LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\
Data File : VX044746.D

Acq On : 28 Jan 2025 15:58
Operator : JC/MD

Sample : Ql148-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 12  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\SFAMXLM@12825WMA.M
Title : VOC Analysis

Signal : TIC: VX044746.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.240 22 25 33 rBV 14967 25024 1.19% 0.082%
2 1.368 42 46 62 rBv 136157 163820 7.80% 0.536%
3 1.642 88 91 102 rVB 55133 74970 3.57% 0.245%
4 1.874 123 129 141 rVB 160757 231353 11.02% 0.756%
5 2.300 192 199 207 rBV3 511485 971736 46.29% 3.177%
6 2.380 207 212 224 rVB 148920 253298 12.07% 0.828%
7 2.745 271 272 273 rBV 516 343 0.02% 0.001%
8 2.782 275 278 283 rVB4 1497 2207 0.11% 0.007%
9 2.818 283 284 286 rBV3 409 267 0.01% 0.001%
10 2.940 297 304 315 rVB 10030 22887 1.09% 0.075%
11 3.111 320 332 350 rBvV2 719843 2099178 100.00% 6.863%
12 3.599 402 412 425 rBV 49714 121867 5.81% 0.398%
13 3.757 435 438 439 rBvV2 417 340 0.02% 0.001%
14 3.776 439 441 443 rVB2 349 314 0.01% 0.001%
15 3.800 443 445 447 rVB 438 273 0.01% 0.001%
16 3.898 460 461 465 rBV 363 294 0.01% 0.001%
17 3.952 469 470 472 rVB 616 323 0.02% 0.001%
18 3.989 474 476 477 rBV 387 298 0.01% 0.001%
19 4.160 501 504 506 rBvV2 428 571 0.03% 0.002%
20 4.196 506 510 511 rvv2 270 361 0.02% 0.001%
21 4.355 533 536 539 rBvV2 428 558 0.03% 0.002%
22 4.477 545 556 571 rBV2 329323 998392 47.56% 3.264%
23 4.855 617 618 621 rBv2 396 320 0.02% 0.001%
24 4.934 627 631 632 rBv2 492 568 0.03% 0.002%
25 5.050 637 650 668 rBv 133465 419865 20.00% 1.373%
26 5.373 690 703 721 rW 174963 555896 26.48% 1.817%
27 5.525 727 728 729 rBV 553 306 0.01% 0.001%
28 5.666 746 751 769 rVB 58388 174351 8.31% 0.570%
29 5.781 769 770 773 rBV 411 368 0.02% 0.001%
30 5.958 787 799 805 rBV3 369726 1105196 52.65% 3.613%
31 6.464 881 882 884 rBV2 627 407 0.02% 0.001%
32 6.623 905 908 909 rBV2 464 452 0.02% 0.001%
33 6.751 920 929 945 rBV 295759 734524 34.99% 2.401%
34 7.117 980 989 1011 rBV 463131 1013585 48.28% 3.314%
35 7.299 1011 1019 1032 rVV 222333 492025 23.44% 1.609%

36 7.421 1032 1039 1058 rVB 216294 469391 22.36% 1.535%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\
Data File : VX044746.D

Acq On : 28 Jan 2025 15:58

Operator : JC/MD

Sample : Ql148-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 12  Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:

Stop Thrs : @

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

Peak separation: 5

Method
Title : VoC
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\
Data File : VX044746.D

