LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX025151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 13  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\SFAMXLM111121WMA.M
Title : VOC Analysis

Signal : TIC: VX@25151.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.288 30 33 35 rBV3 2277 3210 0.09% 0.028%
2 1.367 41 46 63 rvB 83713 111817 3.27% 0.991%
3 1.666 91 95 103 rBvV 39289 67434 1.97% 0.597%
4 2.282 190 196 206 rVB 136158 234226 6.86% 2.075%
5 2.428 215 220 235 rVB 7811 29086 0.85% 0.258%
6 2.745 264 272 274 rBV7 937 2217 0.06% 0.020%
7 2.946 297 305 320 rBV2 7804 23931 0.70% 0.212%
8 4.507 550 561 575 rBV2 29128 159436 4.67% 1.413%
9 5.068 639 653 670 rBv 83731 279098 8.17% 2.473%
10 5.495 712 723 732 rBV2 12323 37384 1.09% 0.331%
11 5.605 734 741 753 rVB4 4863 16345 0.48% 0.145%
12 5.812 765 775 785 rBV2 24252 70331 2.06% 0.623%
13 5.970 788 801 819 rBv2 243178 699516 20.48% 6.198%
14 6.172 819 834 842 rBVS 4100 16090 0.47% 0.143%
15 6.360 855 865 867 rBV5S 3619 7924 0.23% 0.070%
16 6.604 895 905 916 rVWV 45286 106029 3.10% ©0.939%
17 6.763 921 931 947 rVB 187020 473424 13.86% 4.194%
18 7.104 979 987 1000 rVV9 4300 14937 0.44% 0.132%
19 7.238 1000 1009 1013 rVvVv4 3240 9940 0.29% 0.088%
20 7.312 1013 1021 1031 rW 136289 324364 9.50% 2.874%
21 7.440 1035 1042 1057 rVWV 77219 224687 6.58% 1.991%
22 7.562 1058 1062 1069 rVB5 1839 3631 0.11% 0.032%
23 7.659 1071 1078 1083 rVB2 2999 5721 0.17% 0.051%
24 7.933 1119 1123 1125 rBV2 1171 1634 0.05% 0.014%
25 8.330 1181 1188 1197 rBV 102497 185268 5.42% 1.641%
26  8.653 1225 1241 1248 rBV 370616 603201 17.66% 5.344%
27 8.720 1248 1252 1257 rVB 5795 9006 0.26% ©0.080%
28 8.915 1278 1284 1285 rBV4 1388 2199 0.06% 0.019%
29 8.958 1285 1291 1302 rVV 72412 124496 3.65% 1.103%
30 9.080 1306 1311 1317 rBV5 1334 2878 0.08% 0.025%
31 9.275 1338 1343 1350 rBV 2691 4491 0.13% 0.040%
32 9.415 1357 1366 1377 rBV 196380 417999 12.24% 3.703%
33 9.506 1378 1381 1387 rVvé 1887 3088 0.09% 0.027%
34 9.561 1387 1390 1395 rVB4 1266 1840 0.05% 0.016%
35 9.726 1412 1417 1421 rBV2 3446 5415 0.16% 0.048%
36 9.829 1427 1434 1439 rBvV3 3491 6629 0.19% 0.059%

