LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030633.D

Acqg On : 15 Aug 2022 17:45

Operator : JC/MD

Sample : N4168-09

Misc : 10.16g/5mL/100uUL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 18 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\SFAMXLMO80422WMA .M
Title : VOC Analysis

Signal : TIC: VX@30633.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 25 29 30 rBvV3 5144 6207 ©.54% 0.054%
2 1.367 42 46 54 rVB 94380 143323 12.56% 1.254%
3  1.605 83 85 88 rBv4 3313 5177 ©.45% 0.045%
4 1.660 990 94 101 rVw 50213 78636 6.89% 0.688%
5 2.166 176 177 181 rBV4 1042 997 0.09% 0.009%
6 2.270 187 194 207 rBV 240837 388643 34.06%  3.400%
7 2.465 224 226 231 rVB5S 1493 2043 0.18% ©0.018%
8 2.721 264 268 269 rBv2 1715 1813 0.16% 0.016%
9 2.776 272 277 283 rVV3 3798 8327 0.73% 0.073%
106 2.836 283 287 289 rVB5 1080 1782 0.16% 0.016%
11  2.946 296 305 322 rBv2 24871 75909 6.65% 0.664%
12 3.135 330 336 343 rVB4 1877 4854 0.43% 0.042%
13 3.599 409 412 415 rVW4 1373 2142 0.19% 0.019%
14 4.507 550 561 589 rBvV2 52122 247319 21.67% 2.164%
15 4.702 591 593 595 rBV3 1258 1083 0.09% 0.009%
16 5.056 643 651 690 rVB3 193770 964013 84.48%  8.433%
17 5.549 728 732 737 rVB6 2064 4363 0.38% 0.038%
18 5.964 785 800 815 rBV2 408344 1141052 100.00%  9.982%
19 6.379 861 868 872 rBV7 1645 4592 0.40% 0.040%
20 6.757 920 930 944 rBvV 292791 689496 60.43% 6.032%
21 7.110 978 988 998 rVBS8 8401 22800 2.00% 0.199%
22 7.220 998 1006 1012 rBV5 2400 6944 0.61% 0.061%
23 7.305 1012 1020 1031 rBV 226406 507086 44.44%  4.436%
24  7.433 1038 1041 1045 rVv4 1388 1576 0.14% 0.014%
25 7.476 1045 1048 1051 rVB5 1072 1308 0.11% 0.011%
26 7.708 1078 1086 1096 rBV 12115 26588 2.33% 0.233%
27 7.823 1101 1105 1112 rVB5 1452 3096 0.27% 0.027%
28 7.970 1118 1129 1134 rBV7 2943 7717 ©0.68% 0.068%
29 8.159 1155 1160 1165 rVB3 1426 2601 0.23% 0.023%
30 8.323 1181 1187 1199 rBV 147495 246120 21.57% 2.153%
31 8.488 1211 1214 1216 rBvV3 895 1150 ©0.10% ©0.010%
32 8.592 1225 1231 1233 rVV5 2569 4327 0.38% 0.038%
33 8.646 1233 1240 1246 rW 579715 901910 79.04% 7.890%
34 8.720 1246 1252 1265 rVV 334011 530284 46.47% 4.639%
35 8.866 1269 1276 1278 rBV5 1083 2329 0.20% 0.020%
36 8.909 1278 1283 1285 rvv3 3585 5767 ©.51% 0.050%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030633.D

