LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 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\SFAMXLMO61322WMA .M
Title : VOC Analysis

Signal : TIC: VX@29497.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.148 7 10 15 rVB2 2634 2742  0.26% 0.027%
2 1.264 26 29 31 rBV 3254 4050 0.39% 0.039%
3 1.294 31 34 42 rW2 5684 11065 1.07% 0.108%
4 1.373 42 47 58 rVB 89454 120497 11.60% 1.171%
5 1.587 79 82 83 rBV3 2146 1954 0.19% 0.019%
6 1.636 83 90 92 rWw 24593 38510 3.71% 0.374%
7 1.666 92 95 101 rVB 40046 60208 5.80% ©.585%
8 2.142 169 173 176 rVB6 1004 1557 0.15% 0.015%
9 2.282 189 196 206 rBV 178182 295129 28.41% 2.868%
106 2.392 206 214 215 rBV 2896 6662 0.64% 0.065%
11 2.727 262 269 274 rBV6 1376 3581 0.34% 0.035%
12 2.788 274 279 286 rVB5 2906 7032 0.68% 0.068%
13 2.959 298 307 319 rBV2 10433 36263 3.49% 0.352%
14 3.416 375 382 390 rBVS 1059 2160 0.21% 0.021%
15 4.507 549 561 592 rBV2 47877 266752 25.68% 2.592%
16 5.062 640 652 668 rVW 133055 421893 40.62% 4.100%
17 5.47e 716 719 727 rVB3 677 1069 0.10% ©0.010%
18 5.550 727 732 734 rBV3 915 1397 0.13% 0.014%
19 5.970 790 801 816 rBV2 365686 1038751 100.00% 10.094%
20 6.373 860 867 868 rBv3 7054 12384 1.19% 0.120%
21 6.604 900 905 908 rvv2 541 1002 0.10% 0.010%
22 6.763 921 931 946 rBV 375484 904697 87.09% 8.792%
23 7.129 981 991 1001 rBVvV7 18564 49020 4.72% 0.476%
24  7.220 1001 1006 1013 rVV5 4211 11309 1.09% 0.110%
25 7.311 1013 1021 1037 rVB 208236 464727 44.74%  4.516%
26 7.964 1119 1128 1134 rBV6 4358 11790 1.14% 0.115%
27 8.275 1171 1179 1182 rBV4 1224 2662 0.26% 0.026%
28 8.330 1182 1188 1197 rBV 102529 173788 16.73% 1.689%
29 8.433 1203 1205 1209 rVB4 1290 1522 0.15% 0.015%
30 8.604 1229 1233 1234 rBV2 997 1182 0.11% 0.011%
31 8.653 1234 1241 1249 rBV 470886 758874 73.06%  7.375%
32 8.720 1249 1252 1256 rBV3 6073 9945 0.96% 0.097%
33 8.915 1280 1284 1286 rBvV2 2504 3539 0.34% 0.034%
34 8.957 1286 1291 1301 rVB 65360 107694 10.37% 1.047%
35 9.110 1311 1316 1321 rBV3 2253 3199 0.31% 0.031%
36 9.281 1340 1344 1353 rVB7 2390 4633 0.45% 0.045%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 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\SFAMXLMO61322WMA .M
Title : VOC Analysis
37 9.396 1357 1363 1377 rBV 227495 551572 53.10% 5.360%
38 9.537 1383 1386 1395 rVvB4 4914 8540 0.82% 0.083%
39 9.622 1395 1400 1405 rVVv2 6553 10160 0.98% 0.099%
40 9.756 1420 1422 1427 rVB4 956 1359 0.13% 0.013%
41  9.823 1429 1433 1438 rVV6 1623 3004 0.29% 0.029%
42 9.902 1443 1446 1451 rVB2 4632 5874 0.57% 0.057%
43 10.012 1458 1464 1466 rBV3 3938 6082 0.59% 0.059%
44 10.055 1466 1471 1487 rVB 727746 998556 96.13% 9.704%
45 10.274 1502 1507 1509 rBv4 2369 3470  0.33% 0.034%
46 10.305 1510 1512 1517 rVB4 4180 4969 0.48% 0.048%
47 10.360 1517 1521 1527 rBV 11814 16178 1.56% 0.157%
48 10.457 1532 1537 1542 rBV5 2860 4611 0.44% 0.045%
49 10.543 1547 1551 1552 rBvV3 1245 1611 0.16% 0.016%
50 10.567 1552 1555 1556 rBV3 1307 1174 0.11% 0.011%
51 10.585 1556 1558 1565 rvB2 3219 4258 0.41% 0.041%
