LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 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_ V\Method\SFAMVLMO50321WMA .M
Title : VOC Analysis

Signal : TIC: VV@21254.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 76 83 103 rBV 175580 243620 7.71% 0.714%
2 1.568 158 164 173 rBV 102488 139710 4.42% 0.410%
3 2.089 317 326 339 rVB 654711 932782 29.53% 2.734%
4 2.336 401 403 406 rBV4 1522 918 ©0.03% 0.003%
5 2.439 432 435 438 rBV5 2910 2587 ©0.08% 0.008%
6 2.497 449 453 460 rVBS8 9215 10902 0.35% 0.032%
7 2.548 466 469 475 rVB6 2194 2209 0.97% 0.006%
8 2.587 475 481 482 rBV4 1569 1563 ©0.05% 0.005%
9 2.619 482 491 503 rW5 8535 17697 0.56% 0.052%
10 2.712 517 520 522 rBv4 1393 866 0.03% 0.003%
11 2.744 527 530 533 rVBS 2171 1187 0.04% 0.003%
12 2.773 536 539 543 rBvV6 2678 2717 0.09% 0.008%
13 2.818 550 553 557 rVB5S 2045 1327 0.04% 0.004%
14 2.841 557 560 563 rBV5S 1239 1099 0.03% 0.003%
15 2.854 563 564 569 rVB3 2146 1386 0.04% 0.004%
16 2.934 584 589 591 rBv4 1144 1033 0.03% 0.003%
17 3.066 627 630 634 rVB6 2041 1544 0.05% 0.005%
18 3.088 634 637 642 rVB4 1175 789 0.02% 0.002%
19 3.127 645 649 654 rVB6 1923 2123 0.07% 0.006%
20 3.153 654 657 659 rBv4 1355 1067 ©0.03% 0.003%
21  3.314 703 707 710 rVWV3 1341 1019 0.03% 0.003%
22 3.371 723 725 729 rVB3 1120 807 0.03% 0.002%
23 3.510 764 768 772 rVB6 1173 899 0.03% 0.003%
24 3.558 780 783 787 rVB4 1858 969 0.03% 0.003%
25 3.687 818 823 825 rBVS 1452 1220 0.04% 0.004%
26 3.748 840 842 845 rBv4 1512 830 0.03% 0.002%
27 3.764 845 847 851 rVB4 2226 1246 0.04% 0.004%
28 3.818 861 864 866 rBv2 1641 983 0.03% 0.003%
29 3.838 866 870 875 rVvB7 1280 1195 0.04% 0.004%
30 3.873 875 881 883 rBV6 1704 1624 0.05% 0.005%
31 3.918 883 895 906 rBV2 84065 238556  7.55% 0.699%
32 4.346 1012 1028 1059 rBV3 445333 1158895 36.69% 3.397%
33 4.506 1076 1078 1081 rVB4 1558 910 ©.03% 0.003%
34 4.564 1091 1096 1100 rBV6 1602 1176 0.04% 0.003%
35 4.802 1166 1170 1174 rBV5 1692 1486 ©0.05% 0.004%
36 4.834 1177 1180 1185 rVB5 1525 1042 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 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_ V\Method\SFAMVLMO50321WMA .M
Title : VOC Analysis
37 4.863 1185 1189 1191 rBV5 1886 1499 0.05% 0.004%
38  4.947 1212 1215 1220 rBV6 1756 2020 0.06% 0.006%
39 5.043 1229 1245 1281 rBV2 1046885 2633215 83.36% 7.719%
40 5.285 1317 1320 1323 rBV5 999 746 0.02% 0.002%
41  5.307 1323 1327 1328 rBv2 1671 1143 0.04% 0.003%
42 5.474 1373 1379 1381 rBvV7 2012 1937 0.06% 0.006%
43  5.535 1396 1398 1403 rVB5 2088 1384 0.04% 0.004%
44  5.619 1410 1424 1457 rBV 994121 2096487 66.37% 6.146%
45 5.908 1503 1514 1534 rVB4 31243 74879  2.37% 0.220%
46  5.982 1534 1537 1540 rBV4 2936 2455 0.08% 0.007%
47  6.072 1551 1565 1594 rBV2 514890 1166030 36.91% 3.418%
48 6.256 1620 1622 1625 rVB3 2945 1302 0.04% 0.004%
49 6.301 1633 1636 1643 rVB8 1476 1716 0.05% 0.005%
50 6.349 1647 1651 1652 rBV4 1186 841 0.03% 0.002%
51 6.400 1663 1667 1669 rvB3 2537 1794 0.06% 0.005%
52 6.416 1669 1672 1676 rBV5 1418 901 0.03% 0.003%
53 6.461 1676 1686 1704 rVB7 13163 27656 0.88% 0.081%
54 6.539 1706 1710 1712 rBV5 1398 1124 0.04% 0.003%
55 6.558 1712 1716 1721 rBV7 2288 1964 0.06% 0.006%
56 6.629 1728 1738 1748 rBV1e 17891 36193 1.15% 0.106%
57 6.744 1771 1774 1775 rBV3 1572 874 0.03% 0.003%
58 6.796 1786 1790 1792 rBV4 1935 1474 0.05% 0.004%
59 6.838 1794 1803 1804 rBV7 4669 5638 0.18% 0.017%
60 6.876 1812 1815 1819 rBV6 3930 3520 0.11% 0.010%
61 6.992 1840 1851 1873 rBV2 319676 651946 20.64% 1.911%
62 7.114 1885 1889 1895 rVB6 7060 6713 0.21% 0.020%
63 7.265 1925 1936 1942 rBV5 52750 99189 3.14% 0.291%
64 7.320 1942 1953 1971 rVB 1210654 2172609 68.78% 6.369%
65 7.571 2028 2031 2033 rBV4 2793 1562 0.05% 0.005%
66 7.628 2039 2049 2079 rVB 209955 553747 17.53% 1.623%
67 7.744 2082 2085 2087 rBV3 1714 865 ©0.03% 0.003%
68 7.757 2087 2089 2090 rBV2 2001 827 0.03% 0.002%
69 7.786 2091 2098 2111 rVB6 17058 29394 0.93% 0.086%
70 7.841 2111 2115 2116 rBV3 6432 4278 0.14% 0.013%
71 7.979 2146 2158 2169 rBV9 19284 41445 1.31% 0.121%
72 8.124 2179 2203 2223 rBV3 340358 1251011 39.60% 3.667%
73 8.294 2248 2256 2264 rVB4 76256 121871 3.86% 0.357%
74  8.355 2265 2275 2286 rBV3 166713 300019 9.50% 0.879%
75 8.513 2313 2324 2334 rBV7 59957 107215 3.39% 0.314%
76 8.577 2334 2344 2346 rBV2 64820 91052 2.88% 0.267%

