LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22522\
Data File : VU@47269.D

Acqg On : 25 Feb 2022 13:46

Operator : SY/MD

Sample : N1631-15ME

Misc : 5.88g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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\SFAMULMO21022WMA .M
Title : VOC Analysis

Signal : TIC: VU@47269.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.520 51 56 69 rvB2 5469 8083 0.72% 0.081%
2 1.601 74 81 87 rBv 53358 74177 6.58% 0.746%
3 1.916 173 179 185 rBV 25033 36475 3.23% 0.367%
4 2.543 365 374 424 rVB 272316 551379 48.89% 5.545%
5 2.993 511 514 515 rBV2 317 189 0.02% 0.002%
6 3.112 549 551 553 rVB3 430 146 0.01% ©0.001%
7 3.1506 559 563 564 rVv2 659 432 0.04% 0.004%
8 3.173 564 570 585 rVB5 2547 5451 0.48% 0.055%
9 3.231 585 588 589 rBv2 282 106 0.01% 0.001%
10 3.282 600 604 605 rBV 308 205 0.02% 0.002%
11  3.363 627 629 634 rBv2 316 202 0.02% 0.002%
12 3.385 634 636 637 rvVv 314 106 0.01% 0.001%
13 3.511 672 675 677 rBV 166 122 0.01% 0.001%
14 3.556 686 689 691 rvv2 220 150 0.01% 0.002%
15 3.575 691 695 698 rvw3 383 3106 0.03% 0.003%
16 3.633 709 713 716 rBV2 227 193 0.02% 0.002%
17 3.697 731 733 738 rVB2 258 131 0.01% 0.001%
18 3.816 765 770 771 rBV2 210 182 0.02% 0.002%
19 3.922 800 803 807 rBvV 177 137 0.01% 0.001%
20 4.054 841 844 852 rVB3 231 297 0.03% 0.003%
21 4.099 852 858 865 rBv2 232 284 0.03% 0.003%
22 4.131 865 868 870 rBV 140 106 0.01% 0.001%
23  4.186 882 885 888 rBv2 193 148 0.01% ©0.001%
24  4.205 889 891 895 rVB2 156 105 ©0.01% 0.001%
25 4.237 895 901 904 rBvV3 177 212  0.02% 0.002%
26 4.301 916 921 924 rBv2 152 129 0.01% 0.001%
27 4.440 959 964 967 rVB3 167 161 ©0.01% 0.002%
28 4.498 976 982 985 rBV3 224 240 0.02% 0.002%
29 4.517 985 988 994 rVB2 138 138 0.01% 0.001%
30 4.578 1001 1007 1009 rBV3 137 143 0.01% ©0.001%
31 4.655 1014 1031 1048 rBV 58970 215571 19.11% 2.168%
32 5.067 1143 1159 1195 rVB 174176 441718 39.16% 4.442%
33 5.227 1206 1209 1213 rBV2 206 175 0.02% 0.002%
34 5.256 1213 1218 1221 rBV3 134 126 0.01% ©0.001%
35 5.295 1223 1230 1236 rBV5 507 692 0.06% 0.007%
36 5.346 1238 1246 1250 rBvV2 681 887 0.08% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22522\
Data File : VU@47269.D

