LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41223\
Data File : VU@53667.D

Acqg On : 12 Apr 2023 17:17
Operator : JC/MD

Sample : 02255-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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\SFAMULM@33123WMA.M
Title : VOC Analysis

Signal : TIC: VU@53667.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 103 rVB 111696 136436 17.40% 2.038%
2 1.909 169 177 195 rVB 80711 118884 15.16% 1.776%
3 2.562 368 380 393 rBV 165690 274988 35.07% 4.108%
4 2.694 416 421 423 rBV2 573 596 0.08% 0.009%
5 3.002 514 517 520 rBV 323 200 0.03% 0.003%
6 3.041 520 529 539 rVW4 3007 5567 ©.71% ©0.083%
7 3.240 588 591 595 rBV2 318 230 0.03% 0.003%
8 3.478 664 665 669 rBv2 244 133  0.02% 0.002%
9 3.999 822 827 830 rBV2 237 237 0.03% 0.004%
106 4.080 850 852 861 rVB2 359 338 0.04% 0.005%
11 4.121 863 865 868 rBv2 208 135 0.02% 0.002%
12 4.170 877 880 883 rBV 291 223 0.03% 0.003%
13 4.324 926 928 931 rBvV 289 193 0.02% 0.003%
14 4.520 988 989 990 rBV 179 39 0.00% 0.001%
15 4.613 1006 1018 1046 rBV 64770 154825 19.74%  2.313%
16 5.057 1140 1156 1175 rBV2 145377 313429 39.97% 4.682%
17 5.430 1270 1272 1274 rBV 193 109 0.01% 0.002%
18 5.520 1295 1300 1309 rVB2 321 438 0.06% 0.007%
19 5.610 1327 1328 1329 rBv2 137 40 0.01% 0.001%
20 5.639 1334 1337 1339 rBV 282 184 0.02% ©0.003%
21 5.719 1341 1362 1383 rBvV2 288993 784142 100.00% 11.713%
22 5.864 1406 1407 1410 rVB 461 157 0.02% 0.002%
23 6.041 1458 1462 1464 rVB2 588 423 0.05% 0.006%
24  6.060 1465 1468 1470 rBV2 351 300 0.04% 0.004%
25 6.105 1479 1482 1489 rBV3 359 421 0.05% ©0.006%
26 6.243 1511 1525 1542 rBV 291360 547998 69.89% 8.186%
27 6.449 1586 1589 1592 rBV 251 205 0.03% 0.003%
28 6.526 1606 1613 1622 rVB5 3366 5704 ©.73% ©.085%
29 6.684 1649 1662 1684 rBV 178816 344037 43.87% 5.139%
30 6.922 1729 1736 1753 rBV 3393 6327 0.81% 0.095%
31 7.e34 1757 1771 1784 rBV 50975 89968 11.47%  1.344%
32 7.192 1812 1820 1830 rVB5 1076 1666 0.21% 0.025%
33 7.308 1852 1856 1862 rBvV2 255 274 0.03% 0.004%
34 7.417 1887 1890 1892 rBV2 213 134 0.02% 0.002%
35 7.465 1903 1905 1909 rvB2 310 234 0.03% 0.003%
36 7.494 1910 1914 1916 rBvV2 236 159 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41223\
Data File : VU@53667.D

