LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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\SFAMULM@92321WMA.M
Title : VOC Analysis

Signal : TIC: VU@45253.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.456 29 36 52 rBV 156413 240246  5.96% 1.311%
2 1.597 73 80 101 rVB 107826 137292 3.41% 0.749%
3 1.871 159 165 177 rBV 47543 57241 1.42% 0.312%
4 2,523 355 368 387 rBV 200856 349224  8.67%  1.906%
5 2.607 388 394 426 rvB2 7969 22129 ©@.55% 0.121%
6 2.758 431 441 446 rVB2 669 1023 0.03% 0.006%
7 2.970 496 507 511 rBV2 891 1637 0.04% 0.009%
8 3.035 517 527 542 rVB4 12548 28818 0.72% 0.157%
9 3.173 562 570 573 rBv3 403 562 0.01% 0.003%
106 3.324 604 617 630 rVB5 3062 6994 0.17% ©.038%
11 3.494 666 670 674 rBV 233 266 0.01% 0.001%
12 3.620 705 709 715 rVB2 236 277 0.01% 0.002%
13 3.671 715 725 735 rVB4 2350 4791 0.12% 0.026%
14 3.861 771 784 796 rBV2 1397 3310 0.08% 0.018%
15 4.285 912 916 920 rVB2 202 223  0.01% 0.001%
16 4.391 942 949 952 rBv2 229 275 0.01% 0.002%
17 4.51@0 973 986 999 rBV3 6484 14740 0.37% 0.080%
18 4.645 1004 1028 1043 rBV 113832 328953 8.17% 1.795%
19 5.063 1141 1158 1179 rVvV 211051 485723 12.06% 2.650%
20 5.311 1220 1235 1244 rBV4 9758 21282 0.53% 0.116%
21 5.449 1269 1278 1291 rVB3 1790 3070 0.08% 0.9017%
22 5.581 1309 1319 1328 rVVv3 2702 4834 0.12% 0.026%
23 5.719 1340 1362 1390 rVV2 497681 1270092 31.53% 6.931%
24 5.842 1390 1400 1411 rVV5 3563 7174 0.18% 0.039%
25 5.916 1412 1423 1433 rVWV7 2215 4499 0.11% 0.025%
26 5.980 1433 1443 1460 rVB5 8518 18016 ©0.45% ©0.098%
27 6.125 1479 1488 1498 rVB5 3569 6315 0.16% 0.034%
28 6.250 1511 1527 1552 rVW 359107 702993 17.45%  3.836%
29 6.533 1605 1615 1624 rBV7 4412 8562 0.21% 0.047%
30 6.604 1629 1637 1650 rVB5 3651 7881 0.20% 0.043%
31 6.694 1650 1665 1678 rBV 291042 586937 14.57%  3.203%
32 6.861 1715 1717 1725 rVV3 475 406 0.01% 0.002%
33  6.980 1746 1754 1759 rBvV2 1830 2576 0.06% 0.014%
34 7.067 1768 1781 1790 rBV5 1990 4239 0.11% 0.023%
35 7.189 1810 1819 1825 rBV2 3424 5626 0.14% 0.031%
36 7.427 1886 1893 1900 rBV4 1172 1706 0.04% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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\SFAMULM@92321WMA.M
Title : VOC Analysis
37 7.497 1903 1915 1922 rBV3 6972 12079 0.30% 0.066%
38 7.568 1924 1937 1957 rVB 149120 276899 6.87% 1.511%
39 7.658 1957 1965 1973 rBVS5S 4893 8040 0.20% 0.044%
40 7.816 2001 2014 2021 rBvV2 27738 62215 1.54% 0.339%
41  7.903 2029 2041 2052 rVV 547076 963862 23.93% 5.259%
42 7.973 2052 2063 2088 rVB 246050 443382 11.01% 2.419%
43  8.057 2088 2089 2091 rBV 708 376 0.01% ©0.002%
44  8.131 2105 2112 2119 rVB2 9849 12626 0.31% 0.069%
45  8.186 2119 2129 2141 rBV 98109 179199 4.45% 0.978%
46 8.369 2175 2186 2197 rVB4 8442 14885 0.37% 0.081%
47  8.430 2201 2205 2207 rBvV2 446 352 0.01% 0.002%
48  8.475 2212 2219 2225 rVB5 1279 2009 0.05% 0.011%
49 8.552 2230 2243 2254 rVB5 11174 19901 0.49% 0.109%
50 8.649 2258 2273 2301 rBV 417769 785442 19.50% 4.286%
51 8.803 2315 2321 2330 rBV7 6388 10920 0.27% 0.060%
52 8.864 2334 2340 2350 rVB4 21138 35522 0.88% 0.194%
53 8.925 2351 2359 2368 rBvV2 9513 14629 0.36% ©0.080%
54 9.066 2397 2403 2404 rBvV2 2198 1580 0.04% 0.009%
55 9.124 2412 2421 2426 rBV3 5219 8453 0.21% 0.046%
56 9.166 2427 2434 2442 rW5 10959 19824 0.49% 0.108%
57 9.214 2443 2449 2459 rVB3 13127 20882 ©0.52% 0.114%
58 9.337 2475 2487 2500 rBV3 10541 17383 0.43% 0.095%
59 9.423 2500 2514 2535 rBV 512440 901442 22.38% 4.919%
60 9.510 2536 2541 2548 rVB5 1978 2924 0.07% 0.016%
61 9.575 2548 2561 2575 rBvV 526394 893452 22.18% 4.875%
62 9.697 2585 2599 2633 rVB 2351993 4028362 100.00% 21.982%
63 9.841 2639 2644 2647 rBvV3 274 333 0.01% 0.002%
64 9.883 2651 2657 2661 rBV3 701 893 0.02% 0.005%
65 9.951 2674 2678 2681 rBV3 642 481 0.01% 0.003%
66 10.031 2690 2703 2704 rBV5 5758 8020 0.20% 0.044%
67 10.108 2713 2727 2744 rVB 745986 1213498 30.12% 6.622%
68 10.253 2756 2772 2786 rBV7 8968 22877 ©.57% 0.125%
69 10.320 2788 2793 2796 rBV5 921 1046 0.03% 0.006%
70 10.356 2797 2804 2811 rBV7 5621 9666 0.24% 0.053%
71 10.491 2830 2846 2855 rBv2 10313 20692 0.51% 0.113%
72 10.558 2855 2867 2877 rBV7 4785 10716 0.27% 0.058%
73 10.764 2919 2931 2943 rBV 472337 741027 18.40% 4.044%
74 10.912 2968 2977 2985 rBV2 14716 22166 ©.55% 0.121%
75 11.005 2996 3006 3020 rBV 55288 112663 2.80% 0.615%