Acqg On : 25 Feb 2022 13:46

Operator : SY/MD

Sample : N1631-15ME

Misc : 5.88g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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\SFAMULMO21022WMA .M
Title : VOC Analysis
37 5.523 1299 1301 1307 rVB2 218 169 0.01% 0.002%
38 5.562 1310 1313 1319 rBvV2 218 231 0.02% 0.002%
39 5.636 1332 1336 1338 rBv2 179 130 0.01% 0.001%
40 5.723 1341 1363 1396 rVV2 446688 1127854 100.00% 11.343%
41  5.877 1409 1411 1415 rVB2 227 112 0.01% 0.001%
42 5.903 1415 1419 1420 rBV 222 149 0.01% 0.001%
43 5.983 1431 1444 1457 rBV3 9350 25526 2.26% 0.257%
44  6.105 1479 1482 1484 rBV2 291 188 ©0.02% 0.002%
45  6.125 1484 1488 1490 rVB2 256 210 0.02% 0.002%
46 6.147 1492 1495 1497 rBV 229 159 0.01% 0.002%
47 6.176 1497 1504 1511 rBV3 655 867 ©0.08% 0.009%
48 6.250 1513 1527 1557 rVB 230376 501108 44.43% 5.040%
49 6.356 1557 1560 1565 rVB4 398 295 0.03% 0.003%
50 6.427 1579 1582 1586 rvB2 195 150 0.01% 0.002%
51 6.449 1586 1589 1594 rBvV2 166 130 0.01% 0.001%
52 6.481 1594 1599 1602 rBV2 304 260 0.02% 0.003%
53 6.533 1604 1615 1625 rBV6 2715 5763 ©.51% 0.058%
54 6.607 1629 1638 1646 rBV6 3700 7034 0.62% 0.071%
55 6.694 1651 1665 1696 rVB 222991 499486 44.29% 5.023%
56 6.874 1718 1721 1726 rBV2 221 134 0.01% 0.001%
57 6.935 1733 1740 1743 rBvV2 428 538 0.05% 0.005%
58 7.015 1762 1765 1766 rBvV2 195 126 0.01% ©0.001%
59 7.192 1811 1820 1822 rBV3 1005 1452 0.13% 0.015%
60 7.231 1823 1832 1833 rBV6 3171 3646 0.32% 0.037%
61 7.372 1874 1876 1879 rVB2 237 113 0.01% 0.001%
62 7.414 1882 1889 1893 rBV3 196 229 0.02% 0.002%
63 7.507 1913 1918 1922 rVB2 188 163 0.01% 0.002%
64 7.568 1922 1937 1965 rBV 121224 272972 24.20%  2.745%
65 7.684 1969 1973 1975 rBV3 623 560 0.05% 0.006%
66 7.800 1999 2009 2014 rBV5 868 1435 0.13% 0.014%
67 7.903 2024 2041 2059 rBV 494290 993815 88.12%  9.995%
68 8.131 2108 2112 2114 rBV3 196 177 0.02% 0.002%
69 8.186 2116 2129 2156 rBV 69621 187976 16.67% 1.891%
70 8.330 2172 2174 2176 rBV 220 99 0.01% 0.001%
71  8.475 2205 2219 2239 rBV2 10904 23071 2.05% 0.232%
72 8.687 2260 2285 2313 rBV 228463 697485 61.84% 7.015%
73 8.796 2316 2319 2327 rBV4 791 1138 0.10% 0.011%
74  8.967 2369 2372 2378 rVB3 176 184 0.02% 0.002%
75 9.041 2393 2395 2398 rBV2 156 102 0.01% 0.001%
76 9.276 2465 2468 2473 rBv2 177 136 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22522\
Data File : VU@47269.D

Acqg On : 25 Feb 2022 13:46

Operator : SY/MD

Sample : N1631-15ME

Misc : 5.88g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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\SFAMULMO21022WMA .M
Title : VOC Analysis
77  9.308 2473 2478 2480 rBV2 165 155 0.01% 0.002%
78 9.343 2484 2489 2491 rBV2 215 184 0.02% 0.002%
79 9.359 2491 2494 2498 rVB3 316 210 0.02% 0.002%
80 9.427 2501 2515 2538 rBvV 284974 670321 59.43% 6.742%
81 10.623 2884 2887 2891 rBV3 687 641 0.06% ©0.006%
82 10.674 2894 2903 2913 rVB 9504 15235 1.35% 0.153%
83 10.774 2921 2934 2950 rBV 367088 606974 53.82% 6.104%
84 10.899 2966 2973 2989 rVB 14094 25064  2.22%  0.252%
85 11.118 3033 3041 3049 rBV3 6867 11178 ©0.99% 0.112%
86 11.314 3098 3102 3108 rBV7 884 1009 0.09% 0.010%
87 11.459 3141 3147 3169 rVB3 6963 13406 1.19% 0.135%
88 11.581 3179 3185 3197 rVB4 2064 3460 0.31% 0.035%
89 11.700 3214 3222 3233 rBV3 5354 8426 0.75% 0.085%
90 11.822 3247 3260 3272 rBV 472033 744574  66.02% 7.488%
91 12.201 3360 3378 3393 rBV 565759 919060 81.49%  9.243%
92 12.333 3413 3419 3427 rVB6 3503 5281 0.47% 0.053%
93 12.385 3431 3435 3436 rBV2 1363 883 0.08% 0.009%
94 12.526 3474 3479 3480 rBV2 1416 1078 0.10% 0.011%
95 12.777 3550 3557 3568 rVB2 6753 9619 0.85% 0.097%
96 13.774 3865 3867 3868 rBV2 596 288 0.03% 0.003%
97 14.118 3970 3974 3976 rBV5 1163 956 ©0.08% 0.010%
98 14.169 3988 3990 3992 rBV2 753 458 0.04% 0.005%
99 16.359 4660 4671 4693 rBV 730949 1097534 97.31% 11.038%
100 16.889 4828 4836 4849 rBV 73978 112420 9.97% 1.131%

Sum of corrected areas: 9943094
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22522\
Data File : VU@47269.D

Acqg On : 25 Feb 2022 13:46

Operator : SY/MD

Sample : N1631-15ME

Misc : 5.88g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU047269.D\data.ms
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Time-> 1
Abundance TIC: VU047269.D\data.ms
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Abundance TIC: VU047269.D\data.ms

