LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46186.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 73 81 95 rVB 82237 105609 ©.85% 0.489%
2 1.919 171 180 199 rVB 49074 81928 0.66% 0.380%
3 1.989 199 202 206 rBv4 1119 952 0.01% 0.004%
4 2.041 215 218 223 rBV2 724 792 0.01% ©0.004%
5 2.067 224 226 229 rvB3 506 313 0.00% 0.001%
6 2.096 233 235 240 rBvV4 430 435 0.00% 0.002%
7 2.443 341 343 345 rBV2 595 329 0.00% 0.002%
8 2.549 364 376 388 rBV 147549 239816 1.93% 1.112%
9 3.041 521 529 543 rVB4 2503 4671 0.04% 0.022%
106 3.179 557 572 589 rVWW2 15477 40740 0.33% 0.189%
11  3.343 620 623 627 rVB2 808 643 0.01% ©0.003%
12 3.501 668 672 675 rvv2 365 322 0.00% 0.001%
13 3.578 693 696 700 rVB2 455 328 0.00% 0.002%
14 3.681 722 728 731 rBV2 514 518 0.00% 0.002%
15 3.697 731 733 738 rVB2 467 333  0.00% 0.002%
16 3.723 738 741 747 rBV2 526 568 0.00% 0.003%
17 3.761 750 753 758 rBV2 360 327 0.00% 0.002%
18 3.841 770 778 780 rBv2 338 392 0.00% 0.002%
19 3.938 804 808 813 rBV2 543 632 0.01% 0.003%
20 4.237 899 901 909 rBvV2 240 330 0.00% 0.002%
21  4.288 912 917 924 rVB2 405 611 ©0.00% 0.003%
22 4,382 941 946 953 rBV2 378 537 0.00% 0.002%
23 4.452 964 968 972 rvVB2 538 446 0.00% 0.002%
24  4.530 985 992 996 rBV2 402 598 0.00% 0.003%
25 4.658 1014 1032 1076 rBV2 44469 199605 1.60% 0.925%
26 5.066 1142 1159 1187 rVB 122982 310654 2.50% 1.440%
27 5.423 1265 1270 1272 rBV 426 379 0.00% 0.002%
28 5.484 1284 1289 1292 rBV2 396 387 0.00% 0.002%
29 5.722 1341 1363 1388 rBvV2 308135 800119 6.43% 3.709%
30 5.980 1431 1443 1465 rBV4 5312 13600 0.11% 0.063%
31 6.250 1512 1527 1552 rBV = 262647 536789 4.32%  2.488%
32 6.468 1591 1595 1598 rBV 437 407 0.00% 0.002%
33  6.542 1599 1618 1651 rBV 6521200 12436590 100.00% 57.644%
34 6.693 1652 1665 1683 rVB 168831 349880 2.81% 1.622%
35 6.996 1753 1759 1764 rBV 678 841 0.01% 0.004%
36 7.025 1765 1768 1769 rVwV 470 340 0.00% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
37 7.e50 1773 1776 1779 rW 778 579 0.00% 0.003%
38 7.214 1823 1827 1832 rBV5 505 489 0.00% 0.002%
39 7.372 1872 1876 1880 rVvV2 455 367 0.00% 0.002%
40 7.420 1889 1891 1897 rW 488 471 0.00% 0.002%
41  7.520 1918 1922 1924 rBV 446 337 0.00% 0.002%
42 7.568 1924 1937 1958 rBV2 93095 188483 1.52% 0.874%
43 7.700 1975 1978 1983 rVB2 415 422 0.00% 0.002%
44  7.790 1995 2006 2008 rBvV4 4239 5440 0.04% 0.025%
45  7.851 2020 2025 2026 rBV3 583 474 0.00% 0.002%
46  7.899 2026 2040 2057 rBV 348578 659464 5.30% 3.057%
47  8.182 2116 2128 2156 rVB 55716 128154 1.03% 0.594%
48  8.330 2171 2174 2178 rBV2 317 332  0.00% 0.002%
49 8.407 2185 2198 2221 rBV2 22532 58261 0.47% 0.270%
50 8.555 2231 2244 2258 rVB 125468 220028 1.77% 1.020%
51 8.681 2259 2283 2316 rVV 139337 423792  3.41% 1.964%