76 11.095 3026 3034 3056 rVB2 72451 177000 4.39% ©.966%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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\SFAMULM@92321WMA.M
Title : VOC Analysis
77 11.240 3073 3079 3086 rVB3 5727 7999 0.20% 0.044%
78 11.298 3088 3097 3113 rVWV 32560 60895 1.51% 0.332%
79 11.378 3117 3122 3126 rVV7 5662 7883 0.20% 0.043%
80 11.420 3128 3135 3141 rVV2 32660 48444 1.20% 0.264%
81 11.472 3142 3151 3172 rVB 141445 242473  6.02%  1.323%
82 11.816 3247 3258 3271 rBV 562417 897070 22.27% 4.895%
83 11.902 3273 3285 3298 rVB3 46579 104292 2.59% 0.569%
84 12.198 3365 3377 3390 rBV 617806 1007705 25.02% 5.499%
85 12.330 3410 3418 3428 rVB 123436 170147 4.22%  0.928%
86 12.475 3456 3463 3466 rBV2 15767 22302 ©.55% 0.122%
87 12.671 3517 3524 3530 rBV2 20002 28942 0.72% 0.158%
88 13.356 3732 3737 3746 rBV9 8013 11168 0.28% 0.061%
89 13.436 3755 3762 3783 rVB4 73970 174213 4.32% 0.951%
90 13.838 3881 3887 3893 rBV6 6657 10284 0.26% 0.056%
91 14.089 3960 3965 3986 rVB 26893 53444 1.33% 0.292%
92 14.188 3987 3996 4009 rVvVv7 6402 13055 0.32% 0.071%
93 14.452 4071 4078 4087 rVB3 12088 16157 0.40% 0.088%
94 14.777 4176 4179 4182 rBV4 715 541 0.01% 0.003%
95 14.934 4225 4228 4232 rBV3 538 601 ©0.01% ©0.003%
96 15.021 4252 4255 4256 rBV2 479 284 0.01% 0.002%
97 15.063 4263 4268 4269 rBV3 855 707 0.02% 0.004%
98 15.143 4290 4293 4295 rBV2 451 289 0.01% 0.002%
99 15.227 4309 4319 4332 rBV3 9217 15348 0.38% 0.084%
100 15.414 4367 4377 4391 rBV4 7954 14222 0.35% 0.078%
Sum of corrected areas: 18326115
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\