52 10.671 1565 1572 1575 rBvV3 3481 5830 0.56% 0.057%
53 10.780 1582 1590 1595 rBV3 13368 19246 1.85% 0.187%
54 10.853 1600 1602 1606 rvv4 1967 3684 ©0.35% 0.036%
55 10.896 1606 1609 1614 rVB3 10994 14844 1.43% 0.144%
56 11.006 1624 1627 1628 rBV2 2152 2702 0.26% 0.026%
57 11.030 1628 1631 1635 rvv2 6880 8401 ©0.81% 0.082%
58 11.085 1635 1640 1642 rVV4 11379 17095 1.65% 0.166%
59 11.109 1642 1644 1650 rVB2 10106 12072 1.16% 0.117%
60 11.195 1650 1658 1668 rBV 375218 544435 52.41% 5.291%
61 11.341 1675 1682 1684 rBV4 2912 5352 ©.52% 0.052%
62 11.366 1684 1686 1688 rBV2 2407 2176 0.21% 0.021%
63 11.433 1694 1697 1700 rBV3 5351 8131 0.78% 0.079%
64 11.475 1700 1704 1710 rVB 52966 65971 6.35% 0.641%
65 11.548 1715 1716 1719 rVB2 2070 1280 ©0.12% 0.012%
66 11.634 1726 1730 1734 rBV3 9532 12351 1.19% 0.120%
67 11.683 1735 1738 1740 rBV3 7006 7972 0.77% 0.077%
68 11.719 1740 1744 1747 rW 41882 487960 4.70% 0.474%
69 11.841 1759 1764 1766 rBV4 6942 11090 1.07% 0.108%
70 11.890@ 1770 1772 1777 rVWV2 14525 18697 1.80% 0.182%
71 11.945 1777 1781 1782 rVV3 4904 6210 0.60% 0.060%
72 11.975 1784 1786 1789 rVV3 7072 8487 0.82% 0.082%
73 12.024 1789 1794 1800 rVV 801149 1022044 98.39% 9.932%
74 12.073 1800 1802 1805 rVV2 15431 17755 1.71% 0.173%
75 12.103 1805 1807 1812 rVB3 14675 16327 1.57% 0.159%
76 12.176 1812 1818 1822 rBV2 14863 28475 2.74% 0.277%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 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\SFAMXLMO61322WMA .M
Title : VOC Analysis
77 12.243 1827 1830 1832 rBV4 3054 4360 0.42% 0.042%
78 12.323 1838 1843 1849 rBV 553500 693500 66.76% 6.739%
79 12.426 1855 1860 1864 rBV 138748 159950 15.40% 1.554%
80 12.585 1882 1886 1891 rVB2 18188 31803 3.06% 0.309%
81 12.682 1898 1902 1906 rBV4 22030 27051 2.60% 0.263%
82 12.768 1913 1916 1918 rBV3 5266 6366 0.61% 0.062%
83 12.896 1929 1937 1942 rBVS5S 31874 79981 7.70% 0.777%
84 12.945 1942 1945 1947 rVV3 15086 18719 1.80% 0.182%
85 12.975 1947 1950 1954 rVWV2 22174 28850 2.78% 0.280%
86 13.042 1958 1961 1965 rVB3 21291 22198 2.14% 0.216%
87 13.268 1994 1998 2002 rBV 184586 211401 20.35% 2.054%
88 13.383 2014 2017 2021 rBV 87212 106477 10.25% 1.035%
89 13.707 2064 2070 2072 rBV3 32361 48959 4.71% 0.476%
90 13.768 2078 2080 2083 rBV3 12612 13287 1.28% 0.129%
91 13.798 2083 2085 2088 rVV3 19431 22450 2.16% 0.218%
92 13.841 2088 2092 2098 rvVB2 39304 58664 5.65% 0.570%
93 14.042 2121 2125 2128 rVB 137916 148108 14.26% 1.439%
94 14.103 2132 2135 2138 rBvV4 20675 25024  2.41% 0.243%
95 14.499 2197 2200 2206 rVB5 23910 42575 4.10% 0.414%
96 14.615 2216 2219 2222 rBV 23566 26550 2.56% 0.258%
97 14.755 2239 2242 2245 rBV 55096 58549 5.64% 0.569%
98 15.133 2301 2304 2308 rBV 14023 20127 1.94% 0.196%
99 15.493 2360 2363 2367 rVB 21420 29649 2.85% 0.288%
100 15.645 2385 2388 2394 rVB 20180 31821 3.06% 0.309%
Sum of corrected areas: 10290493
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N3226-23ME
: 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH
: 42 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\