Acqg On : 12 Apr 2023 17:17
Operator : JC/MD

Sample : 02255-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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\SFAMULM@33123WMA.M
Title : VOC Analysis
37 7.504 1916 1917 1921 rVB2 251 99 0.01% 0.001%
38 7.562 1923 1935 1960 rBV 97962 178047 22.71% 2.660%
39 7.694 1971 1976 1979 rBV4 912 1069 0.14% 0.016%
40  7.732 1980 1988 2000 rVV3 15030 24058 3.07% 0.359%
41  7.893 2024 2038 2063 rBV 381532 658635 83.99% 9.838%
42 8.173 2111 2125 2143 rBV2 72938 135838 17.32% 2.029%
43 8.321 2169 2171 2175 rBV2 266 206 0.03% 0.003%
44  8.462 2205 2215 2227 rVB2 18872 30575 3.90% 0.457%
45  8.549 2235 2242 2244 rBV4 1964 2428 0.31% 0.036%
46  8.626 2256 2266 2288 rBV 206506 365864 46.66% 5.465%
47  8.722 2291 2296 2315 rVB 27892 41732 5.32% 0.623%
48  8.832 2323 2330 2343 rVB 9979 15879 2.03% 0.237%
49 9.005 2381 2384 2388 rBV2 286 278 0.04% 0.004%
50 9.057 2399 2400 2401 rBV 191 66 0.01% 0.001%
51 9.150 2427 2429 2430 rBV 225 65 0.01% 0.001%
52 9.208 2437 2447 2465 rVB 49293 78130 9.96% 1.167%
53 9.359 2491 2494 2498 rBv4 956 986 0.13% 0.015%
54  9.414 2499 2511 2535 rVB 402378 672006 85.70% 10.038%
55 9.600 2568 2569 2570 rBV 279 85 0.01% 0.001%
56 9.639 2578 2581 2586 rVB 670 482 0.06% 0.007%
57 9.677 2586 2593 2594 rBvV2 349 344 0.04% ©0.005%
58 9.890 2657 2659 2663 rBV 207 133  0.02% 0.002%
59 9.922 2664 2669 2680 rVB3 1067 1330 0.17% 0.020%
60 10.073 2708 2716 2726 rVB3 2493 3754 0.48% 0.056%
61 10.230 2760 2765 2768 rVB2 273 279 0.04% 0.004%
62 10.256 2769 2773 2778 rBV2 325 301 0.04% 0.004%
63 10.279 2778 2780 2783 rBV 196 86 0.01% 0.001%
64 10.587 2874 2876 2877 rBV 155 50 0.01% 0.001%
65 10.674 2902 2903 2904 rBV 219 67 0.01% 0.001%
66 10.751 2915 2927 2944 rBV 254748 408659 52.12% 6.104%
67 11.028 3008 3013 3015 rBV 358 334 0.04% 0.005%
68 11.340 3108 3110 3113 rBV 197 140 0.02% 0.002%
69 11.748 3234 3237 3243 rVB3 780 606 0.08% 0.009%

70 11.809 3243 3256 3273 rBV 424070 677829 86.44% 10.125%

71 12.002 3314 3316 3317 rBV 146 47 0.01% 0.001%
72 12.189 3362 3374 3394 rBV 369750 603720 76.99% 9.018%
73 12.716 3534 3538 3543 rBV 239 314 0.04% 0.005%
74 13.375 3740 3743 3745 rBV2 336 209 0.03% 0.003%
75 13.674 3833 3836 3841 rBV2 413 537 0.07% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41223\
Data File : VU@53667.D

Acqg On : 12 Apr 2023 17:17
Operator : JC/MD

Sample : 02255-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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\SFAMULM@33123WMA.M
Title : VOC Analysis
Sum of corrected areas: 6694631
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

: 02255-01 10X
: 5.0mL/MSVOA_U/WATER
. 16

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41223\

: VUe53667.D
: 12 Apr 2023 17:17

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041223\
Data File : VU@53667.D

Acqg On : 12 Apr 2023 17:17
Operator : JC/MD

Sample : 02255-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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.
7.034 8.21 ug/L 89968 1,4-Difluorobenzene 6.243

