LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33351.D

Acqg On : 14 Dec 2023 21:46

Operator : SY/MD

Sample : 05807-06 100X

Misc : 2.55g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 30 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_ V\Method\SFAMVLM120123WMA.M
Title : VOC Analysis

Signal : TIC: Vve@33351.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.214 361 365 368 rBB2 360 238 0.03% 0.007%
2 2.240 369 373 375 rBV2 413 352 0.05% 0.010%
3  2.314 392 396 398 rBB 246 161 0.02% 0.004%
4 2.330 399 401 403 rBV 261 145 0.02% 0.004%
5 2.452 430 439 445 rBB3 1263 1909 0.27% 0.053%
6 2.487 446 450 453 rBB 122 105 ©0.01% ©0.003%
7 2.516 456 459 462 rBV 243 197 0.03% 0.005%
8 2.680 508 510 513 rBB 162 116 0.02% 0.003%
9 2.725 521 524 526 rBB 186 119 0.02% 0.003%
16 2.751 529 532 535 rBB 163 102 0.01% ©0.003%
11 2.835 556 558 561 rBV 138 116 ©0.02% 0.003%
12 2.970 597 600 602 rBB 253 141 0.02% 0.004%
13 3.748 840 842 845 rBB 167 108 0.02% ©0.003%
14 3.786 845 854 884 rBV 36107 101272 14.16% 2.798%
15 4.506 1075 1078 1081 rBV 219 203 0.03% 0.006%
16 4.568 1093 1097 1098 rBV 271 167 0.02% 0.005%
17 4.596 1102 1106 1107 rBV 164 129 0.02% 0.004%
18 4.632 1115 1117 1119 rBB 238 94 0.01% 0.003%
19 4.770 1158 1160 1162 rBB 242 93 0.01% 0.003%
20 4.854 1184 1186 1188 rBV 176 120 0.02% 0.003%
21  4.957 1201 1218 1245 rBV4 267299 714949 100.00% 19.751%
22 5.494 1382 1385 1386 rBV 249 142 0.02% 0.004%
23 6.172 1595 1596 1599 rBV 491 305 0.04% 0.008%
24  6.204 1604 1606 1608 rBB 266 120 0.02% 0.003%
25 6.323 1639 1643 1645 rBB 244 180 ©0.03% 0.005%
26 6.416 1666 1672 1674 rBB 169 181 ©0.03% 0.005%
27 6.532 1706 1708 1711 rBB 226 111 0.02% 0.003%
28 6.606 1727 1731 1734 rBV 181 199 0.03% 0.005%
29 6.696 1754 1759 1762 rBB 170 159 0.02% 0.004%
30 6.751 1773 1776 1778 rBB 238 110 0.02% 0.003%
31 6.912 1816 1826 1850 rBV2 85426 160927 22.51% 4.446%
32 7.092 1881 1882 1886 rVB 376 186 0.03% 0.005%
33 7.111 1886 1888 1890 rBV 368 165 ©0.02% 0.005%
34 7.137 1894 1896 1897 rBV 349 132 0.02% 0.004%
35 7.879 2118 2127 2138 rBB4 1006 1731 0.24% 0.048%
36 7.934 2142 2144 2146 rBV 135 93 0.01% 0.003%
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LSC Area Percent Report
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: VOC Analysis
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33351.D

