LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 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\SFAMXLM122321WMA.M
Title : VOC Analysis

Signal : TIC: VX026084.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.374 43 47 54 rVB 99157 103938 3.64% 0.713%
2 1.672 92 96 103 rVB 93520 111133 3.90% 0.762%
3 2.312 195 201 209 rBV 169314 275857 9.67% 1.892%
4 2.386 209 213 222 rVB 17977 30572 1.07% 0.210%
5 2.794 274 280 288 rVB 52559 92193 3.23% 0.632%
6 2.946 301 305 314 rVB2 4750 10800 0.38% 0.074%
7 3.2706 354 358 360 rBV2 490 543 0.02% 0.004%
8 3.367 373 374 376 rBV 702 532 0.02% 0.004%
9 3.440 384 386 387 rBV2 636 615 0.02% 0.004%
106 3.581 403 409 418 rBV3 4389 9041 0.32% 0.062%
11 3.709 428 430 437 rBB2 713 887 0.03% 0.006%
12 3.763 437 439 440 rBvV 800 395 0.01% 0.003%
13 3.830 448 450 452 rBV 576 488 0.02% 0.003%
14 4.355 534 536 538 rBv2 492 480 0.02% 0.003%
15 4.458 545 553 566 rBV 77303 223992 7.85% 1.536%
16 4.818 610 612 614 rVB 925 671 0.02% 0.005%
17 4.849 614 617 618 rBv2 687 707 0.02% 0.005%
18 4.964 632 636 637 rBv 583 594 0.02% 0.004%
19 5.062 640 652 668 rvv 117526 366108 12.83% 2.511%
20 5.330 694 696 697 rBv2 642 475 0.02% 0.003%
21 5.348 697 699 702 rW 699 608 0.02% 0.004%
22 5.391 702 706 709 rVB 767 1118 0.04% 0.008%
23 5.422 709 711 713 rBvV2 620 625 0.02% 0.004%
24 5.446 713 715 717 rW 611 481 0.02% 0.003%
25 5.470 717 719 722 rVB 579 555 0.02% 0.004%
26 5.507 722 725 726 rBV2 444 466 0.02% 0.003%
27 5.544 729 731 733 rVWv2 538 454  0.02% 0.003%
28 5.580 733 737 741 rW3 598 985 0.03% 0.007%
29 5.635 745 746 748 rBV 687 652 0.02% 0.004%
30 5.757 765 766 768 rBV 431 381 0.01% ©0.003%
31 5.976 787 802 818 rBV2 292401 882148 30.92% 6.051%
32 6.178 833 835 839 rBvV 449 583 0.02% 0.004%
33 6.342 855 862 872 rW2 13627 36545 1.28% 0.251%
34 6.428 875 876 878 rW 584 545 0.02% 0.004%
35 6.470 881 883 886 rvB 646 571 0.02% 0.004%
36 6.531 892 893 896 rvB2 722 606 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 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\SFAMXLM122321WMA.M
Title : VOC Analysis
37 6.568 898 899 903 rBv2 610 680 0.02% 0.005%
38 6.604 903 905 907 rBV 719 753 0.03% 0.005%
39 6.769 920 932 946 rBV 197431 504670 17.69% 3.461%
40 7.312 1013 1021 1035 rVB 192733 419240 14.70% 2.876%
41  7.464 1041 1046 1052 rVB 7103 14360 ©0.50% 0.098%
42 7.604 1064 1069 1071 rBV2 3312 5852 0.21% 0.040%
43 7.641 1072 1075 1080 rVWV 9329 16408 0.58% 0.113%
44  7.690 1080 1083 1093 rVB2 8107 15593 ©0.55% 0.107%
45  7.799 1094 1101 1113 rBV 1169608 1977706 69.33% 13.565%
46 8.104 1149 1151 1153 rVB2 893 538 0.02% 0.004%
47  8.177 1161 1163 1165 rBV3 776 836 0.03% 0.006%
48  8.324 1181 1187 1197 rBV 130954 216059 7.57% 1.482%
49 8.458 1207 1209 1210 rBV2 1127 1065 0.04% 0.007%
50 8.549 1218 1224 1234 rBV 194081 306255 10.74% 2.101%
51 8.653 1234 1241 1249 rBV 430251 679460 23.82% 4.660%
52 8.805 1263 1266 1271 rVB4 3429 4592 0.16% 0.031%
53 8.866 1274 1276 1282 rVB2 4086 5819 0.20% 0.040%
54  8.952 1285 1290 1297 rBV2 115515 169819 5.95% 1.165%
55~ 9.153 1321 1323 1326 rBvV2 635 789 0.03% 0.005%
56 9.250 1333 1339 1343 rBV 55751 86734 3.04% 0©.595%
57 9.342 1350 1354 1357 rBV 133583 177817 6.23%  1.220%
58 9.384 1357 1361 1372 rVB 383607 549880 19.28% 3.772%
