LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32124\
Data File : VV034782.D

Acqg On : 21 Mar 2024 12:26
Operator : SY/MD

Sample : PB159661TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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\SFAMVLMO22924WMA .M
Title : VOC Analysis

Signal : TIC: VV@34782.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.282 68 75 89 rVB 243133 258996 16.85%  2.241%
2 1.532 146 153 168 rVB 206358 238547 15.52% 2.064%
3 2.060 306 317 332 rBV 342944 506184 32.92%  4.380%
4 2.394 417 421 423 rBV2 726 507 0.03% 0.004%
5 2.452 429 439 447 rBV 5993 9556 ©0.62% 0.083%
6 2.507 453 456 461 rVB2 272 222 0.01% 0.002%
7 2.532 462 464 467 rVB 232 84 0.01% 0.001%
8 2.552 467 470 471 rBV 232 112 0.01% 0.001%
9 2.680 507 510 513 rBV 249 166 0.01% 0.001%
106 2.854 562 564 567 rVB 146 80 0.01% 0.001%
11 2.876 567 571 574 rBvV2 180 146 0.01% ©0.001%
12 2.889 574 575 576 rBv2 130 29 0.00% 0.000%
13 2.995 604 608 611 rVB3 249 149 0.01% 0.001%
14 3.079 632 634 636 rBv2 126 60 0.00% 0.001%
15 3.114 642 645 646 rBV 106 65 0.00% 0.001%
16 3.140 649 653 656 rVw 198 158 0.01% ©0.001%
17 3.191 668 669 670 rBV 131 35 0.00% 0.000%
18 3.236 680 683 686 rBv2 249 139 0.01% 0.001%
19 3.288 697 699 702 rBV 124 79 0.01% 0.001%
20 3.339 712 715 719 rBvV2 181 126 0.01% 0.001%
21  3.359 719 721 722 rBV 90 40 0.00% 0.000%
22 3.404 732 735 738 rBV2 178 107 0.01% 0.001%
23 3.423 738 741 742 rBV 127 79 0.01% 0.001%
24  3.458 748 752 754 rBV 249 169 0.01% 0.001%
25 3.494 758 763 765 rBvV2 160 159 0.01% 0.001%
26 3.584 787 791 794 rBV2 138 86 0.01% 0.001%
27 3.638 805 808 809 rBV 259 135 0.01% 0.001%
28 3.789 847 855 898 rBV 89922 272570 17.73%  2.358%
29 4.246 982 997 1029 rBV 237072 613385 39.90% 5.307%
30 4.670 1126 1129 1132 rBV2 288 175 0.01% 0.002%
31 4.732 1145 1148 1155 rVvB3 430 385 0.03% 0.003%
32 4.802 1165 1170 1174 rBv2 340 398 0.03% 0.003%
33  4.953 1201 1217 1250 rBV2 581633 1537400 100.00% 13.302%
34 5.217 1291 1299 1319 rBV3 7167 18777 1.22% 0.162%
35 5.532 1386 1397 1443 rBV 388314 805896 52.42% 6.973%
36 5.831 1481 1490 1510 rVvB4 10915 23684 1.54% 0.205%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32124\
Data File : VV034782.D

