LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX@39399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.emL/100uL/5.0mL/MSVOA_X/MEOH

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\SFAMXLM120523WMA.M
Title : VOC Analysis

Signal : TIC: VX@39399.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 59 rBvV 69454 113505 12.75% 1.586%
2 1.648 86 92 100 rBvV2 31614 70145 7.88% 0.980%
3  2.288 190 197 208 rVB 181708 285036 32.02%  3.982%
4 2.398 210 215 224 rBV4 2533 5391 0.61% 0.975%
5 2.715 261 267 274 rBV 6362 12847 1.44% 0.179%
6 2.843 286 288 294 rVB4 1112 1918 0.22% 0.027%
7 2.947 298 305 314 rVB3 2989 7025 0.79% 0.098%
8 3.227 349 351 354 rW2 300 317 0.04% 0.004%
9 3.331 364 368 372 rVvV3 559 1118 0.13% 0.016%
106 3.380 375 376 378 rW 325 254 0.03% 0.004%
11 4.038 480 484 487 rBv2 208 338 0.04% 0.005%
12 4.300 523 527 528 rBv2 242 284 0.03% 0.004%
13  4.471 545 555 580 rBV2 53406 233292 26.20%  3.259%
14 4.928 628 630 633 rBv2 289 432 0.05% 0.006%
15 4.952 633 634 638 rv2 366 280 0.03% 0.004%
16 5.056 638 651 673 rVW 105648 352189 39.56% 4.920%
17 5.196 673 674 676 rVv2 404 279 0.03% 0.004%
18 5.245 680 682 684 rVB2 317 298 0.03% 0.004%
19 5.330 692 696 697 rBv 314 303 0.03% 0.004%
20 5.458 713 717 719 rBvV2 375 596 0.07% 0.008%
21 5.550 726 732 735 rBV3 459 847 0.10% 0.012%
22 5.964 788 800 818 rBV2 304289 890314 100.00% 12.438%
23 6.190 836 837 846 rVW4 436 546 0.06% ©0.008%
24 6.275 849 851 854 rBV 330 281 0.03% 0.004%
25 6.757 921 930 952 rVW 193799 478980 53.80% 6.692%
26  6.928 956 958 962 rBV2 282 358 0.04% 0.005%
27 7.7 969 971 974 rVB 320 266 0.03% 0.004%
28 7.111 983 988 990 rBvV4 1385 2085 0.23% 0.029%
29 7.233 1006 1008 1010 rBV 244 288 0.03% 0.004%
30 7.306 1012 1020 1038 rVB 183127 404121 45.39% 5.646%
31 7.482 1045 1049 1051 rBV4 351 575 0.06% 0.008%
32 7.818 1100 1104 1106 rVB2 290 336 0.04% 0.005%
33 8.257 1173 1176 1181 rBv4 1277 2078 0.23% 0.029%
34 8.324 1181 1187 1201 rBV 112740 197069 22.13% 2.753%
35 8.513 1217 1218 1228 rVB3 438 696 ©0.08% 0.010%

36 8.647 1234 1240 1256 rBV 421078 684861 76.92% 9.568%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX@39399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.emL/100uL/5.0mL/MSVOA_X/MEOH