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 83
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 56
5 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 38
Abundance Scan 1771 (7.034 min): VU053667.D\data.ms (-1757) (-) m/z 43.10 100.00%
43.1
5000
61.1
73.1 B AREEEEEEE
‘ 6.80 7.00 7.20 7.40
Obrrprrrrprrer e b e e m/z 61,10 32.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 L L I L I LN B
6.80 7.00 7.20 7.40
61.0 m/z 73.10  19.49%
73.0
O\\‘\\\\‘\2\3\‘?\\\\“‘1\\\‘\\\\“\\\\‘\‘\\\‘\\\\‘\\\\1‘()\3\-\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776: n-Propyl acetate
43.0
AR R A n oo e
6.80 7.00 7.20 7.40
5000 m/z 42.10 10.18%
61.0
73.0
190 200 | 810
Ottt e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4779: n-Propyl acetate R i
43.0 6.80 7.00 7.20 7.40
m/z 41.10 9.97%
5000
61.0
0 27.0 73.0
15. .
oH‘Hm_kum“!mwH‘_m_‘m_m_m‘HH_ H/\Mmm,mw‘mwm
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\VU041223\
Data File : VU@53667.D

Acqg On : 12 Apr 2023 17:17
Operator : JC/MD

Sample : 02255-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.722 3.11 ug/L 41732  Chlorobenzene-d5 9.414

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 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 40
Abundance Scan 2296 (8.722 min): VU053667.D\data.ms (-2291) (-) m/z 57.10 100.00%
57.1
5000 75.1
A R Ra
43"1 8.40 8.60 8.80 9.00
0 H_m_HwHu“‘m_u:!“H‘wm‘,‘H“_Ww,ww m/z 75.10 50.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 L B LR B B
290 8.0 8.40 8.60 8.80 9.00
43.0 m/z 43.10 16.46%
O H‘\\\.\‘\\i‘l“\\\\“u‘\\\‘\\iH‘H\\‘\}1\’\H\“HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester
57.0
R A RAREL
8.40 8.60 8.80 9.00
m/z 87.05 12.20%
5000 290 75.0
43.0
15.0 ‘\ | \H‘ il |
Ot e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester S RAAREEEEaE
57.0 8.40 8.60 8.80 9.00
m/z 41.10 11.80%
29.0
75.0
5000
43.0
0 15.0 \“ \‘ | M 1 | 8$0 115.0 /\ ny /\
e e e e e e e R RaRR 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\VU041223\
Data File : VU@53667.D

Acqg On : 12 Apr 2023 17:17
Operator : JC/MD

Sample : 02255-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 TIsopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.208 5.81 ug/L 78130  Chlorobenzene-d5 9.414

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-, penty... 158 C9H1802 002445-72-9 72
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
Abundance Scan 2447 (9.208 min): VU053667.D\data.ms (-2437) (-) m/z 71.10 100.00%
43.0 71.1
5000 892
R R
‘ ‘ H 115.1 8.80 9.00 9.20 9.40 9.60
Ottt el L m/z 43.05  98.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 ,\fk"
89.0 8.80 9.00 9.20 9.40 9.60
210 m/z 89.20  39.26%
N
0H\‘\\.\\‘\\\““\\\\“‘!“H‘ﬁ\?\“‘\\\\‘M\H‘HH‘HH‘}\\\‘\\‘\\‘\\]-\3\9-\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71'0 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 32.82%
89.0
27.0
e STO_ L L 11501300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #15400: Isopropy! butyrate WA“‘_“‘W“ﬁﬁH“‘H
43.0 8.80 9.00 9.20 9.40 9.60
m/z 60.10 17.63%
71.0
5000
89.0
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\VU@41223\
Data File : VU@53667.D

Acqg On : 12 Apr 2023 17:17
Operator : JC/MD

Sample : 02255-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 7.034 8.2 ug/L 89968 1 6.243 547998 150.0
Propanoic acid,... 8.722 3.1 ug/L 41732 2 9.414 672006 50.0
Isopropyl butyrate 9.208 5.8 ug/L 78130 2 9.414 672006 50.0

SFAMULM@33123WMA.M Thu Apr 13 15:17:06 2023 8