Acqg On : 21 Mar 2024 12:26
Operator : SY/MD

Sample : PB159661TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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\SFAMVLMO22924WMA .M
Title : VOC Analysis
37 5.986 1525 1538 1569 rBV 326633 678895 44.16% 5.874%
38 6.275 1625 1628 1629 rBvV2 1124 672 0.04% 0.006%
39 6.394 1657 1665 1699 rBV 103119 216788 14.10% 1.876%
40 6.725 1766 1768 1769 rBV 348 109 0.01% 0.001%
41  6.912 1815 1826 1856 rBV 184444 345636 22.48%  2.991%
42 7.121 1883 1891 1910 rBV 25648 45846 2.98% 0.397%
43 7.240 1917 1928 1971 rBV 687063 1222340 79.51% 10.576%
44  7.551 2016 2025 2056 rBV 151583 284829 18.53% 2.464%
45  7.863 2111 2122 2141 rBV 35765 62745 4.08% 0.543%
46 8.024 2163 2172 2198 rBV 299829 593102 38.58% 5.132%
47  8.246 2235 2241 2270 rVB2 28828 57987 3.77% 0.502%
48  8.584 2343 2346 2347 rBV2 437 236 0.02% 0.002%
49 8.619 2347 2357 2377 rVV 102055 169337 11.01% 1.465%
50  8.783 2397 2408 2442 rBV 590636 988534 64.30% 8.553%
51 9.140 2517 2519 2522 rVB 461 207 0.01% 0.002%
52 9.198 2533 2537 2540 rBV2 278 246 0.02% 0.002%
53  9.239 2545 2550 2552 rBvV2 425 384 0.02% 0.003%
54 9.294 2565 2567 2570 rBvV2 172 89 0.01% 0.001%
55 9.346 2579 2583 2584 rBvV2 784 511 ©0.03% 0.004%
56 9.426 2604 2608 2609 rBV 311 189 0.01% 0.002%
57 9.493 2622 2629 2641 rBV5 5559 9927 0.65% 0.086%
58 9.841 2735 2737 2739 rVB 139 53 0.00% 0.000%
59 9.915 2755 2760 2762 rBV2 265 211 0.01% 0.002%
60 10.021 2789 2793 2794 rBV 148 90 0.01% 0.001%
61 10.149 2822 2833 2852 rBV 410972 649247 42.23% 5.617%
62 10.439 2919 2923 2925 rBV2 263 191 0.01% 0.002%
63 10.474 2932 2934 2935 rBV2 222 81 0.01% 0.001%
64 10.513 2943 2946 2949 rBV2 325 184 0.01% 0.002%
65 10.558 2958 2960 2961 rBV 154 53 0.00% 0.000%
66 10.612 2974 2977 2980 rBV 210 130 0.01% 0.001%
67 10.651 2983 2989 2992 rBV 209 212 0.01% ©0.002%
68 10.686 2998 3000 3002 rBV2 233 93 0.01% 0.001%
69 10.818 3039 3041 3046 rBV2 225 152 0.01% 0.001%
70 10.902 3064 3067 3068 rBV 504 297 0.02% 0.003%
71 11.185 3144 3155 3178 rBV 566531 898298 58.43% 7.772%
72 11.471 3241 3244 3246 rBV2 431 277 0.02% 0.002%
73 11.516 3255 3258 3259 rBV 273 128 0.01% 0.001%
74 11.558 3259 3271 3294 rBV 653957 1037622 67.49% 8.978%
75 11.818 3350 3352 3360 rBV3 328 414 0.03% 0.004%
76 11.850 3360 3362 3364 rBV 315 150 0.01% ©0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32124\
Data File : VV034782.D

Acqg On : 21 Mar 2024 12:26
Operator : SY/MD

Sample : PB159661TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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\SFAMVLMO22924WMA .M
Title : VOC Analysis

77 12.034 3416 3419 3423 rBV 252 202 0.01% 0.002%
78 12.246 3482 3485 3487 rBV 283 170 0.01% ©0.001%
79 12.464 3552 3553 3554 rBV 211 66 0.00% 0.001%
80 12.648 3608 3610 3612 rBV 284 157 0.01% 0.001%
81 12.898 3686 3688 3690 rVB 213 62 0.00% 0.001%
82 13.165 3769 3771 3774 rBV2 238 185 0.01% 0.002%
83 13.291 3809 3810 3813 rBV 308 201 0.01% 0.002%
84 13.683 3929 3932 3934 rBV3 683 500 0.03% 0.004%
85 14.078 4051 4055 4057 rBV2 571 515 0.03% 0.004%
86 14.239 4101 4105 4106 rBV 492 357 0.02% 0.003%

