LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33327.D

Acqg On : 14 Dec 2023 12:07
Operator : SY/MD

Sample : PB157773TB 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\SFAMVLM120123WMA.M
Title : VOC Analysis

Signal : TIC: VV@33327.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.166 33 39 59 rBV 31942 38978 4.44% 0.518%
2 1.278 68 74 87 rBv 111766 119043 13.55% 1.583%
3 1.532 146 153 166 rVB 84334 97326 11.08% 1.294%
4 2.060 306 317 329 rBV 177275 261675 29.79%  3.479%
5 2.172 349 352 358 rBV4 356 426 0.05% 0.006%
6 2.449 429 438 452 rVB 6749 11114 1.27% 0.148%
7 2.552 465 470 472 rBV3 764 554 0.06% 0.007%
8 2.696 512 515 518 rBB 336 236 0.03% 0.003%
9 2.995 603 608 610 rBV2 242 205 0.02% 0.003%
106 3.095 634 639 640 rBV 825 649 0.07% ©0.009%
11 3.372 722 725 732 rW2 314 400 0.05% 0.005%
12 3.439 743 746 750 rBV 190 202 0.02% 0.003%
13 3.648 803 811 815 rBV3 661 870 0.10% 0.012%
14 3.780 842 852 878 rBV2 40722 107894 12.28% 1.434%
15 4.163 967 971 974 rBV3 280 229 0.03% 0.003%
16 4.246 979 997 1029 rBV 147646 378068 43.04% 5.026%
17 4.394 1041 1043 1047 rBV2 405 321 0.04% 0.004%
18 4.446 1055 1059 1062 rVB4 450 395 0.04% 0.005%
19 4.584 1099 1102 1105 rBV 437 318 0.04% 0.004%
20 4.613 1108 1111 1114 rVB4 515 309 0.04% 0.004%
21  4.674 1126 1130 1132 rBV2 251 207 0.02% 0.003%
22 4.690 1132 1135 1142 rVB2 439 475 0.05% 0.006%
23 4.725 1143 1146 1147 rBV2 478 269 0.03% 0.004%
24 4.954 1200 1217 1251 rBV2 323290 878402 100.00% 11.678%
25 5.204 1286 1295 1317 rVB4 7179 18290 2.08% 0.243%
26 5.420 1359 1362 1364 rBV 387 284 0.03% 0.004%
27 5.471 1375 1378 1384 rBV3 281 269 0.03% 0.004%
28 5.532 1384 1397 1431 rBV2 276053 579901 66.02% 7.710%
29 5.986 1522 1538 1560 rBV 176770 370890 42.22% 4.931%
30 6.179 1595 1598 1599 rBV2 624 411 0.05% 0.005%
31 6.246 1615 1619 1621 rBvV2 402 289 0.03% 0.004%
32 6.391 1655 1664 1687 rBV2 78335 153709 17.50% 2.044%
33 6.828 1797 1800 1802 rBV2 325 222 0.03% 0.003%
34 6.912 1814 1826 1849 rBV 107857 203771 23.20% 2.709%
35 7.117 1881 1890 1905 rBV2 22010 38430 4.37% 0.511%

36 7.243 1917 1929 1961 rBV 421551 752187 85.63% 10.000%

SFAMVLM120123WMA.M Fri Dec 15 23:18:45 2023 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33327.D