: VUe45253.D

: 08 Oct 2021 15:53

: SY/MD

: M4070-07ME

: 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
17

Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU045253.D\data.ms
2000000
1500000
1000000
500000 5119
6.250 6.60¢
1.4 2523 5.063 '
“AP597 | g7y 4.645
0 /iQOZ75823‘nE1733234%m13 861 4.283951 /\ 5.351440581 5.848208012 6.6
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\T
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: VU045253.D\data.ms
9.697
2000000
1500000
1000000
10.108
12.1
7.903 575 11.816
500000 8.649 9.422 10.764
7.568 ' 11472
058698067189 7.42097.658 8 emsmw 888OARAGBID.5 \9BasE0 (mm@msa o@ﬁ‘ﬁ?ﬁ 902
L T T \" T T T ‘\ \‘\
Time--> 7.00 7.50 850 9.00 950 1000 1050 1100 1150 12.00
Abundance TIC: VU045253.D\data.ms
2000000
1500000
1000000
500000
12.330
OLJNEQQZ§%671 13%%%?6 13838149638814452 14714mﬂnﬂ&5¢§55414
\\‘\\\\‘\\\\‘\ ‘ T T ‘\ T T T T T T \‘\
Time--> 12.50 13.00 13.50 1400 1450 1500 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.456 17.09 ug/L 240246  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
Abundance  Scan 36 (1.456 min): VU045253.D\data.ms (-29) (-) m/z 63.85 100.00%
3.9
5000 /\\’\
e R
1.40 1.60 1.80
39.8|, |, o
-+t m/z 47.85 52.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L
1.40 1.60 1.80
m/z 65.90 4.82%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
e e A
1.40 1.60 1.80
5000 m/z 49.90 2.58%
17.0
ool B0 o
mfz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- T
64.0 1.40 1.60 1.80
m/z 64.90 0.94%
5000
44,
16.0
ol L ‘ ‘ 93.0 1150 143.0 169.0
R L e R e
m/z--> 20 40 60 80 100 120 140 160 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.005 6.28 ug/L 112663 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3006 (11.005 min): VU045253.D\data.ms (-2996) (-  m/z 104.95 100.00%
105.0
5000
120.0 ]\
91.0 : ——
389 630 7?'8 | 11.00
Oberprrr e et e bl m/z 120,00 30.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 AL e ‘
m/z 90.95 13.52%
77.0 91.0
O\\‘]\_\5\.\0‘\\\‘\‘\\3\\9‘.\0\\\“\\\\6‘%\-‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 M ]
e A n
11.00
5000 m/z 76.85 12.01%
120.0
39.0 77.0 91.0
O‘W‘HW?QRH‘MM‘WW‘E%PWHMHHHJMH‘Mkwume‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #10726: Benzene, 1-ethyl-4-methyl- Pt
105.0 11.00
m/z 106.00 9.17%
5000
120.0
510 77.0 91.0 ‘
A T O N O AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.298 3.39 ug/L 60895 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3097 (11.298 min): VU045253.D\data.ms (-3088) (-  m/z 105.00 100.00%
105.0
5000
120.0 ]\
—
389 62.9 77-9 91.0 11.00 11.50
0‘w‘H‘_‘HM‘HHHHNMuWJNW‘waH‘w‘Hwtk‘wmpu‘w m/z 119.95 30.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 /\A
5000
120.0 11.00 1150
m/z 76.90 3.94%
77.0 91.0
O\\‘]\_\5\\0‘\\\\‘\\3\\9‘\0\\\“\\\\6‘%\‘\0\‘\\\}“HH“HH‘\Ml\‘\\\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 A /
11 00 11 50
5000 m/z 90.95 11.84%
120.0
0 77.0 91.0
U O NS Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 79.00 11.11%
5000
120.0
510 77.0 91.0 ‘ /\J\ /\