SFAMXLM111121WMA.M Wed Nov 17 ©5:15:37 2021 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX025151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 13  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\SFAMXLM111121WMA.M
Title : VOC Analysis
37 9.903 1440 1446 1454 rVB5 1886 3970 0.12% 0.035%
38 10.006 1458 1463 1466 rBvV3 1823 2617 ©0.08% 0.023%
39 10.061 1466 1472 1481 rBV 372313 556973 16.31% 4.935%
40 10.195 1484 1494 1497 rBV1e 2461 5630 0.16% 0.050%
41 10.238 1497 1501 1505 rBV3 3628 5425 0.16% 0.048%
42 10.274 1505 1507 1510 rBv4 1789 2306 0.07% 0.020%
43 10.317 1510 1514 1518 rVV3 5263 8089 0.24% 0.072%
44 10.360 1518 1521 1531 rVB 14189 19518 ©.57% 0.173%
45 10.451 1534 1536 1542 rVB6 924 1721 0.05% 0.015%
46 10.591 1552 1559 1563 rBV3 7285 13024 0.38% 0.115%
47 10.780 1583 1590 1594 rBV2 9493 14468 0.42% 0.128%
48 10.860 1598 1603 1607 rVVv4 9833 17809 ©0.52% 0.158%
49 10.896 1607 1609 1613 rVv2 4959 5559 0.16% 0.049%
50 10.945 1613 1617 1623 rVB3 8649 13237 0.39% 0.117%
51 11.006 1623 1627 1629 rBvV3 2071 3244 0.09% 0.029%
52 11.030 1629 1631 1635 rVv4 4116 6022 0.18% 0.053%
53 11.085 1635 1640 1642 rVV4 8370 12911 0.38% 0.114%
54 11.116 1642 1645 1651 rVB2 9831 16892 0.49% 0.150%
55 11.201 1653 1659 1669 rVB 264870 356105 10.43%  3.155%
56 11.323 1674 1679 1680 rBV4 3256 5763 0.17% 0.051%
57 11.384 1685 1689 1693 rBV4 6304 9779 0.29% 0.087%
58 11.433 1693 1697 1700 rvv2 13111 18187 ©.53% 0.161%
59 11.482 1700 1705 1709 rVB 64805 80441 2.36% 0.713%
60 11.610 1723 1726 1727 rBV 3788 3908 0.11% 0.035%
61 11.683 1734 1738 1740 rBV2 3950 5107 ©0.15% 0.045%
62 11.719 1740 1744 1746 rVV 15346 17505 0.51% 0.155%
63 11.756 1746 1750 1760 rVB2 15165 31410 0.92% 0.278%
64 11.847 1760 1765 1769 rBV2 8173 15221 0.45% 0.135%
65 11.896 1769 1773 1777 rVB4 5844 8725 0.26% 0.077%
66 11.945 1777 1781 1784 rBV4 15620 23178 0.68% 0.205%
67 11.975 1784 1786 1789 rVB3 10298 10808 0.32% 0.096%
68 12.024 1789 1794 1800 rBV 432368 583124 17.07% 5.166%
69 12.079 1800 1803 1804 rBV2 3705 4078 0.12% 0.036%
70 12.152 1813 1815 1817 rBV2 2676 2704 0.08% 0.024%
71 12.225 1823 1827 1837 rBV 39405 66159 1.94% 0.586%
72 12.323 1838 1843 1849 rVB 422048 539165 15.79% 4.777%
73 12.426 1856 1860 1864 rVV 50120 55810 1.63% 0.494%
74 12.469 1864 1867 1873 rVB3 6420 11776 ©0.34% 0.104%
75 12.689 1900 1903 1905 rBV4 2678 2981 0.09% 0.026%
76 12.768 1913 1916 1920 rVVv4 2984 3845 0.11% 0.034%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX025151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 13  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\SFAMXLM111121WMA.M
Title : VOC Analysis

77 12.823 1923 1925 1928 rVB2 3529 3270  0.10% 0.029%
78 12.890 1933 1936 1943 rVB6 5403 9936 0.29% 0.088%
79 12.981 1943 1951 1955 rVB7 4229 8778 0.26% 0.078%
80 13.048 1958 1962 1964 rBV6 2591 3280 0.10% 0.029%
81 13.158 1978 1980 1986 rVB6 1893 2664 ©0.08% 0.024%
82 13.237 1986 1993 1996 rBV3 17715 22432 0.66% 0.199%
83 13.268 1996 1998 2000 rVV 8842 9598 0.28% 0.085%
84 13.292 2000 2002 2008 rVB6 6119 7955 0.23% 0.070%
85 13.390 2015 2018 2020 rBV2 1355 1589 0.05% 0.014%
86 13.420 2020 2023 2032 rVB7 4268 9227 0.27% 0.082%
87 13.499 2034 2036 2040 rVB4 1731 2057 0.06% 0.018%
88 13.591 2047 2051 2054 rBV5S 1912 3155 0.09% 0.028%
89 13.737 2072 2075 2080 rBV5 3593 4783 0.14% 0.042%
90 13.810 2083 2087 2090 rVVv4 3493 5347 0.16% 0.047%
91 13.859 2090 2095 2100 rVB5 8967 14739 0.43% 0.131%
92 13.926 2100 2106 2112 rBV6 10506 17849 0.52% 0.158%
93 13.981 2112 2115 2118 rBv4 3351 4071 0.12% 0.036%
94 14.225 2151 2155 2160 rBV3 6782 10921 0.32% 0.097%
95 14.548 2205 2208 2211 rBV3 10355 14357 0.42% 0.127%
96 14.615 2216 2219 2222 rBV2 17086 25794 0.76% 0.229%
97 14.676 2226 2229 2232 rVV2 10761 13958 0.41% 0.124%
98 15.566 2369 2375 2381 rBV 2379423 3415165 100.00% 30.258%
99 15.975 2439 2442 2447 rBV6 44142 78203 2.29% 0.693%