Acqg On : 14 Dec 2023 21:46

Operator : SY/MD

Sample : 05807-06 100X

Misc : 2.55g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 30 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_ V\Method\SFAMVLM120123WMA.M
Title : VOC Analysis
77 12.445 3546 3547 3551 rBB 143 96 0.01% 0.003%
78 12.471 3552 3555 3557 rBB 137 94 0.01% 0.003%
79 12.545 3572 3578 3579 rBB 266 199 0.03% 0.005%
80 12.590 3585 3592 3599 rBB4 517 662 ©0.09% 0.018%
81 12.638 3604 3607 3609 rBB 203 104 0.01% ©0.003%
82 12.680 3616 3620 3623 rBB2 381 214 0.03% 0.006%
83 12.741 3637 3639 3640 rBV 255 121 0.02% 0.003%
84 12.779 3647 3651 3654 rBB 378 277 0.04% 0.008%
85 12.828 3663 3666 3667 rBV 260 153 0.02% 0.004%
86 12.869 3677 3679 3681 rBV2 349 206 0.03% 0.006%
87 12.937 3695 3700 3702 rBB 239 178 ©0.02% 0.005%
88 13.095 3746 3749 3753 rBV 323 211 ©0.03% 0.006%
89 13.201 3779 3782 3783 rBV 608 312 0.04% 0.009%
90 13.287 3807 3809 3812 rBB2 321 189 ©0.03% 0.005%
91 13.316 3813 3818 3819 rBV2 388 243  0.03% 0.007%
92 13.345 3825 3827 3829 rBB 247 114 0.02% 0.003%
93 13.365 3832 3833 3836 rBB 237 102 0.01% 0.003%
94 13.390 3839 3841 3844 rBB2 374 230 0.03% 0.006%
95 13.455 3851 3861 3867 rBV5 2014 3176 0.44% ©.088%
96 13.590 3901 3903 3905 rBV 358 191 0.03% 0.005%
97 13.966 4015 4020 4021 rBV3 635 617 ©0.09% 0.017%
98 14.069 4050 4052 4054 rBV 441 278 0.04% 0.008%
99 14.140 4071 4074 4076 rBB 251 144 0.02% 0.004%
100 14.156 4077 4079 4081 rBV 228 109 0.02% 0.003%
Sum of corrected areas: 3619755
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\

: VWe33351.D

: 14 Dec 2023 21:46

: SY/MD

: 05807-06 100X

: 2.55g/5.0mL/100ulL/5.00mL/MSVOA_V/MEOH
. 30

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.M
: VOC Analysis

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33351.D

Acqg On : 14 Dec 2023 21:46

Operator : SY/MD

Sample : 05807-06 100X

Misc : 2.55g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.214 83.80 ug/L 238 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyne, fluoro- 44 C2HF 002713-09-9 2
2 Carbon dioxide 44 C0O2 000124-38-9 2
3 Carbon dioxide 44 C0O2 000124-38-9 2
4 Ethyne, fluoro- 44 C2HF 002713-09-9 2
5 Acetaldehyde 44 C2H40 000075-07-0 2
Abundance Scan 365 (2.214 min): VV033351.D\data.ms (-361) (-) m/z 43.90 100.00%
43.9 63.0
5000
1.80 2.00 2.20 2.40 2.60
O e e e e m/z 63.00 88.06%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #87: Ethyne, fluoro-
44.0
5000 DL R LA B W
1.80 2.00 2.20 2.40 2.60
95,0540 m/z 39.70  80.60%
0 180190 | ‘
\\‘H\\‘HH‘H\\’\\H‘HH’HH‘HH‘H\ ’\\H‘HH’HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #92: Carbon dioxide
44.0
RERRERL e
1.80 2.00 2.20 2.40 2.60
5000
o 16055 9280
T T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #93: Carbon dioxide
44.0
5000
16.0__ 280
| 220 |
O e e e
m/z--> 5 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_V\Data\VVv121423\
Data File : VV@33351.D