m/z--> 10 20 30 40 50 60 70 80 90 100110120 ll 00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.420 2.70 ug/L 48444  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 83
2 Decane, 4-methyl- 156 C11H24 002847-72-5 83
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 78
4 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72
5 Heptane, 3,3,5-trimethyl- 142 C1OH22 007154-80-5 64
Abundance Scan 3135 (11.420 min): VU045253.D\data.ms (-3128) (- m/z 71.00 100.00%
71.0
43.0
5000 jJ\NJVJv
— e
‘ ‘ 113.1 11.50
ob bl L L m/z se.95 75.39%
miz--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0
5000 T
11.50
m/z 42.95 74.93%
112.0
O\].\S\.(‘)\M\\ }\\‘M“\\ \“H\\\‘\\!‘\‘\\\\‘\\1\5\6.‘0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0
—
11.50
5000 m/z 70.00 44 .,85%
112.0
ol 20 | | o | s
mfz--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl- —
43.0 11.50
71.0 m/z 40.90 41.56%
) W
113.0
oL 24.0 ‘Hu ‘NM 80y 1410 e
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.902 5.81 ug/L 104292 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
Abundance Scan 3285 (11.902 min): VU045253.D\data.ms (-3273) (-  m/z 105.00 100.00%
105.0
VRIS A V.
51.0 7?'9 91.0 11.50 12.00
Obrrprereprrrro it et e by m/z 120,00 40.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 bt J\ —
120.0 11.50 12.00
770 m/z 76.90  13.98%
39.0 Y 91.0
O \\’]\-\5\.\0’\\\“1’1\H"‘\\\\"“1‘1\16‘?1“10\‘\\\m‘\\\\“\\H‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0 A
NVWEVRAVAWSWAUR WA
11.50 12.00
5000 120.0 m/z 91.e0 10.11%
77.0
51.0 91.0
Oy 220 et i LAl
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #10718: Benzene, 1,2,4-trimethyl- i ‘/\\N‘\‘ Pt o
105.0 11.50 12.00
m/z 119.00 9.65%
120.0
5000
77.0 91.0
o189 380 %0es0 700 | I g
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
: VUe45253.D

: 08 Oct 2021 15:53
: SY/MD

: M4070-07ME

: 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 17  Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number

12.330

Hit# of 5

9.48 ug/L

7 (DEL) Alkane: Straight-Chai...

EstConc Area

170147

Tentative ID

Concentration Rank 4

Relative to ISTD R.T.