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\SFAMXLM120523WMA.M
Title : VOC Analysis
37 8.952 1285 1290 1306 rVB 79483 128518 14.44%  1.795%
38 9.275 1337 1343 1347 rVB2 752 1173 0.13% 0.016%
39 9.397 1356 1363 1377 rBV 290713 533561 59.93% 7.454%
40  9.555 1388 1389 1397 rVB4 936 1055 0.12% 0.015%
41  9.653 1403 1405 1408 rBV3 287 338 0.04% 0.005%
42 9.708 1412 1414 1419 rVB2 585 821 0.09% 0.011%
43 9.763 1419 1423 1424 rBvV2 213 266 0.03% 0.004%
44 10.202 1491 1495 1500 rVB3 1344 2047 0.23% 0.029%
45 10.305 1509 1512 1517 rBvV2 836 1312 0.15% ©0.018%
46 10.653 1564 1569 1570 rBvV2 963 1316 0.15% ©0.018%
47 10.762 1585 1587 1592 rVB2 289 323  0.04% 0.005%
48 10.964 1615 1620 1621 rBV 422 568 0.06% 0.008%
49 11.195 1652 1658 1669 rBV 331814 429170 48.20% 5.996%
50 11.317 1674 1678 1680 rVV3 1329 1414 0.16% 0.020%
51 11.366 1680 1686 1692 rVV 480673 610061 68.52% 8.523%
52 11.421 1692 1695 1697 rVv2 10684 13876 1.56% 0.194%
53 11.457 1697 1701 1715 rVB 86913 117396 13.19% 1.640%
54 11.756 1743 1750 1757 rBV6 759 1955 0.22% 0.027%
55 11.841 1762 1764 1766 rVB 386 305 0.03% 0.004%
56 11.927 1776 1778 1781 rBV3 448 621 0.07% 0.009%
57 11.969 1781 1785 1789 rBV 26809 33759 3.79% 0.472%
58 12.024 1789 1794 1807 rVB 493980 675699 75.89%  9.440%
59 12.146 1812 1814 1819 rVB2 954 1320 0.15% 0.018%
60 12.183 1819 1820 1824 rBV 229 252 0.03% 0.004%
61 12.232 1824 1828 1832 rBV 1839 2007 ©0.23% 0.028%
62 12.317 1837 1842 1857 rBV 454579 618109 69.43% 8.635%
63 12.451 1859 1864 1868 rBV2 7340 11071 1.24% 0.155%
64 12.768 1910 1916 1920 rBV2 7243 11935 1.34% 0.167%
65 12.811 1920 1923 1929 rVB3 2357 2871 0.32% 0.040%
66 12.878 1929 1934 1935 rBV2 640 850 0.10% 0.012%
67 13.067 1955 1965 1970 rBV 66688 119876 13.46% 1.675%
68 13.110 1970 1972 1978 rVV3 4155 5234 0.59% 0.973%
69 13.256 1995 1996 2000 rBV3 838 1127 0.13% 0.016%
70 13.329 2006 2008 2012 rVB2 531 529 0.06% 0.007%
71 13.378 2012 2016 2023 rBV4 1092 1614 0.18% 0.023%
72 13.487 2031 2034 2039 rVB3 263 372 0.04% 0.005%
73 13.591 2047 2051 2057 rVB4 4153 5821 0.65% 0.081%
74 13.658 2057 2062 2064 rBV3 875 1104 0.12% 0.015%
75 13.750 2073 2077 2080 rBV3 3241 5142 0.58% 0.972%
76 13.847 2091 2093 2098 rVB4 578 832 0.09% 0.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.emL/100uL/5.0mL/MSVOA_X/MEOH

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\SFAMXLM120523WMA.M
Title : VOC Analysis
77 13.926 2104 2106 2107 rVB 461 328 0.04% 0.005%
78 13.963 2107 2112 2115 rBV4 7439 10288 1.16% 0.144%
79 14.054 2123 2127 2133 rVB 8792 11171 1.25% 0.156%
80 14.128 2134 2139 2143 rBV 8275 11153 1.25% 0.156%
81 14.164 2143 2145 2149 rVB2 3520 3916 0.44% 0.055%
82 14.274 2161 2163 2165 rBV2 1664 2014 0.23% 0.028%
83 14.304 2165 2168 2172 rVB2 4250 5166 0.58% 0.072%
84 14.371 2178 2179 2181 rBV2 319 271 0.03% 0.004%
85 14.426 2186 2188 2196 rVB4 1751 2695 ©0.30% 0.038%
86 14.518 2201 2203 2205 rVB 422 324 0.04% 0.005%
87 14.573 2208 2212 2213 rBV 192 287 0.03% 0.004%
88 14.640 2218 2223 2225 rBV4 1984 2561 ©0.29% 0.036%
89 14.695 2231 2232 2236 rBV3 408 284 0.03% 0.004%
90 14.768 2238 2244 2246 rBV4 1552 2207 0.25% 0.031%
91 14.884 2260 2263 2265 rBv4 382 460 0.05% 0.006%
92 14.981 2277 2279 2282 rVB2 306 273 0.03% 0.004%
93 15.091 2295 2297 2300 rBV2 286 283 0.03% 0.004%
94 15.207 2314 2316 2319 rBV3 1014 1167 0.13% 0.016%
95 15.243 2319 2322 2328 rVB4 3133 4092 0.46% 0.057%
96 15.396 2342 2347 2350 rVB4 1315 2058 0.23% 0.029%
97 15.487 2358 2362 2364 rBV3 490 669 0.08% 0.009%
98 15.822 2415 2417 2418 rVB2 446 249 0.03% 0.003%
99 16.267 2488 2490 2492 rBV4 565 627 0.07% 0.009%
100 16.377 2506 2508 2509 rVB 393 246 0.03% 0.003%
Sum of corrected areas: 7157951
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

