Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

. 15

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110921\

: VX025122.D
: 09 Nov 2021 15:20

JC/MD

. PB140605TB 10X

5.0mL/MSVOA_X/WATER

Sample Multiplier: 1
Parameters: LSCINT.P
RTE
OFF Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

Peak separation: 5

Method
Title

Signal

: TIC: VX@25122.D\data.ms

5

0 % of largest Peak

100
TOP

peak R.T. first max last PK peak corr. corr.
# min  scan scan scan TY height area % max
1 1.367 43 46 57 rvB 83655 89796 14.51%
2 1.666 91 95 103 rVB 68121 89044 14.38%
3  2.306 194 200 209 rBV 136738 218073 35.23%
4  2.477 227 228 231 rVB2 534 335 0.05%
5 2.587 244 246 247 rBV2 454 296 0.05%
6 2.666 255 259 260 rBV 288 352 0.06%
7 2.788 273 279 285 rBv2 2588 5145 0.83%
8 2.861 285 291 294 rVB2 469 829 0.13%
9 2.940 303 304 305 rBv2 791 478 0.08%
10 2.989 310 312 314 rBV 411 353 0.06%
11 3.160 337 340 343 rVB 302 419 0.07%
12 3.398 377 379 380 rBV 461 342 0.06%
13  3.520 398 399 402 rBV3 404 334 0.05%
14 3.757 436 438 439 rVB3 550 368 0.06%
15 3.946 467 469 472 rBV 501 526 0.08%
16 4.026 480 482 486 rBV2 496 527 0.09%
17 4.087 490 492 495 rBV2 466 526 0.08%
18 4.117 495 497 500 rvv2 338 329 0.05%
19 4.190 508 509 515 rVB 432 572 0.09%
20 4.257 518 520 525 rVB 653 625 0.10%
21 4.464 545 554 569 rBvV 47772 137085 22.14%
22 5.068 640 653 666 rBv2 89448 275511 44.50%
23 5.251 679 683 684 rBV 310 361 0.06%
24 5.379 702 704 705 rBV 734 414 0.07%
25 5.452 714 716 719 rBV 373 291 0.05%
26 5.762 752 757 760 rBV 420 805 0.13%
27 5.818 775 776 779 rBV 429 335 0.05%
28 5.976 791 802 817 rVB2 207054 619061 100.00%
29 6.184 833 836 837 rBv2 313 365 0.06%
30 6.482 881 885 891 rvB2 348 611 0.10%
31 6.543 891 895 900 rBv2 522 908 0.15%
32 6.592 900 903 904 rBv2 446 452 0.07%
33 6.684 916 918 920 rvB2 600 391 0.06%
34 6.763 923 931 944 rVWW 156180 374250 60.45%
35 6.885 947 951 952 rBV 543 559 0.09%
36 6.934 957 959 963 rBvV 277 312 0.05%
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: Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM110821WMA.M
: VOC Analysis




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110921\
Data File : VX025122.D