52 8.793 2316 2318 2327 rVB2 411 393 0.00% 0.002%
53 8.861 2336 2339 2344 rVB2 635 410 0.00% 0.002%
54  8.925 2353 2359 2360 rBV4 670 641 0.01% ©0.003%
55 8.992 2376 2380 2386 rvB2 566 578 ©0.00% 0.003%
56 9.031 2386 2392 2395 rBvV2 575 567 ©0.00% 0.003%
57 9.423 2494 2514 2536 rBV 306048 672489 5.41% 3.117%
58 9.697 2593 2599 2611 rvveé 3226 6612 0.05% 0.031%
59 9.745 2611 2614 2622 rVB4 1446 1700 0.01% 0.008%
60 9.803 2628 2632 2638 rVB 452 458 0.00% 0.002%
61 9.841 2639 2644 2647 rVB 433 366 0.00% 0.002%
62 9.915 2663 2667 2671 rBV 380 328 0.00% 0.002%
63 10.105 2718 2726 2727 rBV4 2766 2662 0.02% 0.012%
64 10.240 2764 2768 2770 rBV2 953 773 0.01% ©0.004%
65 10.356 2797 2804 2810 rBV3 1514 2154 0.02% 0.010%
66 10.394 2810 2816 2825 rVB6 2005 2907 0.02% 0.013%
67 10.468 2831 2839 2854 rBV7 5818 9657 ©0.08% 0.045%
68 10.565 2865 2869 2873 rVB2 549 422 0.00% 0.002%
69 10.623 2880 2887 2889 rBV4 628 699 0.01% 0.003%
70 10.668 2897 2901 2914 rVB6 2948 4628 0.04% 0.021%
71 10.770 2920 2933 2951 rBV 254633 430018 3.46% 1.993%
72 10.899 2965 2973 2983 rVB5 2801 4992 0.04% 0.023%
73 11.012 2999 3008 3017 rBV5 3428 6109 0.05% 0.028%
74 11.063 3020 3024 3026 rBV4 1258 1130 0.01% 0.005%
75 11.114 3035 3040 3057 rVB3 12968 21639 0.17% 0.100%
76 11.192 3057 3064 3065 rBV3 871 991 ©0.01% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
77 11.304 3088 3099 3113 rVB6 2727 5910 0.05% 0.027%
78 11.381 3119 3123 3126 rBV3 848 701 0.01% ©0.003%
79 11.417 3126 3134 3140 rVV4 3955 5394 0.04% 0.025%
80 11.468 3144 3150 3162 rVB3 6915 11703 0.09% 0.054%
81 11.571 3177 3182 3191 rBV7 1397 2785 0.02% 0.013%
82 11.642 3197 3204 3206 rBV6 2235 2436 0.02% 0.011%
83 11.706 3216 3224 3233 rBV8 4615 8830 0.07% 0.041%
84 11.819 3247 3259 3272 rBV 450981 716854 5.76%  3.323%
85 12.047 3328 3330 3333 rVB2 816 484 0.00% 0.002%
86 12.108 3341 3349 3352 rBV8 3573 5797 0.05% 0.027%
87 12.198 3364 3377 3390 rBV 406633 666800 5.36% 3.091%
88 12.327 3409 3417 3427 rVB2 31959 45221 0.36% ©0.210%
89 12.667 3516 3523 3530 rBV8 3781 7067 0.06% 0.033%
90 12.812 3562 3568 3574 rBV3 14132 22357 0.18% 0.104%
91 12.931 3598 3605 3610 rBvV4 8492 14015 0.11% 0.065%
92 13.449 3755 3766 3783 rVB3 38801 98812 0.79% 0.458%
93 14.089 3955 3965 3985 rVB 377311 629660 5.06%  2.918%
94 15.220 4308 4317 4328 rVB 229440 356690 2.87% 1.653%
95 15.410 4367 4376 4394 rVB 178652 294849 2.37% 1.367%
96 15.954 4538 4545 4556 rVB 55847 86873 0.70% 0.403%
97 16.262 4632 4641 4664 rVB 101016 186052 1.50% 0.862%
98 16.410 4678 4687 4693 rBV 122108 185327 1.49% 0.859%
99 16.880 4827 4833 4847 rVB 29106 45089 0.36% 0.209%
100 17.095 4892 4900 4914 rVB2 107353 183146 1.47% 0.849%
Sum of corrected areas: 21574939
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046186.D\data.ms