100 16.097 2457 2462 2474 rBV3 318169 743703 21.78% 6.589%

Sum of corrected areas: 11286947
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: M4615-07
: 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\

: VXe25151.D
: 12 Nov 2021 13:59

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX025151.D\data.ms
2000000
1500000
1000000
500000
262 5.970
0 136807 1666 ) 2.428  2.7452.946 4507 5068 5 49055812/ | 6.172
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\
Time-->  1.20 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
Abundance TIC: VX025151.D\data.ms
2000000
1500000
1000000
500000 8.653 10.061
6.763 9.415
7.3 8.330
5360 6:604/\ 7.1@423&]7_2'/‘@55559 7933 A 7208H38%800.275/ Y 5669, 72@ 280
00 "\ T10A238 ACOBBSO 7933 00 A M7208.915.0809.275 93669, 7RBI0DININICEN ‘
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX025151.D\data.ms
15.566
2000000
1500000
1000000
500000 12.024 12.323 16.097
15.97
ARSI 2RWBEDG 114,225 14845656
‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX025151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.495 3.95 ug/L 37384 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
4 Methylamine, N-(1-ethylpentylide... 127 C8H17N 018641-73-1 64
5 Octane 114 C8H18 000111-65-9 53
Abundance Scan 723 (5.495 min): VX025151.D\data.ms (-712) (-) m/z 43.05 100.00%
85.1
5000
57.0
R T
‘ 11 100.1 5.20 5.40 5.60 5.80
ol et il e L L m/z 85.10 54.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4467: Hexane, 2-methyl-
43.0
5000 L B L B L BN B
57.0 85.0 5.20 5.40 5.60 5.80
290 m/z 41.05 47.14%
1 710 1000
O\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
e EREESEENE SRSt
5.20 5.40 5.60 5.80
5000 m/z 42.10 37.51%
0.0 57.0 85.0
ol 10 15.0 71.0 100.0
T T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4470: Hexane, 2-methyl- N RRERE R
43.0 5.20 5.40 5.60 5.80
m/z 57.00 33.28%
5000
27.0 57.0 85.0
v | mo | o i
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80

SFAMXLM111121WMA.M Wed Nov 17 ©5:15:38 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX025151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.812 7.43 ug/L 70331  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 83
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 74
4 Heptane 100 C7H16 000142-82-5 64
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 59
Abundance Scan 775 (5.812 min): VX025151.D\data.ms (-765) (-) m/z 43.10 100.00%
43.1
711
57.1
5000
e e
‘ 850 100.1 5.40 5.60 5.80 6.00 6.20
0 H‘_‘H‘H",m‘_‘H‘“"‘,m‘_‘uu‘sm,mww“w, m/z 71.10  64.42%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000 ‘\’f\/‘\hu‘uu‘uu‘u
5.40 5.60 5.80 6.00 6.20
29.0 m/z 70.10 60.63%
15.0 “ ‘ 850 100.0
O \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43.0 /’\/\
e
5.40 5.60 5.80 6.00 6.20
5000 290 57.0 71.0 m/z 57.10 53.95%
o 10 150 85.0 100.0
R R e B e R o AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 /\/\ P/\M
Abundance #4468: Hexane, 3-methyl- = _“““‘W““‘Hﬁﬁ7§?
43.0 5.40 5.60 5.80 6.00 6.20
m/z 41.10 53.32%
5000 57.0 70.0
29.0
150 M 85.0 100.0
ot e e e e e P e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX025151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.604 11.20 ug/L 106029 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 72
3 Heptane 100 C7H16 000142-82-5 52
4 3-Hexanone 100 C6H120 000589-38-8 43
5 Heptane 100 C7H16 000142-82-5 43
Abundance Scan 905 (6.604 min): VX025151.D\data.ms (-895) (-) m/z 43.05 100.00%
71.1
57.1
5000
100.1
R e SRR
‘ 85.1 6.20 6.40 6.60 6.80 7.00
O e b e ey m/z 71.10 70.44%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
5000 57.0 71.0 ‘u/\\‘\\?u,uu‘uu‘u
20.0 6.20 6.40 6.60 6.80 7.00
m/z 41.10 64.38%
100.0
o o ss0 )
O\\\‘\\\\‘\\\\‘\\\}‘\\\\‘\}\\‘\\\i‘\\\\‘{\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
R S
6.20 6.40 6.60 6.80 7.00
5000 29.0 57.0 71.0 m/z 57.10 58.82%
100.0
oL 20 10 85.0
R A R E MAARRARERES
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane EREREEAR S e
43.0 6.20 6.40 6.60 6.80 7.00
m/z 56.10  35.22%
57.0
5000 710
290 100.0
; 850
T e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX@25151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Acetic acid, 1,1-dimethylet... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.440  23.73 ug/L 224687 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual

imethylethyl e. 116 C6H1202 000540-88-5 83
imethylethyl e. 116 C6H1202 000540-88-5 72
imethylethyl e. 116 C6H1202 000540-88-5 72
roxy-4- methyl— 116 C6H1202 000123-42-2 53
imethylethyl e. 116 C6H1202 000540-88-5 45

