082 3085 rVB2 276 224 0.03% 0.003%
72 10.976 3085 3090 3092 rBV 282 322 0.04% 0.004%
73 11.040 3107 3110 3114 rBV 275 270 0.03% 0.004%
74 11.124 3133 3136 3139 rVv2 326 222 0.03% 0.003%
75 11.185 3144 3155 3176 rBV 481564 751872 86.90%  9.959%
76 11.323 3196 3198 3204 rVB3 502 421 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30
Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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\SFAMVLM120123WMA.M
Title : VOC Analysis
77 11.561 3259 3272 3292 rBV 487678 781336 90.30% 10.349%
78 11.966 3395 3398 3404 rBB2 352 411 0.05% ©0.005%
79 12.008 3405 3411 3414 rBV3 449 475 0.05% 0.006%
80 12.062 3425 3428 3430 rBV2 361 234 0.03% 0.003%
81 12.120 3443 3446 3450 rBV2 267 256 0.03% 0.003%
82 12.201 3460 3471 3478 rBV3 1729 3016 0.35% 0.040%
83 12.381 3521 3527 3530 rBV 278 305 0.04% 0.004%
84 12.500 3560 3564 3566 rBV2 384 310 0.04% 0.004%
85 12.541 3571 3577 3582 rBB 377 454 0.05% 0.006%
86 12.583 3585 3590 3591 rBV 574 434 0.05% 0.006%
87 12.702 3621 3627 3630 rVVv2 328 363 0.04% 0.005%
88 12.728 3632 3635 3637 rBV 294 212  0.02% 0.003%
89 12.976 3708 3712 3717 rVB2 536 436 0.05% 0.006%
90 13.056 3734 3737 3742 rBV2 422 401 ©.05% 0.005%
91 13.185 3773 3777 3779 rBvV2 356 298 0.03% 0.004%
92 13.210 3779 3785 3790 rVVv4 1142 1358 0.16% 0.018%
93 13.271 3801 3804 3810 rVB3 427 317 0.04% 0.004%
94 13.455 3853 3861 3866 rBV2 2341 2874 0.33% 0.038%
95 13.683 3927 3932 3934 rBV3 967 842 0.10% 0.011%
96 13.738 3945 3949 3952 rBV2 515 484 0.06%  ©.006%
97 14.021 4034 4037 4038 rBV 535 314 0.04% 0.004%
98 14.239 4102 4105 4107 rBvV2 492 336 0.04% 0.004%
99 14.397 4151 4154 4157 rBV3 654 491 0.06% 0.007%
100 14.866 4297 4300 4301 rBV 614 420 0.05% 0.006%
Sum of corrected areas: 7549739
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\

: VVe33328.D

: 14 Dec 2023 12:30

: SY/MD

: PB157771TB 10X

: 5.0mL/MSVOA_V/WATER

: 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV033328.D\data.ms
400000
4.957
300000
5.535
200000 2.060 5.989
4.246
1.278
100000 1.532 6.391
1.16 3.783
0 TR 339482524831 3.1 BREBAQ 5.204 5 455\ 53531
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 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
Abundance TIC: VV033328.D\data.ms
8.783 11.185 11.561
7.243
400000
300000 10.153
200000
8.024
6.911
100000 7251 8.619
.130
7.12(} 7.860 | g.243
ol_638 N 7.786 A 8 46 s.qmm 9. Q@Wm 24287525 10BAIMEINZN 323 1108P¢
e ; L R R .
Time--> 7.00 8.50 9.00 9.50 10,00 10.50 11.00 11.50 12.00
Abundance TIC: VV033328.D\data.ms
400000
300000
200000
100000
213 TERERRIB.453 35838 14.0214.289.397 14.866
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ 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_V\Data\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30
Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 Sulfur dioxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.169 2.64 ug/L 29637 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 40 (1.169 min): VV033328.D\data.ms (-34) (-) m/z 63.85 100.00%