Abundance . . .
650 TIC: VX039399.D\data.ms

600000
500000

400000

300000 5964

200000 2.288

5.056
100000 1.374

1.648 4.471
.398  2.71582947 3.23R380 4.038 4.300,/ \ 4 39833045850 6.10P7
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\/\\Y—Wr\\‘\\\\‘\‘r\T‘\\\\’\\\\‘\\\\‘\\\\‘\\m\\\\‘ \\‘\\\\‘7\T\7—r\f\\TY_Y_Y_Y—rY_r\\‘\ ‘\7\7
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 : . .
68500 TIC: VX039399.D\data.ms

o

600000

500000 11.366
8.647
400000
11.195
300000 9.397

200000 6.757 7.306
8.324
100000 8.952
\6.920171233 7482 7.818 8.2 51 9.5569883 0.20305 10.663620.964
T ‘ T T ‘ T T T T ‘ T T T T T T T ‘ T T T T ‘ T T T T

Time--> 6.50 7. 00 7.50 8.00 8 50 9.00 9.50 10.00 10.50 11.00
Abundance . . .
Y650 TIC: VX039399.D\data.ms

o

600000

500000 12.024
12.317

400000

300000
200000
11.9 N
oL 1112384 2.451 122§&W8@ﬁyunm339&§3 E RS AIYE N PRI AR E AFRIFADAB NSRPIBEAE87 15822  16.26B77

T T L T T I 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\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 2 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.513 17.00 ug/L 696 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile-d3 44 C2D3N 002206-26-0 4
2 Acetonitrile-d3 44 C2D3N 002206-26-0 4
3 Ethanethioamide 75 C2H5NS 000062-55-5 4
4 Ethanethioamide 75 C2H5NS 000062-55-5 4
5 Ethanethioamide 75 C2H5NS 000062-55-5 4
Abundance Scan 1218 (8.513 min): VX039399.D\data.ms (-1217) (-) m/z 75.00 100.00%
78.0
36.0 44.0
5000
e e e
8.20 8.40 8.60 8.80
O e e e e e m/z 44.00 73.27%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #78: Acetonitrile-d3
44.0
5000 L L LR B B
8.20 8.40 8.60 8.80
m/z 36.00 69.31%
0 180 300 |||
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H ‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #79: Acetonitrile-d3
44.0 m
SN {1 6 i
8.20 8.40 8.60 8.80
5000 m/z 79.00 1.98%
16‘.0 28.0
O trrprrrrprrrr b e T e e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1018: Ethanethioamide Al EmaRERE
75.0 8.20 8.40 8.60 8.80
60.0
5000 42.0
0 ‘wHH_%ﬁ;%wfﬁ:ﬁﬁﬁ-ﬂmm%;qu_wlwH_W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.275  28.65 ug/L 1173  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 5
2 9-Borabicyclo[3.3.1]nonane, 9-[3... 207 C13H26BN 1000160-35-2 5
3 Benzenamine, 2-(cyclopropylmethy... 207 C12H17NO2 1000327-32-3 5
4 Hexahydropyridine, 1-methyl-4-[4... 207 C12H17NO2 094427-47-1 5
5 2(1H)-Naphthalenone, octahydro-1... 166 C11H180 021102-88-5 4

Abundance Scan 1343 (9.275 min): VX039399.D\data.ms (-1337) (-) m/z 207.10 100.00%