1 Acetic acid, 1,1-
2 Acetic acid, 1,1-
3 Acetic acid, 1,1-
4 2-Pentanone, 4-h
5 Acetic acid, 1,1-

Q.Q.Q.Q.D.

Abundance Scan 1042 (7.440 min): VX025151.D\data.ms (-1035) (-) m/z 43.05 100.00%

43.0
57.1
5000
101.1

7.20 7.40 7.60 7.80

m,w_mwc‘im_mmww_m,www m/z 57.10 58.18%
miz--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9307: Acetic acid, 1,1-dimethylethyl ester

430
5000 57.0

7.20 7.40 7.60 7.80

o

o 290 101.0 m/z 59.05 38.04%
O\\\’\\‘\-\‘\\\‘\“‘\\\\“}i\\‘\\‘\\‘\\\\??\.q\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e ABARERER TR
7.20 7.40 7.60 7.80
5000 57.0 m/z 56.05 34.39%
29.0
101.0
BRSSO U S |1 BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester R AREaEmEEEEE
43.0 7.20 7.40 7.60 7.80

m/z 41.10 33.81%

m/z-->

57.0
5000
150 29.0 101.0
0 \ \‘ L,

10 20 30 40 50 60 70 80 90 100 110

7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX025151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.482 6.90 ug/L 80441 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 95
2 Decane 142 C10H22 000124-18-5 95
3 Decane 142 C1leH22 000124-18-5 94
4 Decane 142 C1eH22 000124-18-5 91
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1705 (11.482 min): VX025151.D\data.ms (-1700) (- | m/z 57.05 100.00%
57.0
5000
85.0
A==
LLLL o v
O bttt ol m/z 43.10  95.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
5000 T
71.0 11.50
m/z 41.10 48.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
—
11.50
5000 m/z 71.10 45 .36%
71.0
99.0 142.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane ”ij\«r P
57.0 11.50
m/z 85.05 34.84%
5000
29.0 85.0
113.0 142.0
A YN
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX025151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.225 5.67 ug/L 66159 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

Abundance Scan 1827 (12.225 min): VX025151.D\data.ms (-1823) (- m/z 57.10 100.00%

57.1
5000
83.1 WS

“ ‘ ‘ 98.1 12.00 12.50
|

112.1 .
el e LSS m/z 41.10 36.37%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0

o

5000 — —
41.0 12.00 12.50
27.0 83.0 980 m/z 43.10 30.38%
Ll ‘ d M 112.0
0H‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
r— —
12.00 12.50
5000 m/z 55.05 26.65%
43.0
29.0 83.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15685: 1-Hexanol, 2-ethyl- — —
57.0 12.00 12.50

m/z 70.05 23.02%

5000
41.0
83.0
980 112.0
L | 130.0
: —

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX025151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.427 4.79 ug/L 55810 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 93
3 Undecane 156 C11H24 001120-21-4 90
4 Undecane 156 C11H24 001120-21-4 87
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 86

Abundance Scan 1860 (12.426 min): VX025151.D\data.ms (-1856) (- m/z 57.10 100.00%

57.1
5000
85.0

5
33 m | |, mso 156.2 12.50
ot R B m/z 43.05 80.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 AU
12.50

29.0 m/z 71.05 55.44%

” I L 180 1550
| i miin L 1L L
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0

o

12.50
m/z 41.10 44.42%
5000 85.0
29.0

113.0 156.0

O e T T T T T e T

mlz--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane T
57.0 12.50

m/z 85.05 32.63%

5000
85.0
29.0 ‘
0 “ ‘ ‘\ — u_u‘ - “‘\ 1 ‘ 11‘3.0 156.0

m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX@25151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.566 292.83 ug/L 3415176 1,4-Dichlorobenzene-d4 12.030
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 97
4 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 97
5 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 93