SFAMVLMO50321WMA.M Thu May 13 09:47:58 2021 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 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_ V\Method\SFAMVLMO50321WMA .M
Title : VOC Analysis
77 8.786 2398 2409 2420 rBV8 37046 84946  2.69%  0.249%
78 8.860 2420 2432 2454 rBV 1407851 2626198 83.14% 7.698%
79 8.995 2466 2474 2482 rBVS5 43012 80659 2.55% 0.236%
80 9.108 2500 2509 2517 rBV5 85274 166864 5.28% 0.489%
81 9.201 2534 2538 2557 rVB4 76389 162572 5.15% 0.477%
82 9.320 2565 2575 2589 rBV5 77340 147309 4.66% 0.432%
83 9.410 2598 2603 2608 rBV7 19414 25202 0.80% 0.074%
84  9.477 2612 2624 2634 rVV6 156712 308402 9.76% 0.904%
85 9.715 2680 2698 2707 rBV3 440898 842820 26.68% 2.471%
86 9.802 2719 2725 2734 rBV3 199503 327449 10.37% 0.960%
87 9.853 2736 2741 2753 rVB2 265555 411897 13.04% 1.207%
88 10.021 2788 2793 2804 rVB3 120635 173029 5.48% 0.507%
89 10.136 2821 2829 2837 rVB5 75244 108828 3.45% 0.319%
90 10.233 2839 2859 2876 rBV3 911473 2030702 64.28% 5.953%
91 10.516 2939 2947 2956 rBV2 309722 492406 15.59% 1.443%
92 10.889 3056 3063 3069 rBV8 166626 294565 9.32% 0.863%
93 11.162 3141 3148 3154 rBV 309557 449588 14.23% 1.318%
94 11.259 3169 3178 3196 rVB 1919786 3158948 100.00% 9.260%
95 11.635 3283 3295 3309 rVB 1758488 3137906 99.33% 9.198%
96 12.378 3517 3526 3549 rBV7 504560 1138639 36.04%  3.338%
97 12.480 3550 3558 3571 rVB6 417552 682040 21.59%  1.999%
98 14.824 4280 4287 4299 rVB 783335 1257085 39.79% 3.685%
99 15.676 4546 4552 4573 rVB 492610 861645 27.28% 2.526%
100 15.821 4590 4597 4603 rBV 616919 863091 27.32%  2.530%