Sum of corrected areas: 11557792

SFAMVLM@22924WMA.M Fri Mar 22 17:04:30 2024 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve32124\

: VW0e34782.D

: 21 Mar 2024 12:26
: SY/MD

: PB159661TB 10X

: 5.0mL/MSVOA_V/WATER
: 9

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM022924WMA .M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance

600000

500000

400000

300000

200000

100000

TIC: VV034782.D\data.ms

4.953

2.060

1.282
1.532

4.246

2 S PR ITRRDR MR 83 3
L L L L I e \TF‘TMTTWTF‘TT‘V_F‘HH‘HH‘\H\‘\\H‘Hu‘\ﬁﬂ‘v_ru‘\

0
Time-->

: AL
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Abundance

600000

500000

400000

300000

200000

100000

TIC: VV034782.D\data.ms

7.240 11.558

8.783
11.185

10.149

8.024

6.912
7.551

7.127

O+
Time-->

8.619
7.863| | 18.246
9991%9&'&93 98m5)2 mmmlmz 1114 J:n_mmos.

9. OO 9. 50 10 00 10 50 11 00 11 50 12 00

6.725
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200000

100000

o

Time-->

12.2462.408.64812 99813 16201

TIC: VV034782.D\data.ms

14 018 239
14 00
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13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032124\
Data File : VV@34782.D

Acqg On : 21 Mar 2024 12:26
Operator : SY/MD

Sample : PB159661TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22924WMA.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.
6.394 13.45 ug/L 216788 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 72
4 n-Propyl acetate 102 C5H1002 000109-60-4 64
5 n-Propyl acetate 102 C5H1002 000109-60-4 64
Abundance Scan 1665 (6.394 min): VV034782.D\data.ms (-1657) (-) m/z 42.85 100.00%
42.9
5000
60.9

Rmaaa e R

72"9 6.00 6.20 6.40 6.60 6.80
0ot et b 888 m/z 60.90  30.87%

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

Abundance #4776 n-Propyl acetate

43.0
5000 I L RN R
6.00 6.20 6.40 6.60 6.80
61.0 m/z 72.90  15.46%
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
s N RRRR R
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.85 11.69%
61.0
73.0
Ol 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4780: n-Propyl acetate P R
43.0 6.00 6.20 6.40 6.60 6.80
m/z 40.90 9.83%
5000
61.0
150 27.0 3.0
0H‘H‘H‘H\‘\“Hm“w;u‘HH“\m‘\‘m‘\m‘\m‘\m‘\ PR e
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\VVv032124\
Data File : VV@34782.D

Acqg On : 21 Mar 2024 12:26
Operator : SY/MD

Sample : PB159661TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22924WMA.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.
7.121 2.84 ug/L 45846  1,4-Difluorobenzene 5.532

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 78
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 74
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 50
Abundance Scan 1891 (7.121 min): VV034782.D\data.ms (-1883) (-) m/z 56.95 100.00%
57.0
42.9
5000
75.0
RRRREEALEE R
‘ 100.9 6.80 7.00 7.20 7.40
Orerrrrrrprerererelcr bl e L wjz a2.85  55.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9303: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 29.0
6.80 7.00 7.20 7.40
150 75.0 m/z 75.80  29.60%
' 101.0
0 H\‘\}‘H‘\\1!“\\\\“!H\\‘\\\}“\\\\‘\}\\‘\\8\8\.‘0\\\\‘\\\\‘]-\]\-\6\.9\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
\ \\‘\\\\‘\\\\‘\\A\\‘\\\\’
43.0 6.80 7.00 7.20 7.40
5000 m/z 40.90 20.66%
29.0 75.0
101.0
S N S .1
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9304: Propanoic acid, 1-methylethyl ester
7.0 6.80 7.00 7.20 7.40
m/z 58.90 12.41%
43.0
5000
29.0
75.0
‘ ‘ ‘ 101.0
Y S A S R 1 S HWMHHMHWH“‘,
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\VVv032124\
Data File : VV@34782.D