59 9.488 1372 1378 1388 rBV 2105565 2852688 100.00% 19.566%
60 9.579 1388 1393 1410 rVB 246426 322693 11.31% 2.213%
61 9.805 1428 1430 1431 rBV 828 483 0.02% 0.003%
62 9.915 1443 1448 1458 rBV 1489166 1825026 63.98% 12.518%
63 10.055 1465 1471 1478 rBV 423197 562579 19.72% 3.859%
64 10.195 1491 1494 1495 rBV2 795 851 0.03% 0.006%
65 10.281 1505 1508 1509 rBV2 1926 1774 0.06% 0.012%
66 10.506 1541 1545 1550 rVB2 3210 4378 0.15% 0.030%
67 10.640 1563 1567 1573 rBV 52266 65399  2.29% 0.449%
68 11.122 1643 1646 1650 rVB3 2768 3148 0.11% 0.022%
69 11.195 1652 1658 1665 rVvV 353252 446733 15.66% 3.064%
70 11.323 1674 1679 1686 rVB2 17702 28949 1.01% 0.199%
71 11.451 1696 1700 1704 rBV2 8648 11691 0.41% ©.080%
72 11.549 1714 1716 1718 rBV2 895 933 0.03% 0.006%
73 11.756 1747 1749 1753 rVB2 2506 2634 0.09% 0.018%
74 11.890 1768 1772 1773 rBV2 882 954 0.03% 0.007%
75 11.933 1777 1779 1783 rVVv2 1287 1643 0.06% 0.011%
76 11.969 1783 1785 1789 rVV3 959 1128 0.04% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 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\SFAMXLM122321WMA.M
Title : VOC Analysis
77 12.024 1789 1794 1806 rVB 419431 508243 17.82%  3.486%
78 12.323 1835 1843 1854 rBV 472408 595509 20.88% 4.085%
79 12.426 1857 1860 1863 rBV3 757 1196 0.04% 0.008%
80 12.573 1882 1884 1885 rBV2 568 413 0.01% 0.003%
81 12.628 1891 1893 1896 rBV2 535 843 0.03% 0.006%
82 12.658 1896 1898 1903 rVV3 1031 1594 0.06% 0.011%
83 12.768 1912 1916 1921 rVB 6766 9016 0.32% 0.062%
84 12.933 1940 1943 1944 rVB2 767 632 0.02% 0.004%
85 13.329 2006 2008 2009 rBV 610 477 0.02% 0.003%
86 13.378 2014 2016 2018 rBV2 612 739 0.03% 0.005%
87 13.865 2093 2096 2097 rBV 427 573 0.02% 0.004%
88 13.902 2100 2102 2106 rVV 966 859 0.03% 0.006%
89 14.134 2135 2140 2144 rBV2 3784 6668 0.23% 0.046%
990 14.292 2164 2166 2169 rBV 577 714 0.03% 0.005%
91 14.365 2176 2178 2180 rBV 535 427 0.01% 0.003%
92 14.414 2182 2186 2187 rVV2 530 493 0.02% 0.003%
93 14.755 2239 2242 2243 rBV2 771 861 0.03% 0.006%
94 14.889 2261 2264 2265 rBV3 878 855 0.03% 0.006%
95 15.286 2326 2329 2331 rBV 592 657 ©0.02% 0.005%
96 15.584 2377 2378 2380 rBV 684 572 0.02% 0.004%
97 15.603 2380 2381 2383 rVWV 941 670 0.02% 0.005%
98 15.938 2435 2436 2437 rBV 935 472 0.02% 0.003%
99 16.377 2506 2508 2509 rBV 807 616 0.02% 0.004%
100 16.749 2567 2569 2572 rBV 706 639 0.02% 0.004%
Sum of corrected areas: 14579691
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX026084.D\data.ms
2000000
1500000
1000000
500000
5.976
1.374 1672 2212 2.70 4,458 5.062
0 AQSG 19 946 3.2786VR5BTAEB0 4.35 04064\ S EREE G557 6.178
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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
Abundance TIC: VX026084.D\data.ms
2000000 9.488
1500000 9.915
7.799
1000000
500000 8.653 9.384 10.055 11.195
579
6.769 7.312 8,324 854 8,952 953 2
om/\ /\7.46%0&9 8.80477 /\8.45& 8.8@BH 0.15 9.80 011088110.50854° 11.1201.32%65
B e e e e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX026084.D\data.ms
2000000
1500000
1000000
500000 12.004 12:323
ol 1L 2 APREFRBY68.033  133R398 1B366214.1341299854 14.756889  15.286 IHE®B 15.938 16.377  16.7¢
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 T ‘ T T T T ‘ T T T T ‘ T T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\

Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.8mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 1Isopropyl acetate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.342 3.62 ug/L 36545 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl acetate 102 C5H1002 000108-21-4 64
2 Isopropyl acetate 102 C5H1002 000108-21-4 64
3 Isopropyl acetate 102 C5H1002 000108-21-4 38
4 Isopropyl acetate 102 C5H1002 000108-21-4 38

5 Acetamide, N-acetyl-N-methyl- 115 C5H9NO2 001113-68-4 9

Abundance Scan 862 (6.342 min): VX026084.D\data.ms (-855) (-) m/z 43.10 100.00%

9.

5000 /MJMM

61.0 87.0 T T T T T T T T T T T T
6.00 6.20 6.40 6.60

‘H‘H"_‘H“HJMJ‘W‘H‘wu‘w“u‘u“_‘u“u‘_ m/z 61.05 18.55%
miz-> 10 20 30 40 50 60 70 80 90 100 110 /\

Abundance #4784 Isopropyl acetate
43.0

5000 AR AR AR A RARRE
6.00 6.20 6.40 6.60
61.0 m/z 87.00 17.04%
15.0 27.0 87.0
”‘W‘“W‘”M\”‘MM‘”\”‘Jm‘”\‘”‘W‘JW‘”%?%QW‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance /\
43.0
6606506£06%0 |
5000 ITI z 41.00 16.60%
61.0
87.0
15.0 27.0 101.0
mlz--> 1b Zb 3b 4b Sb 65 76 Sb 50 160 1i0
Abundance #4785: |sopropyl acetate
43.0 6.00 6.20 6.40 6.60

m/z 39.10 12.37%

m/z-->

5000
61.0
15.0 27.0 | | ﬂo
| | Il
e e e e e e e

10 20 30 40 50 60 70 80 90 100 110

6.00 6.20 6.40 6.60

SFAMXLM122321WMA.M Sun Jan 02 05:13:41 2022

Page:

5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\

Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.8mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 4 n-Propyl acetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.799 195.94 ug/L 1977716  1,4-Difluorobenzene 6.769
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 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 78
5 n-Propyl acetate 102 C5H1002 000109-60-4 64

Abundance Scan 1101 (7.799 min): VX026084.D\data.ms (-1094) (-) m/z 43.05 100.00%