1,4-Dichlorobenzene-d4

11.819

1 Undecane
2 Undecane
3 Undecane

4 Carbonic acid, prop-1l-en-2-yl tr... 284

5 Decane

142

C1l1H24
C1l1H24
C11H24
C17H3203
CleH22

Abundance Scan 3418 (12.330 min): VU045253.D\data.ms (-3410) (-
57.0

001120-21-4 93
001120-21-4 93
001120-21-4 90
1000382-90-8 90
000124-18-5 86

m/z 56.95 100.00%

5000
85.0 ijﬂwwﬂ
I =
39
“ “ 112.0 156.1 12.00 12.50
bl S m/z 43.00 80.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 = ==
85.0 12.00 12.50
20.0 m/z 71.00 47 .69%
Ll s 360
O\\\‘\\\\‘}\\h“\‘\}\“\‘\\\‘\\U\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
= ——
12.00 12.50
m/z 40.95 46.80%
5000 85.0
29.0
“ | ‘ | 113.0 156.0
) S S Y S R P
m/z--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane = —
43.0 12.00 12.50
m/z 84.95 28.36%
5000 710
0 ZG‘L) \‘ H‘\ \“ ‘ 9?0 L 127.0 15§O \“A’/\«
B B B B e R s —
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\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.436 9.71 ug/L 174213 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Dodecane 170 C12H26 000112-40-3 93
3 Hexadecane 226 C16H34 000544-76-3 72
4 Undecane 156 C11H24 001120-21-4 72
5 Dodecane 170 C12H26 000112-40-3 72
Abundance Scan 3762 (13.436 min): VU045253.D\data.ms (-3755) (- m/z 57.00 100.00%
57.0
5000
85.0
119.0 T
byl | 70 %0
bttt sl b b m/z 42.95  78.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45480: Dodecane
57.0
5000 R
85.0 13.50
20.0 m/z 71.00 55.99%
112.0 170.0
O \\\‘\‘\‘\\‘\\\H‘\\“\\“1\\\H‘\\U\‘\‘\J\-\4.‘1\9\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
—
13.50
5000 m/z 40.95 47 .92%
85.0
29 0
| iz g 1m0
0 ww_m,w_‘H_m_uu_m,w_m,w_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane —
57.0 13.50
m/z 85.00 33.36%
5000 85.0
29.0 /\/\M\
11
Ot oo 20,3410 1690 1070 2260 L]yl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Azulene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.089 2.98 ug/L 53444 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 91
2 Naphthalene 128 C10H8 000091-20-3 91
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 3965 (14.089 min): VU045253.D\data.ms (-3960) (-  m/z 128.00 100.00%
128.0
5000
T \
a7 510 639 769 102.0 | 14.00
O lrrprerrpromirter bbb it e m/z 126,95 12.53%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #13686: Naphthalene
128.0
5000 AL :
14.00
m/z 101.95 8.95%
o so e 120 )
OH‘HH‘HH‘HHi\H\‘\H\‘\M‘H\\H‘HH“\\H‘HH‘\H ‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #13685: Naphthalene
128.0
T \
14.00
5000 m/z 129.00 8.61%
51.0 64.0
O 380 L TT0  TED
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 A
Abundance #13679: Azulene AL -
128.0 14.00
m/z 51.00 8.38%
5000
51.0 102.0
64.0 .
7.
IR N NSO O W A W
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45253.D

Acqg On : 08 Oct 2021 15:53

Operator : SY/MD

Sample : M4070-07ME

Misc : 2.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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|
Sulfur dioxide 1.456 17.1 ug/L 240246 1 6.250 702993 50.0
Benzene, 1l-ethy... 11.005 6.3 wug/L 112663 3 11.819 897070 50.0
Benzene, 1l-ethy... 11.298 3.4 ug/L 60895 3 11.819 897070 50.0
(DEL) Alkane: S... 11.420 2.7 ug/L 48444 3 11.819 897076 50.0
Benzene, 1,2,3-... 11.902 5.8 ug/L 104292 3 11.819 897070 50.0
(DEL) Alkane: S... 12.330 9.5 ug/L 170147 3 11.819 897070 50.0
(DEL) Alkane: S... 13.436 9.7 ug/L 174213 3 11.819 897070 50.0
Azulene 14.089 3.0 ug/L 53444 3 11.819 897070 50.0
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