Abundance Scan 2375 (15.566 min): VX025151.D\data.ms (-2369) (- m/z 191.20 100.00%
191.2
5000
131.0 T T
57‘1 91.0 | 16‘3-1 | ‘ 15.50
Ottt b b L UL gz 206.20  21.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 e :
15.50
57.0 1310 1630 m/z 131.00 17.20%
91.0 ‘ ’
O\\\‘2\9\\0\“\\\‘\‘\\\\‘\\‘\\‘\M\\‘W‘\\\\‘\\\\“\\\\‘\\!\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
191.0
=T \
15.50
5000 m/z 57.10 16.15%
57.0
29.0 91.0 1310 4630
O e i bt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82756: Phenol, 2,6-bis(1,1-dimethylethyl)- — ‘
191.0 15.50
m/z 192.20 14.33%
5000
57.0
| 91.0 13‘1'0 1830
oHwHm_HwHH‘HH_w‘Hwa‘mu_ww —L
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX@25151.D

Acqg On : 12 Nov 2021 13:59

Operator JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
ALS vial : 13  Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.975 671 ug/l 78203  1,4-Dichlorobenzene-dd  12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual

y ... 220 C1l4H2002
y e+ 220 C14H2002

5 ... 220 C14H2002

12,5 2
2 2,5 2
3 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002
4 2,5 2
52,5 2

000719-22-2 93
000719-22-2 93
000719-22-2 93
000719-22-2 87

,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 64
Abundance Scan 2442 (15.975 min): VX025151.D\data.ms (-2439) (- m/z 177.15 100.00%
177.2
5000 135.1 220.2
41 910
T
‘ ‘ 16.00
0 A M i M“J“ Al 2810 w7 220.20  46.68%
m/z--> 50 100 150 200 250
Abundance #99035: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
220.0
41.0
5000 LA
135.0 16.00
91.0 m/z 135.05 43.70%
u‘ \h\ H \\M‘ ‘N H“u m \H\H MH\\ mh‘h u\“ ‘H“\ ‘ H‘ ‘h L
O T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
177.0
220.0 T
41.0 16.00
5000 ITI/Z 41.10 41.15%
135.0
95.0
ok e e e - —
m/z--> 50 100 150 200 250
Abundance #99033: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet T
177.0 16.00
m/z 67.00 36.09%
220.0
5000 410
135.0
95.0 ‘
0! ‘m}‘ W\‘ “‘ \‘\“‘\‘ “ T ——
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX@25151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Butylated Hydroxytoluene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.097 63.77 ug/l 743703  1,4-Dichlorobenzene-d4  12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 ClsH240 000128-37-0 99

2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
5 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 97
Abundance Scan 2462 (16.097 min): VX025151.D\data.ms (-2457) (- m/z 205.20 100.00%
205.2
5000 J\
1 145.1 ‘
| g1.1 105.1 ‘- 1772 | ‘ 16.00
O et e bbb W Ml e || M/Z 22015 22.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99218: Butylated Hydroxytoluene
205.0
5000
1600
570 m/z 57.10 16.13%
0 105.0 145.0 177.0 ‘
O \\\‘\\\\“\\\\‘\‘\\\M“\\‘\‘\‘\‘\\‘M“\1”\‘\“\‘\\\‘\\\\“\\\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
205.0
1600
5000 m/z 206.20 15.92%
57.0
145.0
105.0 177.0
ol 290 81.0
L e R e R ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99214: Butylated Hydroxytoluene L = ‘
205.0 16.00
m/z 145.05 13.31%
5000
57.0 0
145.
290, | 8LOWR0 T MTO ‘
Ottt e e e e e e Fe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111221\
Data File : VX025151.D

Acqg On : 12 Nov 2021 13:59

Operator : JC/MD

Sample : M4615-07

Misc : 3.78g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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|
(DEL) Alkane: S.. 5.495 4.0 ug/L 37384 1 6.763 473424 50.0
(DEL) Alkane: S.. 5.812 7.4 ug/L 70331 1 6.763 473424 50.0
(DEL) Alkane: S... 6.604 11.2 ug/L 106029 1 6.763 473424 50.0
Acetic acid, 1,... 7.440 23.7 ug/L 224687 1 6.763 473424 50.0
(DEL) Alkane: S... 11.482 6.9 ug/L 80441 3 12.030 583124 50.0
1-Hexanol, 2-et... 12.225 5.7 wug/L 66159 3 12.030 583124 50.0
(DEL) Alkane: S... 12.427 4.8 ug/L 55810 3 12.030 583124 50.0
Phenol, 2,6-bis... 15.566 292.8 ug/L 3415170 3 12.030 583124 50.0
2,5-Cyclohexadi... 15.975 6.7 ug/L 78203 3 12.030 583124 50.0
Butylated Hydro... 16.097 63.8 ug/L 743703 3 12.030 583124 50.0
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