LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46481.D

Acqg On : 17 Dec 2021 18:42

Operator : SY/MD

Sample : M5153-08 10X

Misc : 6.34g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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@46481.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 74 81 104 rVB 49473 64249  8.33% 1.233%
2 1.919 171 180 191 rBV 35829 50474 6.54% 0.969%
3 2.253 281 284 291 rBvV2 165 197 0.03% 0.004%
4 2,571 371 383 403 rBV 93812 156222 20.25%  2.999%
5 2.703 422 424 426 rBV 126 92 0.01% 0.002%
6 2.742 431 436 441 rBB 150 221 0.03% 0.004%
7 2.806 452 456 459 rBB 141 146 0.02% ©0.003%
8 2.883 476 480 483 rBB 161 150 0.02% ©0.003%
9 3.047 526 531 538 rBB2 716 1054 0.14% 0.020%
106 3.083 539 542 545 rBB 137 115 0.01% 0.002%
11  3.144 557 561 564 rBB 146 124 0.02% 0.002%
12 3.189 565 575 588 rBv2 2171 4785 0.62% 0.092%
13 3.407 640 643 645 rBB 165 107 0.01% 0.002%
14 3.935 803 807 810 rBB 141 117 0.02% 0.002%
15 4.317 923 926 929 rBB 125 110 0.01% 0.002%
16 4.632 1011 1024 1047 rBV 42395 110219 14.29% 2.116%
17 4.838 1085 1088 1090 rBV 230 156 ©0.02% ©0.003%
18 5.067 1143 1159 1176 rBV2 90866 194370 25.20% 3.731%
19 5.176 1190 1193 1195 rBV 235 130 0.02% 0.002%
20 5.276 1222 1224 1226 rBV 262 154 0.02% 0.003%
21 5.321 1234 1238 1240 rBV2 224 160 0.02% 0.003%
22 5.337 1240 1243 1248 rVB2 265 254 0.03% 0.005%
23 5.729 1344 1365 1389 rBV2 175630 474845 61.56% 9.115%
24 5.973 1439 1441 1444 rBV 134 115 ©0.01% 0.002%
25 6.038 1459 1461 1464 rBB 153 100 0.01% 0.002%
26 6.150 1494 1496 1499 rBB 137 97 0.01% 0.002%
27 6.185 1504 1507 1509 rBB 148 100 0.01% 0.002%
28 6.250 1513 1527 1548 rBV 169179 316668 41.05% 6.078%
29 6.353 1557 1559 1561 rVB2 234 110 0.01% 0.002%
30 6.546 1614 1619 1623 rVB2 698 702 0.09% 0.013%
31 6.693 1652 1665 1683 rBV 111980 215265 27.91% 4.132%
32 6.755 1683 1684 1687 rVB 242 100 0.01% 0.002%
33 6.822 1702 1705 1707 rBB 144 96 0.01% 0.002%
34  6.919 1732 1735 1738 rBB 184 145 0.02% ©0.003%
35 7.185 1814 1818 1823 rBB2 321 363 0.05% 0.007%
36 7.279 1843 1847 1853 rBB 169 227 0.03% 0.004%
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Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

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

Peak separa

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
: VUe46481.D

: 17 Dec 2021 18:42

: SY/MD

: M5153-08 10X

: 6.34g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 21 Sample Multiplier: 1

Parameters: LSCINT.P

RTE

OFF Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

tion: 5

Method
Title
37 7.568
38 7.899
39 8.050
40 8.182
41 8.259
42 8.317
43 8.468
44 8.552
45 8.636
46 8.851
47 8.909
48 9.054
49 9.166
50 9.224
51 9.275
52 9.308
53 9.417
54  9.555
55 9.578
56 9.639
57 9.700
58 9.722
59 9.751
60 9.806
61 9.838
62 9.886
63 9.970
64 10.002
65 10.070
66 10.160
67 10.195
68 10.288
69 10.381
70 10.423
71 10.452
72 10.500
73 10.671
74 10.758
75 11.005
76 11.060
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: VOC Analysis
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46481.D