207.1
5000
165.8 SNBSS &
61‘-0 96"2 9.00 9.20 9.40 9.60
Obr b e e e e m/z 208.20  46.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83898: Cyclohexane-1,3-dione, 2-allylaminomethylene-¢
550 80.0 207.0
5000 123.0 A A RS A
9.00 9.20 9.40 9.60
166.0 m/z 165.80 21.81%
o v
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83983: 9-Borabicyclo[3.3.1]nonane, 9-[3-(dimethylaming
58.0 207.0
98.0 150-0 \\\‘\\\\’\\\\‘\\\\‘\\\\
9.00 9.20 9.40 9.60
5000 124.0 m/z 96.20 16.22%
27.0
‘ ‘ ‘ 178.0
0 ‘ﬂh‘ﬂuum‘ﬂ_‘iw‘l‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83860: Benzenamine, 2-(cyclopropylmethyl)-4,5-dimeth s a A RAR
207.0 9.00 9.20 9.40 9.60
m/z 61.00 14.63%
5000
(] A B M F——
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\VX122023\
Data File : VX@39399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 unknown-03 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.555  25.77 ug/L 1055 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 2
2 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 1
3 Propanoyl chloride 92 C3H5C10 000079-03-8 1
4 Propanoyl chloride 92 C3H5CI10 000079-03-8 1
5 Propanoyl chloride 92 C3H5C10 000079-03-8 1
Abundance Scan 1389 (9.555 min): VX039399.D\data.ms (-1388) (-) m/z 63.10 100.00%
40.0 63.1
5000
T \
“ 9.50
O+ e e e m/z 40.00 87.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #5304: Acetic acid, hydroxy-, ethyl ester
31.0
5000 e ‘
9.50
45.0 m/z 43.15 43.68%
61.0
0 150 “u\ H‘ \‘ 75.0 88.0 103.0
\\\’\\\\’\H\’\\H’H\\’\\H’\H\‘\H\‘\H\‘\\H‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9827: Chloro(prop-2-yn-1-yloxy)methanone
39.0
A\ T ‘ T ‘
9.50
5000 m/z 59.20 38.51%
63.0
M“\ \‘ ‘\ 1180
Ottt
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #2702: Propanoyl chloride = ‘
29.0 . 9.50
570 m/z 42.10 29.31%
5000
| a0
Ol e P :
m/z--> 10 20 30 40 50 60 70 80 90 100110120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 5 unknown-04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.653 8.26 ug/L 338 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile-d3 44 C2D3N 002206-26-0 3
2 Formic acid 46 CH202 000064-18-6 2
3 Propane 44 C3H8 000074-98-6 2
4 Ethyne, fluoro- 44 C2HF 002713-09-9 2
5 Ethanol 46 C2H60 000064-17-5 2
Abundance Scan 1405 (9.653 min): VX039399.D\data.ms (-1403) (-) 43.95 100.00%
44.0
5000
63.0 L
‘ ‘ 9.50 10,00
O e e e m/z 63.00 36.02%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #78: Acetonitrile-d3
44.0
5000 T
950 10.00
m/z 46.10 23.60%
0 180 300 | |
HHHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H ’HH‘\\H‘HH’HH‘HH‘H
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70
Abundance #113: Formic acid
29.0
46.0 —
950 10.00
5000 40.00 18.01%
18.0 ‘ ‘
O‘Hmuwuwuwuuudwmwu‘_kuwum“mwuwuuwuwuwu
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70
Abundance #89: Propane
29.0 1000
5000
44.0
150 ‘
m/z--> 0 5 101520253035 40 5 50 55 60 65 70
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX@39399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 6 unknown-©5 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.708  20.05 ug/L 821 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazol-5-amine 133 C7H7N3 000934-22-5 2
2 1H-Benzimidazol-2-amine 133 C7H7N3 000934-32-7 2
3 1H-1,3-Benzodiazol-7-amine 133 C7H7N3 004331-29-7 2
4 1H-Benzimidazol-2-amine 133 C7H7N3 000934-32-7 2
5 6-Aminoindazole 133 C7H7N3 006967-12-0 2
Abundance Scan 1414 (9.708 min): VX039399.D\data.ms (-1412) (-)| [ m/z 133.85 100.00%
138.1149.2
74.9
44.0
5000
—— —
9.50 10.00
L I m/z 149.20  91.38%
miz--> 20 40 60 80 100 120 140
Abundance #16834: 1H-Benzimidazol-5-amine
138.0
5000 —r— ——
9.50 10.00
m/z 74.90 68.97%
52-0 79.0 105.0
0\ \\‘2\7\.0\\“‘} \‘1‘\ ‘ \‘\ \‘\““ L \“ \“\ T ‘ L “\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16835: 1H-Benzimidazol-2-amine
133.0
e —
9.50 10.00
5000 m/z 44.00 52.87%
0.0 105.0
7
o 0 B0 B0
m/iz--> 20 40 60 80 100 120 140
Abundance #16846: 1H-1,3-Benzodiazol-7-amine — s
133.0 9.50 10.00
m/z 39.95 37.93%
5000
105.0
280 920 79.0 H
0"“‘1‘uq‘uw"m“ﬂy“““u““‘U“““ R =
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 unknown-06 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.763 6.50 ug/L 266 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid-d3 63 C2HD302 001112-02-3 7
2 Hydrazine, methyl- 46 CH6N2 000060-34-4 3
3 Hydrazine, methyl- 46 CH6N2 000060-34-4 3
4 Ethene, fluoro- 46 C2H3F 000075-02-5 3
5 Formic acid 46 CH202 000064-18-6 3
Abundance Scan 1423 (9.763 min): VX039399.D\data.ms (-1419) (-) m/z 46.10 100.00%
46.1
63.1
5000 399
— —
9.50 10.00
Ot e e m/z 44.00  94.20%
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #401: Acetic acid-d3
46.0
63.0
5000 e =
9.50 10.00
m/z 63.10 78.26%
18.0
0 30.0 400,
H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘ \H‘HH‘HH‘HH‘HH‘HH
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #116: Hydrazine, methyl-
28.0
e —
46.0 9.50 10.00
5000
0 N —
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #118: Hydrazine, methyl-
46.0
28.0
5000
oHWWWW"!‘!_WHWH‘ AR e
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 unknown-07 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.762 7.89 ug/L 323  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyne 40 C3H4 000074-99-7 5
2 Allene 40 C3H4 000463-49-0 5
3 Methyl isocyanide 41 C2H3N 000593-75-9 1
4 Acetonitrile 41 C2H3N 000075-05-8 1
5 Acetonitrile 41 C2H3N 000075-05-8 1
Abundance Scan 1587 (10.762 min): VX039399.D\data.ms (-1585) (- m/z 39.20 100.00%
39.2
5000 A
Ll L ]l
10.50 11.00
o e m/z 41.00 87.30%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #53: Propyne
40.0
5000 A ——
10.50 11.00
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\ \\\\‘\\\\‘\
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #52: Allene
40.0
5000
120 200 260 36‘-
Ottt e
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #59: Methyl isocyanide
41.0
5000
15.0 28.0 ‘
0 \\‘\H\‘\H\‘\\H‘HH‘H}\,HH‘H‘H‘ P
m/z--> 5 10 15 20 25 30 35 40 45 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 12 unknown-08 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.964  13.87 ug/L 568 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Aminoethylethyl sulfide 105 C4H11NS 036489-03-9 3