© VX029497.D
: 15 Jun 2022 03:45

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO61322WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

o

.14@{ 1?5@? 2.142/2.392 27788959  3.416

TIC: VX029497.D\data.ms

5.970

2.282
5.062
1.373
4.507

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
800000

700000

600000

500000

400000

300000

200000

100000

TIC: VX029497.D\data.ms
10.055

8.653

6.763 11.195

7.311 9.3%

8.330

0
Time-->

8.957
373 6.604 712920 7.964 8. ;\3.433. 7208 9l50.110.281 9.586229
196604 | IO\ (964 8.2/8.438 694/ 8.9159.119.268] 9. SI4:93 ‘ ‘ ‘
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

TIC: VX029497.D\data.ms
12.024

12.323

14.755
14.493315
AV

15.133  15.498.645
£ AN

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO61322WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.475 3.23 ug/L 65971 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1eH22 000124-18-5 95
2 Decane 142 C10H22 000124-18-5 94
3 Decane 142 C1OH22 000124-18-5 94
4 Decane 142 C1OH22 000124-18-5 91
5 Nonane 128 C9H20 000111-84-2 78
Abundance Scan 1704 (11.475 min): VX029497.D\data.ms (-1700) (- m/z 57.05 100.00%
57.0
5000
85.1 }\j\\
R =y
| L jums s
Ol b b e e m/z 43,100 90.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane
43.0
5000 /\}\‘/\‘ =1
71.0 11.50
m/z 41.10 46.48%
L) feo  aeo
O\\\‘\1\\‘}\\\“\\‘\\‘\‘\\\H‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
—
11.50
5000 m/z 71.20 42 .56%
71.0
0l15.0 99.0 142.0
T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane »fﬁ/@ﬁ‘ s
43.0 11.50
m/z 85.10 32.23%
5000
71.0
020499"’“2'0207-0 M/\m | NMM
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\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO61322WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
12.426 7.83 ug/L 159950 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Undecane 156 C11H24 001120-21-4 94
3 Undecane 156 C11H24 001120-21-4 93
4 Undecane 156 C11H24 001120-21-4 93
5 Undecane 156 C11H24 001120-21-4 91

Abundance Scan 1860 (12.426 min): VX029497.D\data.ms (-1855) (- m/z 57.10 100.00%

57.1
5000
85.0

et
39 ‘ Uﬂ ‘ ‘ 113.1 156.2 12.50
Ol TR T m/z 43.05  74.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 “”‘/Ww\J\F T
12.50

29.0

\‘ 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
5000 m/z 41.05 41.57%
29.0 85.0