6000000

5000000

4000000

3000000

2000000

1000000

5.722 6.250
1600 1.9imme 244349 3.081179.3 4RIBBIERAP58 5066 5.980 6.4685:8%

Time--> 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 6.40 6.60
Abundance TIC: VU046186.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Methanol, TMS derivative Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.179 3.79 ug/L 40740  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methanol, TMS derivative 104 C4H120Si 001825-61-2 91
2 Methanol, TMS derivative 104 C4H120Si 001825-61-2 91
3 Ethyl(dimethyl)methoxysilane 118 C5H140Si 052686-75-6 83
4 Methanol, TBDMS derivative 146 C7H180Si 1000364-10-7 83
5 Silane, (2-methoxyethyl)trimethyl- 132 C6H160Si 018173-63-2 64
Abundance Scan 572 (3.179 min): VU046186.D\data.ms (-557) (-) m/z 89.10 100.00%
89.1
59.0
5000
2.80 3.00 3.20 3.40 3.60
43.0 .80 3.00 3.20 3.40 3.
73.0
Ot el 20RO myz s9.ee 53.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5266: Methanol, TMS derivative
89.0
59.0 ‘
5000 LI L L L L B L

2.80 3.00 3.20 3.40 3.60
m/z 90.00 9.27%

o 310 430 1730 | 1040
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5265: Methanol, TMS derivative
89.0
e
2.80 3.00 3.20 3.40 3.60
5000 52.0 m/z 43.00  7.41%
ol 150 200 B0 | 730 | 1040
e B B e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 " ﬂ
Abundance #9976: Ethyl(dimethyl)methoxysilane ik ‘l‘ e "‘ e Rmaee
89.0 2.80 3.00 3.20 3.40 3.60
m/z 44.90 6.79%
5000 59.0
75.0
103.0
31.0 45.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.327 3.15 ug/L 45221 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 90
3 Undecane 156 C11H24 001120-21-4 87
4 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 83
5 Undecane 156 C11H24 001120-21-4 81

Abundance Scan 3417 (12.327 min): VU046186.D\data.ms (-3409) (- m/z 57.10 100.00%

57.1
5000
85.1

39 Jﬂ || 32 156.2 12.00 1250
el Sl SR AP m/z 43.00 72.87%

m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0

o

5000 W
850 12.00 12 50
29.0 m/z 71.05 54.11%
LT =L
0 H‘\HHH‘ ‘\‘”w““H‘\H“w“”w”‘lw
m/z--> 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
\M LN ‘/\FAMW
12.00 12.50
5000 ITI z 41.00 39.88%
85.0
29.0
ol Ly, us0 1560 wa
m/z--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane
43.0 12. 00 12 50
m/z 85.10 31.61%
5000 71.0 A
0 26‘-% H‘ ik \‘ 99.0 1270 1560 m A /\ nepd,

m/z--> 20 40 60 80 100 120 140 160 12. 00 12. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 p-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.449 6.89 ug/L 98812 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 90
3 o-Cymene 134 C1eH14 000527-84-4 87
4 o-Cymene 134 C1eH14 000527-84-4 87
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 87
Abundance Scan 3766 (13.449 min): VU046186.D\data.ms (-3755) (-  m/z 119.10 100.00%
119.1
5000 A/\
91.0 AAf““ T WYL
410  67.0 ‘ 1l 151.1 13.50
0 bl b L Wl T 0 m/z 134.05 46.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16992: p-Cymene
119.0
5000 MA S s
13.50
91.0 m/z 91.00 19.14%
41.0 65.0 ‘
OH\-‘\‘\H"‘H‘\‘\“\‘H\“‘Hi‘\“‘i‘\\‘\“l\\\‘\‘\H\‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
—
13.50
5000 m/z 117.05 17.25%
39.0 90
. 65.0
0 }??‘M‘NL‘W“W“M“L‘ﬁﬂuhw“Jhw“““‘
miz--> 20 40 60 80 100 120 140 160 P&
Abundance #16991: 0-Cymene ”A ﬂ”‘“&‘ﬁ AV A
119.0 13.50
m/z 120.10 11.76%
5000 91.0
39.0 650 ‘ A /\ /\
LR P N R TR m S N (48T " ‘ﬂ‘ L
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 5 Azulene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.089 43.92 ug/L 629660 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 93
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3965 (14.089 min): VU046186.D\data.ms (-3955) (-
128.1

m/z 128.05 100.00%

5000
14.00 |
51.0 75.0 102.1 .
O R ATl 1492 s 19705 12.83%
m/z--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 1 ‘
14.00
m/z 129.05 11.18%
O ‘\\\\‘\5\%\.0\“\\7\?}-“0’\\\]\.(‘)“2\.0\\\‘\‘“\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13684: Naphthalene
128.0
T
14.00
5000 ITI/Z 102.05 8.56%
51.0 74.0 102.0 ‘
o289 el
m/z--> 20 40 60 80 100 120 140
Abundance #13678: Azulene —
128.0 14.00
m/z 126.05 7.05%
5000
102.0
o280 PO TIO o
m/z--> 20 40 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Biphenyl Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.954 6.06 ug/L 86873 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 93
2 Biphenyl 154 C12H10 000092-52-4 74
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 74
4 Biphenyl 154 C12H10 000092-52-4 72
5 Propanedinitrile, 2,4,6-cyclohep... 154 C10OH6N2 002860-54-0 47
Abundance Scan 4545 (15.954 min): VU046186.D\data.ms (-4538) (- m/z 154.15 100.00%
154.2
5000
76.0 16.00
16.00
51.0 102.0 127.1 M
ol iy 20200271 ] 1893 ) 15305 36.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31485: Bipheny
154.0
5000 L A
16.00
m/z 152.05 25.70%
76.0
5%0 | 1020‘12&0 M
0 ‘\\\\‘\\‘\\‘w\\H\‘\\\\“\\\\’\H\\\‘\\‘ \‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31483: Bipheny
154.0
Lo
16.00
5000 m/z 76.00 13.55%
76.0
0 27.0 . 5%0 I m“ \11‘\5.0m ‘M
R o R e ARARARS
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #31493: Naphthalene, 2-ethenyl- . ‘N‘
154.0 16.00
m/z 155.10  12.08%
5000
76.0 128.0 /\
51.0 :
ol b o 2920 L N
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Naphthalene, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.262 12.98 ug/L 186052 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 4641 (16.262 min): VU046186.D\data.ms (-4632) (- m/z 156.15 100.00%