Acqg On : 09 Nov 2021 15:20
Operator : JC/MD

Sample : PB140605TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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_ X\Method\SFAMXLM110821WMA.M
Title : VOC Analysis
37 7.086 982 984 985 rw 674 531 0.09% 0.010%
38 7.110 986 988 996 rvB5 2575 4696 0.76% 0.091%
39 7.312 1013 1021 1034 rBV2 132015 293517 47.41% 5.702%
40 7.543 1057 1059 1061 rBvV2 458 306 0.05% ©0.006%
41  7.750 1092 1093 1094 rBV2 496 301 ©0.05% 0.006%
42 7.805 1095 1102 1111 rVV 67338 116298 18.79% 2.259%
43 8.135 1151 1156 1157 rBvV2 399 445 0.07% 0.009%
44  8.189 1163 1165 1169 rVB 319 311 ©0.05% 0.006%
45  8.330 1182 1188 1197 rBV 93888 153586 24.81% 2.983%
46 8.464 1208 1210 1211 rBV 306 289 0.05% 0.006%
47  8.555 1220 1225 1233 rVB3 13014 20342 3.29% 0.395%
48 8.653 1235 1241 1248 rBV 297160 470186 75.95% 9.134%
49 8.951 1284 1290 1297 rBV 71998 110090 17.78% 2.139%
50 9.110 1314 1316 1319 rVB 371 398 0.06% 0.008%
51 9.165 1320 1325 1328 rBV 430 848 0.14% 0.016%
52 9.250 1336 1339 1346 rVB3 3987 5866 0.95% 0.114%
53 9.317 1346 1350 1351 rBvV2 913 948 0.15% 0.018%
54 9.348 1351 1355 1357 rBvV2 8924 12415 2.01% 0.241%
55 9.384 1357 1361 1373 rVV 213020 310440 50.15% 6.030%
56 9.488 1373 1378 1383 rVW 134761 174490 28.19%  3.390%
57 9.586 1389 1394 1402 rVB 13675 19131 3.09% 0.372%
58 9.793 1426 1428 1429 rBV 444 418 0.07% 0.008%
59 9.915 1441 1448 1456 rBV 90528 115312 18.63% 2.240%
60 10.055 1466 1471 1482 rBV 327163 446936 72.20% 8.682%
61 10.183 1490 1492 1493 rBV2 622 415 0.07% 0.008%
62 10.238 1500 1501 1504 rVB2 706 453 0.07% 0.009%
63 10.348 1517 1519 1521 rBV 431 398 0.06% ©0.008%
64 10.646 1564 1568 1573 rVB2 2849 3479 ©.56% 0.068%
65 10.732 1580 1582 1585 rVB2 439 435 0.07% 0.008%
66 10.829 1597 1598 1602 rVB2 429 440 0.07% 0.009%
67 10.872 1602 1605 1607 rBV 338 412 0.07% 0.008%
68 10.927 1612 1614 1618 rVB 409 504 0.08% 0.010%
69 10.994 1623 1625 1627 rBV 531 320 0.05% 0.006%
70 11.030 1629 1631 1633 rBV2 452 451 0.07% 0.009%
71 11.085 1638 1640 1641 rBV2 475 437 0.07% 0.008%
72 11.195 1652 1658 1666 rVB 224816 288741 46.64% 5.609%
73 11.378 1687 1688 1691 rBV2 577 410 0.07% 0.008%
74 11.835 1761 1763 1767 rBV3 658 793 0.13% 0.015%
75 11.933 1776 1779 1783 rBV2 1272 1749 0.28% 0.034%

76 12.024 1789 1794 1803 rVV 301691 377821 61.03% 7.339%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110921\
Data File : VX025122.D

Acqg On : 09 Nov 2021 15:20
Operator : JC/MD

Sample : PB140605TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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_ X\Method\SFAMXLM110821WMA.M
Title : VOC Analysis
77 12.201 1821 1823 1824 rVB 725 341 0.06% 0.007%
78 12.219 1824 1826 1828 rBV 520 420 0.07% 0.008%
79 12.323 1837 1843 1850 rVB 301390 377219 60.93% 7.328%
80 12.475 1866 1868 1873 rVB3 742 989 0.16% 0.019%
81 12.591 1884 1887 1889 rBV2 378 436 0.07% ©0.008%
82 12.951 1944 1946 1948 rBV 485 308 0.05% 0.006%
83 12.993 1950 1953 1955 rBV 644 579 0.09% 0.011%
84 13.274 1997 1999 2001 rVVv2 542 500 0.08% 0.010%
85 13.317 2004 2006 2011 rBV 722 1039 0.17% 0.020%
86 13.634 2054 2058 2060 rBV 299 468 ©0.08% 0.009%
87 13.999 2116 2118 2120 rBV2 366 372 0.06% 0.007%
88 14.079 2128 2131 2132 rBV 438 377 0.06% 0.007%
89 14.176 2144 2147 2149 rBV 348 389 0.06% 0.008%
90 14.255 2158 2160 2165 rVB2 671 700 0.11% 0.014%
91 14.560 2207 2210 2213 rBV 671 1093 0.18% 0.021%
92 14.633 2219 2222 2223 rBV 393 383 0.06% 0.007%
93 14.713 2230 2235 2237 rBV 454 757 0.12% 0.015%
94 15.030 2284 2287 2290 rBV 717 893 0.14% 0.017%
95 15.121 2300 2302 2306 rVB 777 699 0.11% 0.014%
96 15.182 2308 2312 2313 rBV 658 770 0.12% 0.015%
97 15.298 2329 2331 2334 rBV2 733 854 0.14% 0.017%
98 15.566 2373 2375 2378 rBV3 728 1131 ©0.18% 0.022%
99 15.981 2440 2443 2445 rBV 384 401 0.06% 0.008%
100 16.676 2554 2557 2558 rBV 388 437 0.07% 0.008%
Sum of corrected areas: 5147893
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Abundance