2 Acetaldehyde 44 C2H40 000075-07-0 2

3 Ethylene oxide 44 C2H40 000075-21-8 2
4 Ethylene oxide 44 C2H40 000075-21-8 2

5 Ethylene oxide 44 C2H40 000075-21-8 2

Abundance Scan 1620 (10.964 min): VX039399.D\data.ms (-1615) (- m/z 105.00 100.00%
105.0

5000
44.0 M
79.2 L — —h
11.00
O b e e e e m/z 44.00 31.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5554: 2-Aminoethylethyl sulfide
30.0
5000 T
11.00
76.0 m/z 79.20 18.97%
18.0 47.0 61.0 ' 105.0
O \\\‘\\‘\1‘\\}“\ \\\\"“}MH‘\\\w“‘\\\\‘\\‘\\‘\\\\.‘()\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #80: Acetaldehyde
29.0
44.0
——
11.00
5000
15.0
N I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #83: Ethylene oxide
29.0
15.0 44.0
5000
0 ‘H‘:“1‘_umuH,!“Hwwmww_m‘w_wm
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 13 Benzene, 1-chloro-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.366 45.14 ug/L 610061 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 96
2 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 95
3 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 94
4 Benzene, 1l-chloro-2-methyl- 126 C7H7C1 000095-49-8 93
5 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 90
Abundance Scan 1686 (11.366 min): VX039399.D\data.ms (-1680) (- m/z 91.10 100.00%
91.1
5000
126.1
— e
39.1 67'1 ‘ 11.00 11.50
Obrrerreprerrpresreseefirre il B09 el 2109 L m/z 12610 30.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12918: Benzene, 1-chloro-2-methyl-
91.0
5000 — AV
11.00 11.50
126.0 o
m/z 89.10  19.48%
39.0 63.0 ‘ ‘
O H‘HH‘\\\.9\\\‘}“\‘}‘H}‘\\H"l‘}‘\\‘zz\.e\Hl1\\\“\\]\_\]-’]\-?(\)\‘\\‘\‘1‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12914: Benzene, 1-chloro-3-methyl-
91.0
\
11.00 11.50
5000 m/z 63.10 15.82%
126.0
63.0
M | I
Obr et et et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12916: Benzene, 1-chloro-2-methyl- “ L
91.0 11.00 11.50
m/z 65.10 10.17%
5000
126.0
39.0 63.0 A
R A T ' BN B DU | W A W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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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\VX122023\