Acqg On : 17 Dec 2021 18:42

Operator : SY/MD

Sample : M5153-08 10X

Misc : 6.34g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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 11.089 3029 3032 3035 rBV 184 162 0.02% 0.003%
78 11.134 3042 3046 3049 rBV 164 188 ©0.02% 0.004%
79 11.211 3066 3070 3072 rBV 154 149 0.02% 0.003%
80 11.256 3081 3084 3087 rBB 131 91 0.01% 0.002%
81 11.314 3095 3102 3104 rBV 158 232  0.03% 0.004%
82 11.455 3139 3146 3151 rBV2 538 754 0.10% 0.014%
83 11.536 3169 3171 3173 rBV 143 103 0.01% 0.002%
84 11.690 3216 3219 3221 rBV2 207 145 0.02% ©0.003%
85 11.812 3245 3257 3274 rVB 284483 443297 57.47%  8.509%
86 12.195 3361 3376 3391 rVB 238058 375928 48.74%  7.216%
87 12.642 3512 3515 3518 rBV 188 131 0.02% 0.003%
88 12.774 3549 3556 3562 rVB2 717 958 0.12% 0.018%
89 13.024 3632 3634 3639 rBV 183 152 0.02% 0.003%
990 13.458 3766 3769 3773 rVB2 305 187 0.02% 0.004%
91 14.089 3954 3965 3979 rVB 34254 53840 6.98% 1.033%
92 14.577 4110 4117 4128 rBV 1022 1614 0.21% 0.031%
93 14.976 4238 4241 4245 rBV 188 103 0.01% 0.002%
94 15.169 4288 4301 4306 rBV4 3159 4989 0.65% 0.096%

95 15.224 4306 4318 4341 rVB 524190 771332 100.00% 14.806%

96 15.410 4364 4376 4389 rBV 224909 349982 45.37% 6.718%

97 15.954 4535 4545 4557 rVB 50038 75202 9.75% 1.443%

98 16.146 4598 4605 4613 rBvV2 10267 13186 1.71% 0.253%

99 16.262 4632 4641 4658 rVB2 18892 33727 4.37% 0.647%

100 16.410 4677 4687 4693 rBV2 19380 29638 3.84% 0.569%
Sum of corrected areas: 5209736
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46481.D

Acqg On : 17 Dec 2021 18:42

Operator : SY/MD

Sample : M5153-08 10X

Misc : 6.34g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 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: VU046481.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46481.D

Acqg On : 17 Dec 2021 18:42

Operator : SY/MD

Sample : M5153-08 10X

Misc : 6.34g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 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 2 Azulene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.089 6.07 ug/L 53840 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Naphthalene 128 C10HS8 000091-20-3 91
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3965 (14.089 min): VU046481.D\data.ms (-3954) (-  m/z 128.05 100.00%
1

128
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46481.D

Acqg On : 17 Dec 2021 18:42

Operator : SY/MD

Sample : M5153-08 10X

Misc : 6.34g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 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 6 Naphthalene, 2,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.262 3.80 ug/L 33727 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 4641 (16.262 min): VU046481.D\data.ms (-4632) (- m/z 156.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46481.D

Acqg On : 17 Dec 2021 18:42

Operator : SY/MD

Sample : M5153-08 10X

Misc : 6.34g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 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 7 Naphthalene, 1,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.410 3.34 ug/L 29638 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 4687 (16.410 min): VU046481.D\data.ms (-4677) (- m/z 156.10 100.00%
1
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L o S 1 R —
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Abundance #33162: Naphthalene, 1,6-dimethyl- : —— |
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46481.D

Acqg On : 17 Dec 2021 18:42

Operator : SY/MD

Sample : M5153-08 10X

Misc : 6.34g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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|
Azulene 14.089 6.1 ug/L 53840 3 11.812 443297 50.0
Naphthalene, 2,... 16.262 3.8 ug/L 33727 3 11.812 443297 50.0
Naphthalene, 1,... 16.410 3.3 ug/L 29638 3 11.812 443297 50.0
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