Acqg On : 14 Dec 2023 12:07
Operator : SY/MD

Sample : PB157773TB 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\SFAMVLM120123WMA.M
Title : VOC Analysis
37 7.551 2014 2025 2053 rBV2 101998 188230 21.43% 2.503%
38 7.741 2080 2084 2085 rBV 331 242  0.03% 0.003%
39 7.767 2088 2092 2097 rBV3 523 454 0.05% 0.006%
40 7.809 2101 2105 2109 rBV 293 281 0.03% 0.004%
41  7.860 2109 2121 2135 rBV2 29462 52832 6.01% 0.702%
42 8.024 2163 2172 2197 rBV2 152239 282891 32.21% 3.761%
43 8.243 2233 2240 2257 rVB2 22543 40759 4.64% 0.542%
44  8.471 2306 2311 2312 rBV 441 228 0.03% 0.003%
45  8.619 2346 2357 2373 rBV 90915 151584 17.26%  2.015%
46  8.728 2387 2391 2396 rBV5 733 729 0.08% 0.010%
47  8.783 2397 2408 2438 rVWW 466433 761492 86.69% 10.124%
48  8.950 2458 2460 2465 rVB4 501 320 0.04% 0.004%
49 9.008 2471 2478 2480 rBV3 539 568 0.06% 0.008%
50 9.127 2510 2515 2516 rBV3 358 284 0.03% 0.004%
51 9.175 2528 2530 2532 rBV 397 212  0.02% ©0.003%
52 9.268 2557 2559 2565 rVB 316 286 0.03% 0.004%
53 9.301 2565 2569 2572 rvB2 354 278 0.03% 0.004%
54 9.342 2572 2582 2586 rBV4 1014 1518 0.17% ©0.020%
55 9.449 2611 2615 2619 rBv2 267 305 ©0.03% 0.004%
56 9.590 2657 2659 2662 rvB2 407 251 0.03% 0.003%
57 9.629 2669 2671 2675 rVB 383 221 0.03% 0.003%
58 9.683 2682 2688 2690 rBvV2 317 346 0.04% 0.005%
59 9.789 2718 2721 2724 rBV 277 217 0.02% 0.003%
60 9.831 2731 2734 2739 rBv2 270 285 0.03% 0.004%
61 9.969 2774 2777 2780 rBV2 283 198 ©0.02% 0.003%
62 10.085 2810 2813 2816 rVB2 365 299 0.03% 0.004%
63 10.153 2822 2834 2854 rBV 268680 422683 48.12% 5.620%
64 10.330 2879 2889 2898 rVB3 3434 5339 0.61% 0.071%
65 10.432 2916 2921 2923 rBV 381 260 0.03% 0.003%
66 10.481 2930 2936 2938 rVVv2 444 352 0.04% 0.005%
67 10.555 2956 2959 2961 rBV 320 257 0.03% 0.003%
68 10.641 2983 2986 2990 rVB2 330 307 0.03% 0.004%
69 10.735 3010 3015 3019 rVB2 261 238 0.03% 0.003%
70 10.786 3027 3031 3033 rBV2 362 310 0.04% 0.004%
71 10.863 3050 3055 3060 rBV2 548 582 0.07% 0.008%
72 10.966 3082 3087 3092 rVB2 409 440 0.05% 0.006%
73 11.002 3093 3098 3102 rBB 224 232 0.03% 0.003%
74 11.037 3105 3109 3113 rBB2 380 346 0.04% 0.005%
75 11.063 3114 3117 3118 rBV2 297 207 0.02% 0.003%
76 11.120 3130 3135 3137 rBV 567 520 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33327.D

Acqg On : 14 Dec 2023 12:07
Operator : SY/MD

Sample : PB157773TB 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\SFAMVLM120123WMA.M
Title : VOC Analysis

77 11.185 3143 3155 3174 rBV 499366 776806 88.43% 10.328%
78 11.397 3219 3221 3224 rBV 572 390 0.04% 0.005%
79 11.455 3235 3239 3243 rBV2 305 221 .03% .003%
80 11.561 3260 3272 3297 rBV 498573 793773 90.37% 10.553%

(]
(]

81 11.844 3358 3360 3364 rVB 373 272 0.03% 0.004%
82 11.966 3394 3398 3399 rBV 315 277 0.03% 0.004%
83 12.079 3431 3433 3437 rVB 412 221 0.03% 0.003%
84 12.111 3437 3443 3445 rBV2 344 403 0.05% 0.005%
85 12.194 3465 3469 3477 rVB6 1549 2037 0.23% 0.027%
86 12.500 3561 3564 3567 rBV2 375 321 0.04% 0.004%
87 12.551 3576 3580 3583 rBV2 334 219 0.02% 0.003%
88 12.590 3588 3592 3597 rBV4 884 751 0.09% 0.010%
89 12.802 3656 3658 3661 rBV2 394 224 0.03% 0.003%
990 12.821 3661 3664 3667 rVvV2 332 216 0.02% 0.003%
91 12.866 3673 3678 3682 rBvV2 307 331 0.04% 0.004%
92 12.956 3702 3706 3707 rBV 360 258 0.03% 0.003%
93 13.194 3778 3780 3781 rBV 762 277 0.03% 0.004%
94 13.278 3801 3806 3808 rBV2 353 296 0.03% 0.004%
95 13.333 3818 3823 3825 rBV2 433 406 0.05% 0.005%
96 13.410 3844 3847 3850 rBV2 447 272 0.03% 0.004%
97 13.455 3850 3861 3869 rBV2 4027 6429 0.73% 0.085%
98 13.545 3887 3889 3891 rBV2 420 213 0.02% 0.003%
99 13.686 3927 3933 3940 rVB4 1834 2120 0.24% 0.028%
100 13.841 3978 3981 3983 rBV 470 294 0.03% 0.004%
Sum of corrected areas: 7521628
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33327.D

Acqg On : 14 Dec 2023 12:07
Operator : SY/MD

Sample : PB157773TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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

Abundance TIC: VV033327.D\data.ms

400000

4.954
300000 5.532

200000 2.060 5.986
4.246
1.278
100000 1.532 6.391

1.16 3.780 /\\
172 2. 421%52696 2.99095 33789%. 648/L 4.163\4 RA4BIREPTE 5.20455 2 6.