113.0 156.0

O T T T T T T T T T T

mlz--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane T
57.0 12.50

m/z 85.05 29.69%

5000 650
29.0
156.0
“ ‘\ \H‘ “\ ‘ H 11\3.0 ‘

m/z--> 20 40 60 80 100 120 140 160 12.50

=

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO61322WMA.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.896 3.91 ug/L 79981 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-methyl- 170 C12H26 017302-33-9 49
2 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 47
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 47
4 Cyclohexanone, 4-(1,1-dimethylet... 154 C10H180 000098-53-3 47
5 Cyclohexanone, 4-(1,1-dimethylet... 154 C1@H180 000098-53-3 43
Abundance Scan 1937 (12.896 min): VX029497.D\data.ms (-1929) (- m/z 57.10 100.00%
57.1
5000
98.1
= P
| 3 12.50 13.00
I — | u“”“‘”“ wadfsaoe w4310 35.42%
miz--> 50 100 150 200 250
Abundance #45491: Undecane, 6-methyl-
57.0
5000 ==/} M
12.50 13.00
98.0 m/z 98.10 29.75%
no
O T T “\ ‘\ ‘ “\ ‘\H \‘\ “ T T ]T4\O.‘OJ\-7\().\O T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
pe P
12.50 13.00
5000 m/z 55.15 24 .85%
27.0 98.0
142.0
ot e
m/iz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride — —
57.0 12.50 13.00
m/z 41.00 24.23%
5000
1.0
3.0
ol L. »w‘ ‘\‘M WL — - 2 P A G W SR
m/z--> 50 100 150 200 250 12.50 13.00

SFAMXLMO61322WMA.M Thu Jun 16 14:56:45 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO61322WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.268 10.34 ug/L 211401 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 97
2 Dodecane 170 C12H26 000112-40-3 96
3 Dodecane 170 C12H26 000112-40-3 95
4 Dodecane 170 C12H26 000112-40-3 91
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 1998 (13.268 min): VX029497.D\data.ms (-1994) (- m/z 57.10 100.00%
57.

1
5000
85.1

112.1 170.3
"w‘H‘MMH“"H‘u“!u‘u“"‘w‘_w‘lf“l"?wHMWHZ‘Q‘?@ m/z 43.10  76.34%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0

5000 T
85.0 13.00 13.50
m/z 71.10 58.58%

29.0
TTT ‘ \‘\‘\ \“‘i T \‘H“ T \“} T “\‘\ T \H‘]\_]\_%\.(‘)\ ‘\ ?‘\4‘]_\.9\ T ‘].\7\?'\0‘ TTTT ‘ TTTT M/MM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

o
13.00 13.50
5000 m/z 41.10 39.88%

85.0
29.0
0 112.0 141.0 170.0
R R B R e e R e AR RERRR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#45479: Dodecane —
43.0 13.00 13.50