Acqg On : 14 Dec 2023 21:46

Operator : SY/MD

Sample : 05807-06 100X

Misc : 2.55g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.240 123.94 ug/L 352 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,4-Trioxolane 76 C2H403 000289-14-5 4
2 2-Propanethiol 76 C3H8S 000075-33-2 3
3 Thioacetic acid 76 C2H40S 000507-09-5 2
4 2-Propanethiol 76 C3H8S 000075-33-2 2
5 2-Propanethiol 76 C3H8S 000075-33-2 2
Abundance Scan 373 (2.240 min): VV033351.D\data.ms (-369) (-) m/z 43.80 100.00%
3.8 75.8
5000
2.00 2.20 2.40 2.60
O T I T P T T e e e e e m/z 75.75 94.37%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1053: 1,2,4-Trioxolane
29.0
5000 L L I L LI L B
44.0 76.0 2.00 2.20 2.40 2.60
O \‘HH‘HH‘HH‘HH‘\H ‘MH‘HH‘HHHlH‘HH‘\H\‘?H\‘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 #1097: 2-Propanethiol
43.0
76.0
5000 270 61.0
15.0 35.0
O brprerprrsbrsrresepreste st bbb epereger e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1057: Thioacetic acid
43.0
5000
. 330 610 76,0
T T I T T e e
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_V\Data\VVv121423\
Data File : VV@33351.D

Acqg On : 14 Dec 2023 21:46

Operator : SY/MD

Sample : 05807-06 100X

Misc : 2.55g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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-03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
2.314 56.69 ug/L 161 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene oxide 44 C2H40 000075-21-8 2
2 Acetaldehyde 44 C2H40 000075-07-0 2

3 Acetaldehyde 44 C2H40 000075-07-0 2

4 Acetonitrile-d3 44 C2D3N 002206-26-0 2

5 Acetonitrile-d3 44 C2D3N 002206-26-0 2

Abundance Scan 396 (2.314 min): VV033351.D\data.ms (-392) (-) m/z 43.80 100.00%

43.8
5000

2.00 2.20 2.40 2.60

O e e e e m/z 39.80 69.18%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #84: Ethylene oxide
29.0
44.0
15.0
5000
2.00 2.20 2.40 2.60
O\\‘\\\\‘\‘\1\‘1\\\‘\\2\4\.-‘9\11
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000
15.0
\‘\ 24'\Q\\ \‘ |
o
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
5000
15.0
) S | TR - Y PO 11 F—
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_V\Data\VVv121423\
Data File : VV@33351.D

Acqg On : 14 Dec 2023 21:46

Operator : SY/MD

Sample : 05807-06 100X

Misc : 2.55g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 unknown-04 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
2.330  51.06 ug/L 145 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 2
2 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 2
3 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 2
4 MDMA methylene homolog 207 C12H17NO2 1010386-32-2 2
5 Ethyl 5-(furan-2-yl)-1,2-oxazole... 207 C10HONO4 1000411-40-9 2

Abundance Scan 401 (2.330 min): VV033351.D\data.ms (-399) (-) m/z 43.80 100.00%

43.8
207.1
5000
2.00 2.20 2.40 2.60
0Lt e e e e e M/Z 207,10 77.55%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #84034: Indolizine, 2-(4-methylphenyl)-
207.0
5000 LB L L A IR B
2.00 2.20 2.40 2.60
. 1020 4280 1650 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #83898: Cyclohexane-1,3-dione, 2-allylaminomethylene-t
550 80.0 207.0
5000 123.0
166.0
]
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene
207.0
5000
160.0
89.
390 63.0 H 118.0 ‘
0 H“ e p‘l‘wu‘”‘ e u“‘ SSTRRS RN VIR TR
m/z--> 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33351.D

Acqg On : 14 Dec 2023 21:46

Operator : SY/MD

Sample : 05807-06 100X

Misc : 2.55g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 6 unknown-©5 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
2.487 36.97 ug/L 165 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyne, fluoro- 44 C2HF 002713-09-9 2
2 Acetaldehyde 44 C2H40 000075-07-0 2
3 Acetonitrile-d3 44 C2D3N 002206-26-0 2
4 Ethylene oxide 44 C2H40 000075-21-8 2
5 Nitrous oxide 44 N20 010024-97-2 2
Abundance Scan 450 (2.487 min): VV033351.D\data.ms (-446) (-)
43.9
5000
B R o L o S
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #87: Ethyne, fluoro-
44.0
5000
31.0
25.0
013.0191.0 i\\\\‘\\\\
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
5000
15.0
S VI U PO L | P
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #78: Acetonitrile-d3
44.0
5000
0 18.0 24.0 30.0 38“% L
e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50