156.2
5000
__allL A
128.1
77.0 16.00 16.50
51.0 102 0
T I v I 1 A4 UL 1792 201100 65 6s.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
16.00 16.50
1o 270 115.0 m/z 155.10 34.35%
0 \\\‘2\7\\0\‘\\\\‘H\‘\HH“\\\\‘\\\‘\‘\“‘\‘\\“‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0 /\ A
o —
16.00 16.50
5000 m/z 128.05 14.24%
77.0 115.0
51.0
ol 20 i e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 16 00 16 50
m/z 157.10 13.80%
5000 J\/\
770 1150 A
1.
0 27.0 S\OH\H\ ‘ -] M A

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\ L L B B B N B

m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 10 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.410  12.93 ug/L 185327 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4687 (16.410 min): VU046186.D\data.ms (-4678) (- m/z 156.15 100.00%

156.2
5000 A
115.1 AL L LA
77.0 ‘ 16.50
51.0
S et SR ) LAl 1881 1 1a1.05  sa.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.50
115.0 m/z 155.10 27.34%
76.0 ‘
51.0
O \\\‘2\7‘\-9\“ T \“\ \“‘M‘\‘\HU“ \‘\‘\ T [‘\ T } ‘ \“!‘\ \“‘\ \M‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0 /\ /\
— A
16.50
5000 m/z 115.10  20.07%
760 1150
280 510, |
ottt e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl- —=
156.0 16.50
m/z 128.05 15.89%
) M
77.0 115.0
1.
LA Vw0 NN VR | A Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 1,1'-Biphenyl, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.880 3.14 ug/L 45089 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 86
2 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 86
3 Diphenylmethane 168 C13H12 000101-81-5 83
4 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 64
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 64

Abundance Scan 4833 (16.880 min): VU046186.D\data.ms (-4827) (- m/z 168.15 100.00%

168.2
5000 /\
S 7 Y
76.0 115 0 16.50 17.00
e 1] LA am2 o
0L P Ll mmm L e m/z 167.15 69.66%
m/z--> 50 100 150 200 250
Abundance #43632: 1,1'-Biphenyl, 4-methyl-
168.0
5000 /\‘ T ”J\ \/\\(\\\“A
16.50 17.00
m/z 152.00 62.68%
63.0 1150 h
0 ‘2‘7‘0\‘ \\ \‘MHH HMH \‘ il \‘\ (! — e
m/z--> 50 100 200 250
Abundance #43636: 1,1' —Blphenyl, 3-methyl-
168.0 M /\
=4 el
16.50 17.00
5000 m/z 165.10 32.14%
51.0 820 1150 ‘ M
0]"5"0“ ‘ \‘ w‘u‘uh HMH = ‘\\ It \‘ : — —
m/z--> 50 100 l 200 250
Abundance #43623: Diphenylmethane
167.0 16.50 17.00
m/z 153.05 21.51%
5000
91.0
51.0 ‘ ‘
oL Ll ol ]
m/z--> 100 150 200 250 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46186.D

Acqg On : 08 Dec 2021 19:36

Operator : SY/MD

Sample : M4887-12ME

Misc : 4.79g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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|
Methanol, TMS d... 3.179 3.8 ug/L 40740 1 6.250 536789 50.0
(DEL) Alkane: S... 12.327 3.1 ug/L 45221 3 11.819 716854 50.0
p-Cymene 13.449 6.9 ug/L 98812 3 11.819 716854 50.0
Azulene 14.089 43.9 ug/L 629660 3 11.819 716854 50.0
Biphenyl 15.954 6.1 ug/L 86873 3 11.819 716854 50.0
Naphthalene, 2,... 16.262 13.0 ug/L 186052 3 11.819 716854 50.0
Naphthalene, 2,... 16.410 12.9 wug/L 185327 3 11.819 716854 50.0
1,1'-Biphenyl, ... 16.880 3.1 ug/L 45089 3 11.819 716854 50.0
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