m/z 85.10  34.46%

71.0
5000
‘ ‘ H 98.0 1270 170.0
o Al T |

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO61322WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
13.384 5.21 ug/L 106477 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 91
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
Abundance Scan 2017 (13.383 min): VX029497.D\data.ms (-2014) (| | m/z 57.10 100.00%
57.1
- MMJULA
B =
uu L 98‘-2 4io eap 1300 13.50
b 308 60 W89 AALO 1832 hsz 71.10 37.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 L .
13.00 13.50
290 m/z 43.10  34.66%
98.0
0\\‘\L\\‘i‘\\\‘H“\\“\7\9‘.9\\\“‘\\U\’\\}\4.‘1\.\0\\‘1\6\9\.(\)‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
Ea A=
13.00 13.50
5000 m/z 41.05 24 .38%
29.0 98.0
0 79.0 141.0 184.0
i R e AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl- — —
57.0 13.00 13.50
m/z 56.10 16.56%
5000
Ot 780 T 1410 1600 - WML e
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO61322WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.841 2.87 ug/L 58664 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Decane, 5-propyl- 184 C13H28 017312-62-8 72
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 64
4 Decane, 2-methyl- 156 C1l1H24 006975-98-0 64
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 59
Abundance Scan 2092 (13.841 min): VX029497.D\data.ms (-2088) (- m/z 57.10 100.00%
57.1
85.1 113.2 [ AN
13.50 14.00
133.2 155.4
om_m“‘m‘u” u‘l“‘MmeHw_uw_‘l‘???” m/z 71.15  79.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 = e b
13.50 14.00
m/z 43.10 48.19%
200 ‘ 45 1130 /
0 \\\‘\‘\‘\\‘\\\"\\H}\‘i‘\\\‘\\1\‘\\\]-\4‘.2\.\0\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
= =
13.50 14.00
5000 m/z 41.05 27.08%
85.0
29.0
112.0 140.0
0 184.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45506: Decane, 3,6-dimethyl- — —
57.0 13.50 14.00
m/z 56.10 21.15%
5000 85.0
2.0 ‘ 113.0
’ 141.0
0 w\\\w\\mo vt Wl
m/z--> 20 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO61322WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
14.042 7.25 ug/L 148108 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 98
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2125 (14.042 min): VX029497.D\data.ms (-2121) (|  m/z 57.10 100.00%
57.1
T \
| H | | 1321412 1843 14.00
O bt b e e e e M/z 43,100 72.09%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59028: Tridecane
57.0
5000 85.0 L \
14.00
29.0 m/z 71.10 63.74%
‘ | ‘ | 11301410 1840
O H\‘\‘H\‘HHH“\\M\“l‘\\\“‘\\1‘\‘\”\\\‘\\H‘HHM\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
T \
14.00
5000 85.0 m/z 85.10 40.37%
29.0
o 113.0141.0169.0197.0 268.(
R RaaRE o e eAaRacasansaese e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane = I
57.0 14.00
m/z 41.10 38.14%
5000
85.0
29.0
o | msowe 1sao
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO61322WMA.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@ (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.755 2.86 ug/L 58549 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tetradecane 198 C14H30 000629-59-4 94
3 Tetradecane 198 C14H30 000629-59-4 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 2242 (14.755 min): VX029497.D\data.ms (-2239) (| | m/z 57.85 100.00%
7.0

5
5000

Sl
99.2 14.50 15.00
b f o 2800, 12 2B nyz 43010 74.81%

m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0

5000 T
14.50 15.00
m/z 71.10 69.31%
I

99.0
. ‘2‘7‘\;"“\“\\” L amo 180
m/z--> 50 100 150 200 250
Abundance
57.0

—T
14.50 15.00

o

5000 ITI/Z 85.20 44 .78%
27.0
. 90 ypo 1080
‘ T e T
m/z--> 50 100 150 200 250
Abundance #74004: Tetradecane 7 1
57.0 14.50 15.00

m/z 41.05 39.23%

- *““AMﬂUJKvJKMVMMwawﬂM
27\-0\\ || %90 1m0 1980
L

o P w N n ————
miz--> 50 100 150 200 250 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061422\
Data File : VX029497.D

Acqg On : 15 Jun 2022 03:45

Operator : JC/MD

Sample : N3226-23ME

Misc : 6.05g/5mL/100uL/5.05mL/MSVOA_X/MEOH

ALS

Quan
Quan

TIC
TIC

Vial : 42  Sample Multiplier: 1

t Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO61322WMA.M
t Title : VOC Analysis
Library : C:\Database\NIST20.L
Integration Parameters: LSCINT.P

| --Internal Standard---|
Top Hit name RT EstConc Units Response |# RT Resp Conc|
Alkane: S.. 11.475 3.2 ug/L 65971 3 12.024 1022040 50.0
Alkane: S.. 12.426 7.8 ug/L 159950 3 12.024 1022040 50.0
Alkane: S.. 12.896 3.9 ug/L 79981 3 12.024 1022040 50.0
Alkane: S.. 13.268 10.3 ug/L 211401 3 12.024 1022040 50.0
Alkane: S.. 13.384 5.2 ug/L 106477 3 12.024 1022040 50.0
Alkane: S.. 13.841 2.9 ug/L 58664 3 12.024 1022040 50.0
Alkane: S.. 14.042 7.3 ug/L 148108 3 12.024 1022040 50.0
Alkane: S.. 14.755 2.9 ug/L 58549 3 12.024 1022040 50.0
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