Acq On : 28 Jan 2025 15:58
Operator : JC/MD

Sample : Ql148-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 12  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\SFAMXLM@12825WMA.M
Title : VOC Analysis
77 12.756 1912 1914 1919 rVB3 933 1189 0.06% 0.004%
78 12.878 1933 1934 1936 rBV 290 246 0.01% 0.001%
79 12.957 1946 1947 1949 rBV2 370 250 0.01% 0.001%
890 13.122 1971 1974 1980 rVB3 609 935 0.04% 0.003%
81 13.329 2006 2008 2010 rVB2 408 327 0.02% 0.001%
82 13.396 2016 2019 2022 rVV3 229 263 0.01% 0.001%
83 13.475 2029 2032 2033 rBV2 377 405 0.02% 0.001%
84 13.530 2040 2041 2043 rBV2 397 278 0.01% 0.001%
85 13.585 2044 2050 2061 rVV 448494 550063 26.20% 1.798%
86 13.725 2067 2073 2077 rBV 457087 589785 28.10% 1.928%
87 13.774 2077 2081 2094 rVB 1349785 1636325 77.95% 5.350%
88 13.963 2109 2112 2116 rVB2 2697 3293 0.16% 0.011%
89 14.066 2128 2129 2130 rBV 417 275 0.01% 0.001%
90 14.127 2135 2139 2144 rVB2 1973 2692 0.13% 0.009%
91 14.213 2151 2153 2157 rVB3 383 492 0.02% 0.002%
92 14.365 2175 2178 2179 rBV2 366 370 0.02% 0.001%
93 14.444 2189 2191 2193 rBV 348 312 0.01% 0.001%
94 14.518 2200 2203 2204 rBV3 580 492 0.02% 0.002%
95 14.719 2233 2236 2237 rBvV2 372 298 0.01% 0.001%
96 14.774 2244 2245 2247 rBV2 259 248 0.01% 0.001%
97 15.066 2291 2293 2295 rBV 640 555 0.03% 0.002%
98 15.158 2306 2308 2312 rBV2 611 811 0.04% 0.003%
99 15.219 2316 2318 2320 rvv2 580 380 0.02% 0.001%
100 16.651 2551 2553 2555 rBV2 438 395 0.02% 0.001%
Sum of corrected areas: 30587970
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012825\
Data File : VX044746.D

Acqg On : 28 Jan 2025 15:58
Operator : JC/MD

Sample : Ql148-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VX044746.D\data.ms
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1000000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012825\
Data File : VX044746.D

Acqg On : 28 Jan 2025 15:58
Operator : JC/MD

Sample : Ql148-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1,3-Butadiene, 1,1,2,3,4,4-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.725 17.07 ug/L 589785 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
2 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
3 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
4 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
5 Tin(IV) chloride 260 Cl4Sn 007646-78-8 43
Abundance Scan 2073 (13.725 min): VX044746.D\data.ms (-2067) (- m/z 224.90 100.00%
224.9
5000 117.9 189.9
83.0 259.8
470 529 T T T T T T
| ‘ | H ‘ 13.50 14.00
oHH_HM_1“um“\“J!_‘lwwu_‘mmmwHmwmww“!m m/z 226.90  65.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #146197: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro-
225.0
5000 118.0 190.0 —— ——
260.0 13.50 14.00
47.0 83.0 m/z 222.90  60.44%
omr
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
225.0
T ‘ T T ‘ T
13.50 14.00
5000 m/z 189.90 47 .80%
H\\‘\\H‘\H\‘H\\‘\\H‘H\\‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH TTTT
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Abundance #146196: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro- ‘ I
m/z 117.90 44 .03%
b mh\h H H s

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012825\
Data File : VX044746.D

Acqg On : 28 Jan 2025 15:58
Operator : JC/MD

Sample : Ql148-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.774 47.37 ug/L 1636330 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 2081 (13.774 min): VX044746.D\data.ms (-2077) (- m/z 128.05 100.00%
128.1
5000
1350  14.00
510 749 1020 . :
oH"_‘m‘Hu‘MlmeHMHH_MH_WWW?:? m/z 127.05 12.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
5000 T T
13.50 14.00
m/z 129.05 10.96%
10 10 120
O e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
128.0
T ‘ T T ‘ T
13.50 14.00
5000 m/z 102.00 8.41%
\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\\\\\\\\\\\
m/z-->
Abundance #13681: Azulene I I
m/z 51.00 7.87%
| J “\ \H [l . \‘ ‘M
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\\\\\\\\\
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\
Data File : VX044746.D

Acq On : 28 Jan 2025 15:58
Operator : JC/MD

Sample : Ql148-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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|
1,3-Butadiene, ... 13.725 17.1 ug/L 589785 3 12.018 1727300 50.0
Azulene 13.774 47.4 ug/L 1636330 3 12.018 1727300 50.0
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