Acqg On : 21 Mar 2024 12:26
Operator : SY/MD

Sample : PB159661TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22924WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
7.863 3.17 ug/L 62745  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 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 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2122 (7.863 min): VV034782.D\data.ms (-2111) (-)| | m/z 42.95 100.00%

43.0
5000
71.0

7.60 7.80 8.00 8.20
114.9
h2°7° m/z 71.00  35.10%

L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0

5000 S ANSENIES T V04 SV
7.60 7.80 8.00 8.20

m/z 41.00  23.44%
“H ‘ |

15.0 | 115.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0

7.60 7.80 8.00 8.20

o

o

5000 m/z 89.00 15.27%
71.0
0 15.0 | h\\ 115.0
ettt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester A BARAA R
43.0 7.60 7.80 8.00 8.20

m/z 38.90 9.45%

5000
71.0
1 115.0
0l150

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\VVv032124\
Data File : VV@34782.D

Acqg On : 21 Mar 2024 12:26
Operator : SY/MD

Sample : PB159661TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM022924WMA .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 5 Acetic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.246 2.93 ug/L 57987 Chlorobenzene-d5 8.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
5 Isobutyl acetate 116 C6H1202 000110-19-0 36

Abundance Scan 2241 (8.246 min): VV034782.D\data.ms (-2235) (-) m/z 42.90 100.00%

42.9
72.9 o T
‘ ‘ 8.00 8.20 8.40 8.60
Obrrrrrrerrerrser il 888 m/z 55.95  42.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9201: Acetic acid, butyl ester
43.0
5000 ‘HH‘HH‘HH‘HH‘H\
56.0 8.00 8.20 8.40 8.60
m/z 72.90 20.67%
150 290 3.0
0 L ﬂ_ L 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
8.00 8.20 8.40 8.60
5000 56.0 ITI/Z 40.95 18.27%
29.0 73.0
AR am e e e R AAREa RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 j\\
Abundance #9208: Acetic acid, butyl ester e RRRARREEEEEREE S
43.0 8.00 8.20 8.40 8.60
m/z 60.95 15.68%
56.0
5000
73.0
27.0 ‘ ‘
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\VVv032124\
Data File : VV@34782.D

Acqg On : 21 Mar 2024 12:26
Operator : SY/MD

Sample : PB159661TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22924WMA.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.
8.619 8.57 ug/L 169337  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 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 64
Abundance Scan 2357 (8.619 min): VV034782.D\data.ms (-2347) (-) m/z 43.00 100.00%
43.0
71.0
5000
89.0
_“w“u‘u“_“w‘u
L sz | 115.0 8.20 8.40 8.60 8.80 9.00
O 220 et m/z 71.00  83.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 BRI R
89.0 8.20 8.40 8.60 8.80 9.00
m/z 89.00 33.03%
115.0
OH\]_‘\3\9‘\\\“‘\\\\“!“H‘ﬁ\?\&)\\\\‘MH\‘H\!‘HH‘\\\\‘\\‘\\‘\\\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71'0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 32.98%
89.0
27.0
oH‘_‘H_mw\mz\mwuwlw““1‘%?‘?“1‘3‘99“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate ‘H““““H“““‘_“
43.0 8.20 8.40 8.60 8.80 9.00
m/z 59.90 15.16%
71.0
5000
89.0
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\VVv@32124\
Data File : VV0@34782.D

Acqg On : 21 Mar 2024 12:26
Operator : SY/MD

Sample : PB159661TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22924WMA .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 6.394 13.4 ug/L 216788 1 5.532 805896 50.0
Propanoic acid,... 7.121 2.8 ug/L 45846 1 5.532 805896 50.0
Propanoic acid,... 7.863 3.2 ug/L 62745 2 8.783 988534 50.0
Acetic acid, bu... 8.246 2.9 ug/L 57987 2 8.783 988534 50.0
Isopropyl butyrate 8.619 8.6 ug/L 169337 2 8.783 988534 50.0
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