3.9
5000
i B SR
1.20 1.40 1.60
o 8 - m/z 47.85  46.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L S B B
1.20 1.40 1.60
m/z 65.90 4.50%
32.0
O\\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
64.0
ATl g
1.20 1.40 1.60
5000 m/z 50.00 2.73%
44.0
16.0
0 93.0 115.0 143.0 169.0
T e e T T e
m/iz--> 20 40 60 80 100 120 140 160 MA nﬁ m ﬂ
Abundance #6976: Aminomethanesulfonic acid e
64.0 1.20 1.40 1.60
m/z 39.80 0.59%
5000
42.
0 Ll 830 1110
B e A ma s e L
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30
Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
6.391 15.22 ug/L 170860 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 72
3 n-Propyl acetate 102 C5H1002 000109-60-4 72
4 n-Propyl acetate 102 C5H1002 000109-60-4 64
5 n-Propyl acetate 102 C5H1002 000109-60-4 59
Abundance Scan 1664 (6.391 min): VV033328.D\data.ms (-1652) (-) m/z 43.00 100.00%
43.0
5000
61.0
73.0 REaaa R
‘ 6.00 6.20 6.40 6.60 6.80
Ol e 870, 1010 s 61,08 35.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 L R LB B I
6.00 6.20 6.40 6.60 6.80
61.0 m/z 73.00 22.06%
73.0
0 20 L 103.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
s RN ER R
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.00 11.22%
61.0
27.0 73.0
Ol et e s e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4780: n-Propyl acetate ““‘_““H“,“H“/
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.00 10.29%
5000
61.0
150 27.0 77-0
) N S U T LSRR
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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30
Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 5

R.T. EstConc Area Relative to ISTD R.T.
7.120 3.59 ug/L 40298 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 78
2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 72
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 56
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 56
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 38

Abundance Scan 1891 (7.120 min): VV033328.D\data.ms (-1881) (-) m/z 57.00 100.00%

57.0
43.1
5000
74.9

101.0 T ‘ TTTT ‘ TTTT ‘ T ’ TTT \ ‘
6.80 7.00 7.20 7.40
| 1149

bttt b S sz 43,10 56.99%
miz-> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9304: Propanoic acid, 1-methylethyl ester

' 570
43.0
5000

29.0 6.80 7.00 7.20 7.40
75.0 m/z 74.90  29.29%

‘ “ | ‘ 10‘10
| L |
u\‘uu‘uu‘uu‘uu‘uu‘uu‘\\u‘u\\‘uu‘uu‘uu‘u\
mi/z--> 10 20 30 40 50 60 70 80 90 100110120

o

Abundance
57.0

6.80 7.00 7.20 7.40

m/z-->

43.0
5000 m/z 41.00 18.72%
29.0 75.0
101.0
0 15.0 116.0
T L
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9303: Propanoic acid, 1-methylethyl ester ““H“‘H“‘H‘,‘H“
7.0 6.80 7.00 7.20 7.40
43.0 m/z 101.00  17.22%
5000 29.0
75.0
‘ ‘ 101.0
0 [l I 88.0 | 116.0
Crppah e

10 20 30 40 50 60 70 80 90 100 110120

6.80 7.00 7.20 7.40

SFAMVLM120123WMA.M Fri Dec 15 23:19:21 2023

Page:

7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30
Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
7.860 3.58 ug/L 53479 Chlorobenzene-d5 8.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 74
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 74
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 74
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72

Abundance Scan 2121 (7.860 min): VV033328.D\data.ms (-2111) (-) m/z 43.00 100.00%

43.0
71.0
5000

R R RARR RS S
\w 115.0 7.60 7.80 8.00 8.20
T

‘ ‘ 207.1 .
kb e e m/z 71,00 56.16%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0

5000 SRV SN Y/ Y S
7.60 7.80 8.00 8.20
71.0

m/z 41.00 28.67%

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0

7.60 7.80 8.00 8.20

o

5000 m/z 88.90 22.23%
71.0
0 15.0 115.0
R o B B R AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester R R ﬂ, RRRR
43.0 7.60 7.80 8.00 8.20