300000

250000

200000

150000

100000

50000

: PB140605TB 10X
: 5.0mL/MSVOA_X/WATER
. 15

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110921\

© VXe25122.D
: 09 Nov 2021 15:20

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
: VOC Analysis

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

TIC: VX025122.D\data.ms

2.306
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110921\
Data File : VX025122.D

Acqg On : 09 Nov 2021 15:20
Operator : JC/MD

Sample : PB140605TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
7.805 15.54 ug/L 116298 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 78
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 64
5 n-Propyl acetate 102 C5H1002 000109-60-4 64
Abundance Scan 1102 (7.805 min): VX025122.D\data.ms (-1095) (-) m/z 43.05 100.00%
43.0
5000
61.1
‘ ‘ 870 1210 7.40 7.60 7.80 8.00 8.20
\\‘HH‘\\H‘\H\““\M\‘HH“HH‘\\H‘H\\.‘HH‘\\H‘HH“.\H‘ m/Z 61.10 26.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4776 n-Propyl acetate
43.0
5000 B R LU B I
7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.00  14.98%
40 279 74.0 87.0
\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\\H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #4777 n-Propyl acetate
43.0
R
7.40 7.60 7.80 8.00 8.20
5000 m/z 42.10 14.51%
27.0 61.0
\Wm‘\\1H“\m“”m‘uu“uu‘\‘m,uu‘\m,\m‘\m,\m‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #4779: n-Propyl acetate “‘H““W““,H““J
43.0 7.40 7.60 7.80 8.00 8.20
m/z 41.10 8.19%
5000
61.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110921\
Data File : VX025122.D

Acqg On : 09 Nov 2021 15:20
Operator : JC/MD

Sample : PB140605TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
9.488 19.52 ug/L 174490  Chlorobenzene-d5 10.055

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 74
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 74
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
Abundance Scan 1378 (9.488 min): VX025122.D\data.ms (-1373) (-) m/z 57.05 100.00%
57.0
5000 75.1
43.0 A
‘ 9.20 9.40 9.60 9.80
H‘\\H‘\H\‘HH“\‘H\‘\HMH\\‘\\‘\\’\\8?.‘(\)\H‘HH’\H\‘H\ m/z 75.16 49.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 LA L L L L BN
290 8.0 9.20 9.40 9.60 9.80
43.0 m/z 43.05 21.33%
H‘\\H‘\H‘M‘HH‘H‘H\‘\H\‘H\\‘\}H’\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
9.20 9.40 9.60 9.80
m/z 41.10 16.14%
5000 290 75.0
43.0
50 | |
H_‘H_H‘_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘WH‘WH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9259: Propanoic acid, propyl ester B ERmE AR
57.0 9.20 9.40 9.60 9.80
m/z 42.10 10.68%
29.0
5000
43.0 8.0
i ‘M‘ 88.0 101.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110921\
Data File : VX025122.D

Acqg On : 09 Nov 2021 15:20
Operator : JC/MD

Sample : PB140605TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
9.915 12.90 ug/L 115312  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
3 Isopropyl butyrate 130 C7H1402 000638-11-9 72
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
Abundance Scan 1448 (9.915 min): VX025122.D\data.ms (-1441) ()  m/z 43.10 100.00%
43.1
71.1
o M
89.1 L
i ‘ il H i ‘ 11\50 10.00 o
e e e e e e e m/z 71.10 73.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 — 71
89.0 10.00
' m/z 41.10 33.39%
210 ‘ 115.0
H‘HH‘\H‘HHH“!}‘\\‘?\7\.‘?\\\‘H\H‘H\!‘HH‘}\\\‘\\‘\;‘\\]-\3\‘0\.9\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
4
10.00
5000 ITI/Z 89.10 25.48%
71.0
27.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate T f\‘
43.0 10.00
m/z 39.10 17.83%
71.0
5000
89.0
20 | 150
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110921\
Data File : VX025122.D

Acqg On : @9 Nov 2021 15:20
Operator : JC/MD

Sample : PB140605TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.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 7.805 15.5 ug/L 116298 1 6.763 374250 50.0
Propanoic acid,... 9.488 19.5 ug/L 174490 2 10.055 446936 50.0

Isopropyl butyrate 9.915 12.9 wug/L 115312 2 10.055 446936 50.0
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