43.0
5000
61.1
‘ 771 670 1000 7.40 7.60 7.80 8.00 8.20
101. o
el et L 870 1010 sz 61.10 27.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 LN L LA B B I B
7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.10 14.75%
73.0
\\‘\\\\‘\2\3\?\\\\“1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\]-‘0\3\\0\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
SR Raan R
7.40 7.60 7.80 8.00 8.20
5000 m z 42.10 11.17%
61.0
73.0
15.0 27.0
R R R R R AT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776: n-Propyl acetate R
43.0 7.40 7.60 7.80 8.00 8.20
m/z 41.05 9.41%
5000
61.0
70 ‘ 73.0
180 A | 870

m/z-->

10 20 30 40 50 60 70 80 90 100 110

7.40 7.60 7.80 8.00 8.20
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\

VX026084.D

: 28 Dec 2021 00:36
JC/MD
PB1416997ZHE#02

PB141699ZHE#02

: 5.0mL/MSVOA_X/WATER
: 40 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

: 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, 1-methyleth... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.549  27.22 ug/L 306255 Chlorobenzene-d5 10.055
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, 1-methylethyl ester 116 C6H1202
5 Propanoic acid, 1-methylethyl ester 116 C6H1202

000637-78-5 90
000637-78-5 83
000637-78-5 64
000637-78-5 59
000637-78-5 42

Abundance Scan 1224 (8.549 min): VX026084.D\data.ms (-1218) (-) m/z 57.10 100.00%
57.1
43.1
5000
75.1
‘ ‘ 101.1 8.20 8.40 8.60 8.80
el L 152 43,10 65.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 L L AL B I L
290 8.20 8.40 8.60 8.80
75.0 m/z 75.10 27.73%
1 O .
I | | | |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
CoAte e e
43.0 8.20 8.40 8.60 8.80
5000 m/z 41.10 22.81%
29.0 75.0
101.0
15.0 116.0
T e o T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9302: Propanoic acid, 1-methylethyl ester
57.0 8.20 8.40 8.60 8.80
m/z 101.10 10.53%
5000 43.0
75.0
29.0
101.0
180 || ] | 1160
et e e e e e e e e R R R RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 Propanoic acid, 2-methyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.250 7.71 ug/L 86734  Chlorobenzene-d5 10.055

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 83
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
Abundance Scan 1339 (9.250 min): VX026084.D\data.ms (-1333) (-) m/z 43.10 100.00%
43.1
5000
o M\Jbt
o EREEATEEEE
9.00 9.20 9.40 9.60
1151
2071 m/z 71.10 36.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 UL L L LN L
9.00 9.20 9.40 9.60
71.0 m/z 41.16  28.65%
‘h ‘H | ‘ ‘ 1150
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
9.00 9.20 9.40 9.60
5000 m/z 89.00 15.72%
71.0
15.0 115.0
L i B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester H“_“W“‘W‘AH“H
43.0 9.00 9.20 9.40 9.60
m/z 39.10 13.04%
5000
71.0
150 | | | 1150
R mae o A R o R ARREEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 8 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.488 253.54 ug/L 2852690  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 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72

Abundance Scan 1378 (9.488 min): VX026084.D\data.ms (-1372) (-) m/z 57.05 100.00%
57.0