m/z 39.00 12.74%

5000
71.0
0 150‘ \h\\ 1150 /K

m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30

Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER
ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.M
: 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.
8.130 5.95 ug/L 88917 Chlorobenzene-d5 8.783
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 78
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 47
Abundance Scan 2205 (8.130 min): VV033328.D\data.ms (-2198) (-) m/z 57.00 100.00%
57.0
5000 70
R AR RS
47 0 7.80 8.00 8.20 8.40
Oberrrreererrretbhe et i 880 mjz 75.00  51.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264: Propanoic acid, propyl ester
57.0
5000 750 L B R B R B
7.80 8.00 8.20 8.40
29.0 43.0 m/z 42.95 14.37%
0\\‘\\\\‘\\\‘\“\\\\“‘\“\\\‘\\\\‘\\\\‘\}\\’\\\‘\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
T S e
29.0 7.80 8.00 8.20 8.40
5000 75.0 m/z 41.00 13.19%
43.0
0 15.0 88.0 115.0
T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9259: Propanoic acid, propyl ester e A RRERRREmS
57.0 7.80 8.00 8.20 8.40
m/z 86.95 11.43%
29.0
5000
43.0 8.0
0 i ‘M‘ 88.0 101.0 115.0 A ’
reprrrrpre b el e T copha e e
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\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30
Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 7

R.T. EstConc Area Relative to ISTD R.T.
8.243 2.88 ug/L 42994  Chlorobenzene-d5 8.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 86
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 40
Abundance Scan 2240 (8.243 min): VV033328.D\data.ms (-2233) (-) m/z 42.90 100.00%
42.9
56.0
5000
72.9
‘ “ | ‘ ‘ 86.9 8.00 8.20 8.40 8.60 o
O+ et e e e e e m/z 56.00 54.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9208: Acetic acid, butyl ester
43.0
56.0
5000 uu‘u/\\\‘uu,uu{\u
3.0 8.00 8.20 8.40 8.60
3. m/z 41.08  22.57%
o b
0 ol 870
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 Av

n
L R R R R L I

8.00 8.20 8.40 8.60

5000 ITI/Z 72.90 22.37%
56.0
150 290 73.0
0 ' 87.0 101.0 115.0

T T T T T T T [ e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester

43.0 8.00 8.20 8.40 8.60

m/z 60.90  18.90%

5000 56.0

73.0

o

m/z-->

150 290 1 | 870 1010 117.0

A |

10 20 30 40 50 60 70 80 90 100 110 120

8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30

Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER
ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.M
: 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.
8.619 10.78 ug/L 161125 Chlorobenzene-d5 8.783
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 83
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 78
4 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 72
5 Isopropyl butyrate 130 C7H1402 000638-11-9 72

Abundance Scan 2357 (8.619 min): VV033328.D\data.ms (-2346) (-) m/z 71.00 100.00%

43.0 71.0
5000 89.0

| | | 115.0 8.20 8.40 8.60 8.80 9.00
el el by m/z 42,95 96.83%
miz--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #15399: Isopropy! butyrate
43.0 71

30 710
5000

o

89.0 8.20 8.40 8.60 8.80 9.00
m/z 89.00 46.53%
1150
0H\]_‘\3\9‘\\\“‘\\\\“!“H‘ﬁ\?\‘é\\\M‘\H‘\H!‘HH‘\\\\‘\\‘\\‘\\\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
_“w“u‘u“_“w‘u
71.0 8.20 8.40 8.60 8.80 9.00
5000 ITI z 41.00 31.86%
89.0
0 27.0 115.0
T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 \wﬂx
Abundance #15462: Butanoic acid, propyl ester R
43.0 71.0 8.20 8.40 8.60 8.80 9.00

m/z 88.00 16.51%

m/z-->

5000 27.0 89.0 K
0 Y 1030 1290

10 20 30 40 50 60 70 80 90 100110120130

8.20 8.40 8.60 8.80 9.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33328.D

Acqg On : 14 Dec 2023 12:30
Operator : SY/MD

Sample : PB157771TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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|
Sulfur dioxide 1 2.6 ug/L 29637 1 5.535 561453 50.0
n-Propyl acetate 6 5.2 ug/L 170860 1 5.535 561453 50.0
Propanoic acid,... 7 3.6 ug/L 40298 1 5.535 561453 50.0
Propanoic acid,... 7.860 3.6 ug/L 53479 2 8.783 747562 50.0
Propanoic acid,... 8 6.0 ug/L 88917 2 8.783 747562 50.0
Acetic acid, bu... 8 2.9 ug/L 42994 2 8.783 747562 50.0
Isopropyl butyrat 8 0.8 wug/L 161125 2 8.783 747562 50.0
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