Acqg On : 15 Aug 2022 17:45

Operator : JC/MD

Sample : N4168-09

Misc : 10.16g/5mL/100uUL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 18 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\SFAMXLMO80422WMA .M
Title : VOC Analysis
37 8.951 1285 1290 1299 rVB 104016 160658 14.08%  1.405%
38 9.159 1320 1324 1329 rVB4 2247 3571 0.31% 0.031%
39 9.274 1339 1343 1349 rVB4 3751 5964 0.52% 0.052%
40 9.402 1354 1364 1378 rBV 221521 518447 45.44% 4.535%
41  9.537 1381 1386 1390 rvvs 2867 5079 0.45% 0.044%
42 9.591 1391 1395 1402 rVV3 7326 14246 1.25% 0.125%
43 9.646 1402 1404 1410 rVB4 1647 2535 0.22% 0.022%
44  9.725 1410 1417 1421 rBV6 2349 5381 0.47% 0.047%
45  9.854 1435 1438 1444 rVB3 2411 3260 0.29% 0.029%
46 10.055 1465 1471 1481 rBV 582456 785695 68.86% 6.873%
47 10.195 1490 1494 1501 rBV2 6092 8633 0.76% 0.076%
48 10.347 1507 1519 1529 rBV 235063 429637 37.65% 3.758%
49 10.652 1564 1569 1580 rBv2 31744 52793 4.63% 0.462%
50 10.805 1590 1594 1598 rvv4 2139 3104 0.27% 0.027%
51 10.847 1599 1601 1604 rvv3 1198 1335 0.12% 0.012%
52 10.902 1607 1610 1614 rBv4 1072 1306 0.11% 0.011%
53 10.963 1614 1620 1625 rvv2 5215 7012 0.61% 0.061%
54 11.195 1653 1658 1665 rBV 333031 463523 40.62% 4.055%
55 11.317 1674 1678 1681 rVB 1014 1379 0.12% 0.012%
56 11.457 1696 1701 1703 rBV3 5243 6704 0.59% 0.059%
57 11.481 1703 1705 1707 rVV 1257 962 0.08% 0.008%
58 11.530 1707 1713 1724 rVV 489035 737832 64.66% 6.455%
59 11.756 1745 1750 1755 rVB2 4926 6789 0.59% 0.059%
60 11.884 1766 1771 1772 rBV3 661 1100 0.10% 0.010%
61 11.926 1772 1778 1784 rBV 446828 625226 54.79% 5.469%
62 12.024 1789 1794 1802 rVB 577873 715674 62.72% 6.261%
63 12.128 1809 1811 1815 rVB5 913 1205 0.11% 0.011%
64 12.213 1822 1825 1826 rBV3 809 1022 0.09% 0.009%
65 12.237 1826 1829 1837 rVV4 3230 6437 0.56% 0.056%
66 12.323 1837 1843 1851 rBV 531432 683887 59.93% 5.983%
67 12.463 1864 1866 1871 rVB6 1744 2426 0.21% 0.021%
68 12.512 1871 1874 1877 rBV4 957 1155 ©0.10% 0.010%
69 12.579 1881 1885 1888 rvv4 817 1280 0.11% 0.011%
70 12.670 1896 1900 1904 rVV2 3463 3625 0.32% 0.032%
71 12.713 1904 1907 1913 rVV4 2462 3185 0.28% 0.028%
72 12.762 1913 1915 1919 rVB2 1991 2611 0.23% 0.023%
73 12.865 1927 1932 1935 rBV5 1912 2892 0.25% 0.025%
74 12.938 1941 1944 1948 rVV5 1160 2228 0.20% 0.019%
75 12.999 1950 1954 1959 rVB2 10645 13827 1.21% 0.121%
76 13.103 1966 1971 1978 rBV4 5983 11652 1.02% 0.102%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030633.D

Acqg On : 15 Aug 2022 17:45

Operator : JC/MD

Sample : N4168-09

Misc : 10.16g/5mL/100uUL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 18 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\SFAMXLMO80422WMA .M
Title : VOC Analysis
77 13.182 1981 1984 1990 rVB4 1332 1857 0.16% 0.016%
78 13.261 1995 1997 2001 rVB3 1180 1517 0.13% 0.013%
79 13.389 2017 2018 2024 rVB2 1093 1332 0.12% 0.012%
80 13.438 2024 2026 2028 rBV3 866 1116 ©0.10% 0.010%
81 13.475 2028 2032 2037 rVB7 1708 2818 0.25% 0.025%
82 13.591 2047 2051 2054 rBV4 4043 5325 0.47% 0.047%
83 13.700 2065 2069 2072 rVB6 1764 2827 0.25% ©0.025%
84 13.755 2073 2078 2080 rBV3 7173 10230 0.90% 0.089%
85 13.889 2095 2100 2101 rBV4 1391 1854 0.16% 0.016%
86 13.969 2109 2113 2116 rBVS 2932 3615 0.32% 0.032%
87 14.115 2133 2137 2144 rVB 5313 9954 0.87% 0.087%
88 14.206 2149 2152 2155 rBV5S 902 1611 0.14% 0.014%
89 14.231 2155 2156 2160 rVvv4 1693 1648 0.14% 0.014%
90 14.298 2164 2167 2168 rBV2 1098 1114 0.10% 0.010%
91 14.603 2213 2217 2222 rVV6 1517 3231 0.28% 0.028%
92 14.755 2236 2242 2247 rVVé6 3849 7536 0.66% 0.066%
93 14.975 2274 2278 2284 rVB7 2869 5775 0.51% 0.051%
94 15.212 2313 2317 2322 rVB6 1828 2811 0.25% 0.025%
95 15.322 2333 2335 2340 rBV5 878 1496 0.13% 0.013%
96 15.389 2340 2346 2350 rBV5 3230 6243 0.55% 0.055%
97 15.493 2359 2363 2366 rBv4 1902 2522  0.22% 0.022%
98 16.365 2502 2506 2511 rVV7 1678 3752 0.33% 0.033%
99 16.438 2515 2518 2520 rBV4 1203 1411 0.12% 0.012%
100 16.608 2543 2546 2549 rVB3 917 1007 ©0.09% 0.009%
Sum of corrected areas: 11431247