: VX@39399.D
: 20 Dec 2023 14:19

JC/MD

: 05869-08
: 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 15  Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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

14 Benzene, 1-chloro-4-methyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.457 8.69 ug/L 117396 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 96
2 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 96
3 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 94
4 Benzene, 1l-chloro-2-methyl- 126 C7H7C1 000095-49-8 94
5 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 94

Abundance Scan 1701 (11.457 min): VX039399.D\data.ms (-1697) (- m/z 91.10 100.00%
91.1
5000
126.1
63.0 1120
39.0 11.50
0 H‘w,w,m:‘Ww}hW‘!‘:“ﬂ?:?m“;1”%9?’:‘1‘Hw‘wlw m/z 126.10  28.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12915: Benzene, 1-chloro-4-methyl-
91.0
5000 L
126.0 11.50
63.0 m/z 63.05 14.31%
39.0
O \\]‘-ﬁ.\(\)’HH’H\‘\“H‘H}‘\H\“EHH‘\WH’H{\‘1\\\“\\H‘HH‘H‘\‘}‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12914: Benzene, 1-chloro-3-methyl-
91.0
e
11.50
5000 m/z 89.05 11.21%
126.0
63.0
39.0 “ |
Obr ettt st
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12920: Benzene, 1-chloro-4-methyl- =
91.0 11.50
m/z 124.95 11.19%
5000 126.0
39.0 63.0
b 280 . 7o L o Wi
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 15 Benzene, 1,2-dichloro-3-met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.067 8.87 ug/L 119876 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
2 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
3 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 96
4 Benzene, 2,4-dichloro-1-methyl- 160 C7H6C12 000095-73-8 95
5 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 95
Abundance Scan 1965 (13.067 min): VX039399.D\data.ms (-1955) (- m/z 125.10 100.00%
125.1
5000 89.1
160.1
63.1
\
44.0 M 13 00
ol ““\ MR RN TR 1 S1 € NSO— m/z 89.10  45.46%
m/z--> 20 80 100 120 140 160
Abundance #36610. Benzene, 1,2-dichloro-3-methyl-
125.0
5000 89.0 ‘
63.0 160.0 13 oo
m/z 160.10  35.26%
39.0 ‘
O \1\5\9\ \ T \H“ “ \‘h\ T “ }‘H\ ‘ MH\‘\ \‘p‘-(\)? p\ ‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #36608: Benzene, 1,4-dichloro-2-methyl-
125.0
\
160.0 13 00
5000 m/z 127.10 32.58%
89.0
44.0 630
ol 280 L | . . soto |
m/z--> 20 40 60 80 100 120 140 160
Abundance #36609: Benzene, 1,3-dichloro-2-methyl- — ‘
125.0 13.00
m/z 63.10 26.53%
5000
89.0 160.0
63.0
03‘?°\\70 |
m/z--> 20 40 100 120 140 160 13.00

SFAMXLM120523WMA.M Fri Dec 22 17:53:46 2023 Page: 15



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039399.D

Acqg On : 20 Dec 2023 14:19

Operator : JC/MD

Sample : 05869-08

Misc : 3.72g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 8.513 17.0 ug/L 696 2 10.055 2047 50.0
unknown-02 9.275 28.6 ug/L 1173 2 10.e55 2047 50.0
unknown-03 9.555 25.8 ug/L 1055 2 10.055 2047 50.0
unknown-04 9.653 8.3 ug/L 338 2 10.055 2047 50.0
unknown-05 9.708 20.1 ug/L 821 2 10.055 2047 50.0
unknown-06 9.763 6.5 ug/L 266 2 10.e55 2047 50.0
unknown-07 10.762 7.9 ug/L 323 2 10.055 2047 50.0
unknown-08 10.964 13.9 ug/L 568 2 10.055 2047 50.0
Benzene, 1-chlo... 11.366 45.1 ug/L 610061 3 12.024 675699 50.0
Benzene, 1-chlo... 11.457 8.7 ug/L 117396 3 12.024 675699 50.0
Benzene, 1,2-di... 13.067 8.9 ug/L 119876 3 12.024 675699 50.0
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