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\ TT T T[T T T T[T I T T[T T TT[TTTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT \\\‘\\\\

Time--> 12014016018020022024026028030032034036038040042044046048050052054056058060 6.40

Abundance TIC: VV033327.D\data.ms
8.783 11.185 11.561

7.243
400000

300000
10.153

200000
8.024

6.912 7.551 8.619

100000
7.11% 7860 8.243
o638 N 8471 7 sgmamangmmsmaego Omg

113@5}5L11.&4m
— 2240 LSS

\
Time--> 7.00 8. 50 9. 00 9. 50 10. 00 10 50 11.00 11.50 12.00
Abundance TIC: VV033327.D\data.ms

400000

300000

200000

100000

0 2.194 12766902 HERG56 31 RARSHDEFH688.841 —
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 ‘ 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@33327.D

Acqg On : 14 Dec 2023 12:07
Operator : SY/MD

Sample : PB157773TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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 5
R.T. EstConc Area Relative to ISTD R.T.
1.166 3.36 ug/L 38978 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 39 (1.166 min): VV033327.D\data.ms (-33) (-) m/z 63.85 100.00%

3.9
5000
S
1.20 1.40 1.60
b m/z 47.85 50.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LN L B B
1.20 1.40 1.60
m/z 66.00 4.43%
32.0
O\\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
64.0
A
1.20 1.40 1.60
5000 m/z 49.80 2.65%
17.0
0 42.0 96.0
N e B o L I e
m/z--> 20 40 60 80 100 120 140 160 ﬂ ﬂﬂ h
Abundance #44547: L-Alanine, 3-sulfo- e
64.0 1.20 1.40 1.60
m/z 65.00 0.87%
5000
44,
16.0
ol L ‘ ‘ 93.0 1150 143.0 169.0
R L e R AN e
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@33327.D

Acqg On : 14 Dec 2023 12:07
Operator : SY/MD

Sample : PB157773TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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 13.25 ug/L 153709 1,4-Difluorobenzene 5.532

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 74
4 n-Propyl acetate 102 C5H1002 000109-60-4 72
5 n-Propyl acetate 102 C5H1002 000109-60-4 64
Abundance Scan 1664 (6.391 min): VV033327.D\data.ms (-1655) (-) m/z 42.95 100.00%
43.0
5000
61.0
73.0 T T
‘ 6.00 6.20 6.40 6.60 6.80
0ol b BT wz 61.00 36.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 I L R R
6.00 6.20 6.40 6.60 6.80
61.0 m/z 73.00 21.82%
73.0
0 20 L 103.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
Rmaas e R ARRERRRE
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.00 12.26%
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 #4776: n-Propyl acetate ““‘_““H“,“H“)
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.00 10.11%
5000
61.0
o 270 ‘ 73.0
15. .
oH‘Hm_H‘wmm“!mwH‘_m_‘uwm:_uwHH_ TN SV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60 6.80

SFAMVLM120123WMA.M Fri Dec 15 23:18:49 2023 Page: 6



Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

: VWe33327.D

: 14 Dec 2023 12:07

: SY/MD

: PB157773TB 10X

: 5.0mL/MSVOA_V/WATER

: 5 Sample Multiplier: 1

Quant Title : VOC Analysis

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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

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.

7117 31ugt 38436 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 1-methylethyl ester 116 C6H1202
2 Propanoic acid, 1-methylethyl ester 116 C6H1202
3 Propanoic acid, 1-methylethyl ester 116 C6H1202
4 Propanoic acid, propyl ester 116 C6H1202
5 Propanoic acid, propyl ester 116 C6H1202

000637-78-5 78
000637-78-5 64
000637-78-5 64
000106-36-5 59
000106-36-5 53

5000

o

Abundance Scan 1890 (7.117 min): VV033327.D\data.ms (-1881) (-)
57.0

43.0
75.0

100.9

m/z-->

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

Abundance

5000

o

#9306: Propanoic acid, 1-methylethyl ester
57.0

43.0

29.0 75.0

101.0
10 1160

m/z-->

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

Abundance

5000

0

57.0

43.0

29.0
75.0

101.0

m/z-->

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

Abundance

5000

#9302: Propanoic acid, 1-methylethyl ester
57.0

43.0

29.0
101.0
150 || |, / 1160

m/z 57.00 100.00%

I\
T T T e T T

6.80 7.00 7.20 7.40

m/z 43.00 46.61%

6.80 7.00 7.20 7.40

m/z 75.00  35.33%

N4 )

T T T T T T T T

6.80 7.00 7.20 7.40

m/z 41.00 18.16%

] /\ /\ﬂ

6.80 7.00 7.20 7.40

m/z 100.90 14.67%

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\VVv121423\
Data File : VV@33327.D