SFAMXLMO80422WMA.M Wed Aug 17 17:43:38 2022 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N4168-09
: 10.16g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 18 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe81522\

: VX@30633.D
: 15 Aug 2022 17:45

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

TIC: VX030633.D\data.ms

5.964

2.270
5.056

1.367
1.660 4,507
2.946
1264\ 16 2.166\ 2.465 277B36\_3.135 3.599 /\4.702 5.549

o

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

500000

400000

300000

200000

100000

TIC: VX030633.D\data.ms
8.646 10.p55

8.720 11.195
6.757

0
Time-->

7.305 9.402 10.347
8.323
8.951
10.652
379 7.13%2077336 - /9%B28978.159 | | 8.48892 | 88869 9.19974 \9SSWUERES54 | 10.195 /\10B86WH3 |11 .34
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500000

400000

300000

200000

100000

Time-->

TIC: VX030633.D\data.ms
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11.92
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030633.D

Acqg On : 15 Aug 2022 17:45

Operator : JC/MD

Sample : N4168-09

Misc : 10.16g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.347  27.34 ug/L 429637 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane-d, trichloro- 119 CDC13 000865-49-6 47
2 Methane-d, trichloro- 119 CDC13 000865-49-6 40
3 Moroxydine 171 C6H13N50 003731-59-7 9
4 Ethanamine, 2-chloro-N,N-diethyl- 135 C6H14C1IN 000100-35-6 9
5 1-Isoleucine, N-(3-methyl-1-oxob... 229 C12H23NO3 118388-30-0 9
Abundance Scan 1519 (10.347 min): VX030633.D\data.ms (-1507) (- m/z 84.00 100.00%
84.0
5000 ]{
63.1
35.1 “ 133.0 170.0 10.00 10,50
b L AP T nz se.ee 62.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10403: Methane-d, trichloro-
84.0
5000
10 00 10 50
47.0 m/z 98.00 24.24%
ol 14 H \ 119.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 80 100 120 140 160
Abundance #10405. Methane-d, trichloro-
84.0
10 00 10 50
5000 m/z 63.10 18.39%
47.0
0 28.0 “ \ 119.0
mwmwm‘mw AR a maa e
m/z--> 20 40 60 80 100 120 140 160
Abundance #46547: Moroxydine
43.0 86.0 10 00 10 50
m/z 96.00 14.75%
5000 141.0
171.0
114.0
0 rrr it “iu‘m‘H“m:“‘“‘H}‘Hu‘um‘
m/z--> 20 40 60 80 100 120 140 160 10 00 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030633.D

Acqg On : 15 Aug 2022 17:45

Operator : JC/MD

Sample : N4168-09

Misc : 10.16g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .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 2-Propenoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.652 3.36 ug/L 52793  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, butyl ester 128 C7H1202 000141-32-2 59
2 2-Propenoic acid, butyl ester 128 C7H1202 000141-32-2 59
3 2-Propenoic acid, butyl ester 128 C7H1202 000141-32-2 45
4 Isobutyl acrylate 128 C7H1202 000106-63-8 28
5 2-Propenoic acid, butyl ester 128 C7H1202 000141-32-2 16

Abundance Scan 1569 (10.652 min): VX030633.D\data.ms (-1564) (| | m/z 55.10 100.00%
5[.'.
5000
73.1
41.1
‘ 91.2 106.2 10 50 11 00
o‘w‘HW‘HW‘HMJMW‘HM‘HW‘Hw‘meuquwu‘wu‘wu“ m/z 56.20  43.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14045: 2-Propenoic acid, butyl ester
55.0
5000 —r— SV
30 10.50 11.00
27.0 410 m/z 73.10 31.83%
. |, | 99011301270
H’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14058: 2-Propenoic acid, butyl ester
55.0
A e
10.50 11.00
5000 41.10 17.54%
73.0
27.0 41.0
0 i \‘m | 9901130
e P e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14057: 2-Propenoic acid, butyl ester
55.0 10.50 11.00
m/z 39.10 11.53%
5000
73.0
27.0
41.0
NI 9901130 A
P e e e e e e e e
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\VX081522\
Data File : VX030633.D

Acqg On : 15 Aug 2022 17:45

Operator : JC/MD

Sample : N4168-09

Misc : 10.16g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@80422WMA .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|
unknown-01 10.347 27.3 ug/L 429637 2 10.055 785695 50.0
2-Propenoic aci... 10.652 3.4 ug/L 52793 2 10.055 785695 50.0
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