700000

16.859

600000

500000

400000

300000

200000

100000 16.889

128338552612.777 13.774 144189
T T ‘ T T T T ‘ T T T T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 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\VU@22522\
Data File : VU@47269.D

Acqg On : 25 Feb 2022 13:46

Operator : SY/MD

Sample : N1631-15ME

Misc : 5.88g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.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 Furan, tetrahydro-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.983 2.55 ug/L 25526  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 91
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 76
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 50
4 3-Penten-2-o0l 86 C5H100 001569-50-2 45
5 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 35
Abundance Scan 1444 (5.983 min): VU047269.D\data.ms (-1431) ()  m/z 71.00 100.00%
71.0
43.0
5000
560 \‘\\\\‘\\\\‘\\N\V\\’/\\\\\‘\\
‘ ‘ ‘ 85.9 5.60 5.80 6.00 6.20 6.40
o"w‘m_‘H"m_"\\m‘_“m_M:Wm\wm m/z 43.00 60.13%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0
5000 A mammsI R SR
21.0 5.60 5.80 6.00 6.20 6.40
56.0 m/z 41.00 43.66%
15.0 ‘ ‘ 86.0
O\\\‘\\\\‘\}‘\\‘\\lli‘\\\‘1l\1\\i‘\‘\‘\‘\‘\\\\‘}\\\‘\\‘!\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0 J\
N N S Y
5.60 5.80 6.00 6.20 6.40
5000 27.0 m/Z 42.00 34.48%
15.0 ‘ 560 86.0
0\\\‘2?9\\‘\l‘u‘\\!!i‘\\wll\1\\iw‘M‘\m‘lm‘u‘u‘\u
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2027: Furan, tetrahydro-2-methyl- T
71.0 5.60 5.80 6.00 6.20 6.40
41.0 m/z 39.00 20.11%
5000
27.0
‘ 56.0 86.0
0 e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22522\
Data File : VU@47269.D

Acqg On : 25 Feb 2022 13:46

Operator : SY/MD

Sample : N1631-15ME

Misc : 5.88g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.359 73.70 ug/L 1097530 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 98
2 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 97
3 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 95
4 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 93
5 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 93
Abundance Scan 4671 (16.359 min): VU047269.D\data.ms (-4660) (- m/z 191.05 100.00%
191.1
5000
— —
57‘0 91.0 13‘10 | ‘ 16.00 16.50
ol [ ) 26120 | 1 2580 m/z 206.15  21.37%
miz--> 50 100 150 200 250
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000
16 00 16 50
57.0 131.0 m/z 131.0 15.66%
o L |
O T 2\7\0\‘ “\‘\H\ ‘\‘ h\ “H\ h\” \"l i\o\ \‘ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #82766: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
16 00 16 50
5000 m/z 57.00 14.95%
57.0 910 1310 ‘
oL o L aeo | L
miz--> 50 100 150 200 250
Abundance #82767: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0 16 00 16 50
m/z 192.0 14.17%
5000
57.0 910 131.0 ‘
ol 20 dn sl gero L1
miz--> 50 100 150 200 250 16.00 16,50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22522\
Data File : VU@47269.D

Acqg On : 25 Feb 2022 13:46

Operator : SY/MD

Sample : N1631-15ME

Misc : 5.88g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.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 Butylated Hydroxytoluene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.889 7.55 ug/L 112420 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 96
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 96
5 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 94
Abundance Scan 4836 (16.889 min): VU047269.D\data.ms (-4828) (-  m/z 205.15 100.00%
205.2
5000
145.0 ‘ 16‘56 ‘17‘00‘
105.1 - -
o‘H‘HHWmﬂwuuhﬂuwawwmhwﬁZ%ﬂu‘iupuu_‘???QH m/z 220.15  26.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99218: Butylated Hydroxytoluene
205.0
5000 — —
16.50 17.00
m/z 206.20 16.81%
57.0 50 1450 ‘
O \H‘HH“\H‘\"\‘\HM“\\‘\‘\‘\‘\\‘N“\N‘\“‘\‘H\’\\\\5’\()\\\‘ ‘\H“HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99217: Butylated Hydroxytoluene
205.0 k
b T
16.50 17.00
5000 m/z 57.00 14.91%
57.0
145.0
B . L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99219: Butylated Hydroxytoluene T —7
205.0 16.50 17.00
m/z 145.00 11.53%
5000
57.0
105.0 145.0
Ol 2700 i i AT L e
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@22522\
Data File : VU@47269.D

Acqg On : 25 Feb 2022 13:46

Operator : SY/MD

Sample : N1631-15ME

Misc : 5.88g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.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|
Furan, tetrahyd... 5.983 2.5 ug/L 25526 1 6.250 501108 50.0
Phenol, 2,6-bis... 16.359 73.7 ug/L 1097530 3 11.822 744574 50.0
Butylated Hydro... 16.889 7.5 ug/L 112420 3 11.822 744574 50.0
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