Acqg On : 14 Dec 2023 12:07
Operator : SY/MD

Sample : PB157773TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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 4

R.T. EstConc Area Relative to ISTD R.T.
7.860 3.47 ug/L 52832 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 78
000617-50-5 78

2 Propanoic acid,

2-methyl-, 1-met... 130 C7H1402

3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402

000617-50-5 72
000617-50-5 72
000644-49-5 64

Abundance Scan 2121 (7.860 min): VV033327.D\data.ms (-2109) (-)

43.0
5000 71.0 J\\
R LA
‘ 115.0 207.0 7.60 7.80 8.00 8.20
(O R A B R R T m/z 71.00 49.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester

43.0

5000

5000 e
710 7.60 7.80 8.00 8.20
m/z 41.00  28.90%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
\\\\‘\\\\‘\\\\‘\\\\’\\\‘
7.60 7.80 8.00 8.20
5000 m/z 89.00 20.27%
71.0
0 115.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15586: Propanoic acid, 2-methyl-, 1-methylethyl ester R aLma B

43.0

71.0

150, || ‘ 1150

m/z-->

20 40 60 80 100 120 140 160 180 200

m/z 43.00 100.00%

7.60 7.80 8.00 8.20

m/z 38.90 12.12%

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@33327.D

Acqg On : 14 Dec 2023 12:07
Operator : SY/MD

Sample : PB157773TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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 6 Acetic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.243 2.68 ug/L 40759 Chlorobenzene-d5 8.783
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 56
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 40
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 39
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 10
Abundance Scan 2240 (8.243 min): VV033327.D\data.ms (-2233) (-) m/z 43.00 100.00%
3.0
56.0
5000
73.0
R AREEEE RS
‘ ‘ ‘ ‘ 86.9 8.00 8.20 8.40 8.60
Obrrrrerr el et M/Z 56,00 55.46%
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 HH‘\Q/\\\‘HH’H‘H‘\H
8.00 8.20 8.40 8.60
73.0 o
m/z 72.95 26.49%
27.0
JINRRAAE M‘ 87.0
OH‘\\H‘\\i\‘HH‘\H\‘\Hi‘\\\\“HH’\H‘\‘H\\‘\\H’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
.00 8.20 8.40 8.60
5000 m/z 40.95 19.18%
73.0
29.0
0 87.0 101.0 117.0
A N man A e  ERERERT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9201: Acetic acid, butyl ester R REREEEER IR
43.0 8.00 8.20 8.40 8.60
m/z 60.95 16.87%
5000
56.0
150 290 73.0
oy L L e smonso o lhy [b g
m/z--> 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@33327.D

Acqg On : 14 Dec 2023 12:07
Operator : SY/MD

Sample : PB157773TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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 Isopropyl butyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.619 9.95 ug/L 151584  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 91
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83

4 Propanoic acid, 2-methyl-, propy... 130 C7H1402
5 Butanoic acid, 1-methylpropyl ester 144 C8H1602

000644-49-5 64
000819-97-6 64

Abundance Scan 2357 (8.619 min): VV033327.D\data.ms (-2346) (-) m/z 71.00 100.00%
43.0 71.0
5000 89.0
R
‘ H ‘ 115.0 8.20 8.40 8.60 8.80 9.00
oHwwmw‘muwwww:“H_m_HW\HWHM%?R‘ZW m/z 43.00 90.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropy! butyrate
43.0
71.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
89.0 8.20 8.40 8.60 8.80 9.00
' m/z 89.00 41.91%
27.0
OH\‘HH‘HH‘HH“!\H‘HH‘PH\H‘\H‘\H!‘HH‘\\\\]‘-\].\5\\?\\]-\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 71.0
_“w“u‘u“_“w‘u
8.20 8.40 8.60 8.80 9.00
m/z 41.00 29.10%
5000 89.0
27.0
115.0
0 13.0 57.0 130.0
o Rmaau L b e amanens
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate R ERARZEEE R
43.0 8.20 8.40 8.60 8.80 9.00
m/z 60.00 16.80%
71.0
5000
89.0
200 ] | 1150 )
e L2 A EEEEEEEEES I SRR
m/z--> 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@33327.D

Acqg On : 14 Dec 2023 12:07
Operator : SY/MD

Sample : PB157773TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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 3.4 ug/L 38978 5.532 579901 50.
n-Propyl acetate 6 3.3 ug/L 153709 5.532 579901 50.
Propanoic acid,... 7 3.3 ug/L 38430 5.532 579901 G5e.
Propanoic acid,... 7.860 3.5 ug/L 52832 8.783 761492 50.
Acetic acid, bu... 8 2.7 ug/L 40759 8.783 761492 50.
Isopropyl butyrate 8 9.9 8

ug/L 151584 .783 761492 50.
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