5000 75.0

—

43.1 SRS & G
9.20 9.40 9.60 9.80
Al 88.0 101.1 115.2

e et b PR FOLL LIS 2 sz 75.05  43.38%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9259: Propanoic acid, propyl ester
57.0
29.0
5000 L L L L L B L L B
75.0 9.20 9.40 9.60 9.80
43.0 m/z 43.10  21.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
9.20 9.40 9.60 9.80
5000 75.0 m/z 41.05 14.40%
29.0
43.0
15.0 88.0
T e e e e
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 42.05 9.57%
5000 29.0 75.0
43.0
150,, PV AW .NE——
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\VX122721\
Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 9 Acetic acid, butyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.579  28.68 ug/L 322693 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 59
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 50
5 Isobutyl acetate 116 C6H1202 000110-19-0 39
Abundance Scan 1393 (9.579 min): VX026084.D\data.ms (-1388) (-) m/z 43.10 100.00%
43.1
5000 56.0
\ \ YTJ- 87.0 101.1 114.9 959
H‘\\H‘\H\‘HH“\‘\‘\\‘\\‘\‘\‘H\\‘HH’\H\.‘\\\\‘\.\\\]’-\]-\4\.\‘\\\ m/z 56.05 37.7600
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9201: Acetic acid, butyl ester
43.0
5000 - :
56.0 9.50
m/z 41.10 16.67%
150 290 73.0
H‘\\‘\.\‘\HM“HH“‘\H\\‘\H‘\“H\\‘\‘\\\’\8\\7\.‘0\\1\-\()‘]\"\9\]’.\1\5\'\0‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
9.50
5000 56.0 m/z 73.10 16.45%
29.0 73.0
150 == 87.0 101.0 117.0
A o e ALERRASE et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9208: Acetic acid, butyl ester
43.0 9.50
m/z 61.10 13.20%
56.0
5000
73.0
27.0 ‘ ‘
S\ O OSSN B N 10 | G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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@ Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.915 162.20 ug/L 1825030 Chlorobenzene-d5 10.055

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-, 1-met... 130 C7H1402 000617-50-5 78
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
Abundance Scan 1448 (9.915 min): VX026084.D\data.ms (-1443) (-) m/z 43.10 100.00%
3.1
71.1
5000
89.1
115.1 10.00
571 | ‘ 130.1 o
HWH‘WHH‘HMHMH_MWFH‘MHW‘HMH‘WHH‘JH_‘H_H“ m/z 71.10 73.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropy! butyrate
43.0
71.0
5000 U
89.0 10.00
' m/z 41.05 31.84%
27.0
H\‘\H\‘\\\‘\‘HH“M}‘H‘?\?\.‘PH\‘H\H‘H\!‘HH‘MHJ‘-\].\?;?H]-?R-\OH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 71.0
——
10.00
m/z 89.10  28.23%
5000 89.0
27.0
115.0
13.0 57.0 130.0
o RmaaR L b A Rt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate T
43.0 10.00
m/z 39.05 15.62%
71.0
5000
89.0
S N N T L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 11 Butanoic acid, propyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.640 5.81 ug/L 65399 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 78
Abundance Scan 1567 (10.640 min): VX026084.D\data.ms (-1563) (- m/z 71.05 100.00%
71.0
43.1
89.1
5000
—f— —
H L 61 10.50 11.00
rrprrrprrrprrbe el e A S ey | m/Z 43.1@ 79.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15467: Butanoic acid, propyl ester
71.0
43.0 89.0 N
5000 —_ s
10.50 11.00
270 m/z 89.10 63.85%
H\‘\H\‘\H‘N‘HH‘i!iH‘H‘H‘l‘\\\\‘\“\\\’HH‘\\HM\H‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 71.0
— —
10.50 11.00
5000 27.0 89.0 m/z 41.10  35.90%
115.0130.0
T T T T e I e e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15452: Butanoic acid, propyl ester SO et
43.0 71.0 10.50 11.00
m/z 42.10 24.06%
27.0
5000 89.0
120 el et b A3 0 1300 s s r—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026084.D

Acqg On : 28 Dec 2021 00:36

Operator : JC/MD

Sample : PB141699ZHE#02

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#02

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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|
Isopropyl acetate 6 ug/L 36545 6.769 504670 50.
n-Propyl acetate 7 ug/L 1977710 6.769 504670 50.
Propanoic acid,... 8 ug/L 306255 10.055 562579 50.
Propanoic acid,... 9.250 7 86734 10.055 562579 50.
Propanoic acid,... 9 ug/L 2852690 10.055 562579 50.
Acetic acid, bu... 9 ug/L 322693 10.055 562579 50.
Isopropyl butyrat 9 ug/L 1825030 10.055 562579 50.
Butanoic acid, ... 10.640 5. ug/L 65399 10.055 562579 50.
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