Sum of corrected areas: 34113308
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50321\

: VWe21254.D

: 03 May 2021 18:36

: SY/MD

: M2192-01ME

: 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M

Quant Title

TIC Library

: VOC Analysis

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV021254.D\data.ms
2000000
1500000
5.043
1000000 5619
2.089
500000 4.346
1.307 1.568
L . 3RB A DR SRR 3 R 5 450664
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ﬁrTT\T_\-VTV'\\ /_TTY_r/’\TY’\T\T\\\ ‘\7_7'/7‘\\\ FT‘\\T\
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 6.40
Abundance TIC: VV021254.D\data.ms
2000000 )
11959 11635
1500000 8.860
7.320
1000000 10.233
500000 9.715 2
6.992 8.124 $633
7.628 8.355 g 8 9.477 10.0611
8.2 0 .
-6886088ES 7.1147 7.5]“1?@67127 885775 7868.9 29
e e e e e B A A : ‘ —— —— —— —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV021254.D\data.ms
2000000
1500000
1000000 14.824
15.821
12378 15.676
2.480
500000
O 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_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 2 (DEL) Alkane: Cyclic8.355 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.355 5.71 ug/L 300019 Chlorobenzene-d5 8.860

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 74
2 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2 1000283-21-2 59
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59
4 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 59
5 Silane, 1-butynyltrimethyl- 126 C7H14Si 062108-37-6 59

Abundance Scan 2275 (8.355 min): VV021254.D\data.ms (-2265) (-) m/z 111.05 100.00%

111.1
69.0
5000
e e
ﬁ | 8.00 8.20 8.40 8.60
T \3\ \“9“‘”\“ M\“\‘”‘ ‘\‘ b L B B B \2\9?“ m/Z 69.05 70.96%
miz--> 50 100 150 200 250 300
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 LI L L L L LA BN R
8.00 8.20 8.40 8.60
m/z 41.00 35.58%
w |
T \H\ \“ ‘M\ ‘H \‘\ ‘ }‘ \‘\ T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance
69.0 1110 ﬂ/v
R
8.00 8.20 8.40 8.60
5000 ITI/Z 55.05 34.57%
28.0
————7—
miz--> 50 100 150 200 250 300
Abundance #11581: Cyclohexane, 1,3,5-trimethyl- R
69.0 1110 8.00 8.20 8.40 8.60
m/z 83.00 19.33%
5000
|
S s -
miz--> 50 100 150 200 250 300 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.108 3.18 ug/L 166864  Chlorobenzene-d5 8.860

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tridecenal, (E)- 196 C13H240 007069-41-2 49
2 Cyclopentane, 1-methyl-2-propyl- 126 C9H18 003728-57-2 46
3 2,3-Dimethyl-3-heptene 126 CO9H18 1000113-49-3 46
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 43
5 2,3-Dimethyl-3-heptene, (Z)- 126 C9H18 059643-73-1 43

Abundance Scan 2509 (9.108 min): VV021254.D\data.ms (-2500) (-) m/z 55.00 100.00%

550 83.1
125.1
5000
R AR
‘H ‘ ‘ ‘ 1616 195.7 8.80 9.00 9.20 9.40
Hg‘ﬂﬂhwm“uu‘iu“‘ﬁ“‘u‘u@ m/z 83.10 96.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58188: 2-Tridecenal, (E)-
430 70.0 /L
5000 “‘,/\’“J\\‘fﬁ,
8.80 9.00 9.20 9.40
97.0 m/z 69.00  83.20%
210 1520 1780
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
o a  ARamEER
83.0 8.80 9.00 9.20 9.40
5000 m/z 41.05 67.31%
27.0 126.0
o I R B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 \
Abundance #11543: 2,3-Dimethyl-3-heptene R Aa
55.0 8.80 9.00 9.20 9.40
m/z 125.10 66.14%
83.0
5000
126.0
27.0 ‘
S O T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA .M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Cyclic9.201 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.201 3.10 ug/L 162572  Chlorobenzene-d5 8.860
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 86
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 80

3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 80
4 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 72
5 Cyclohexane, 1l-ethyl-2-methyl- 126 C9H18 003728-54-9 72
Abundance Scan 2538 (9.201 min): VV021254.D\data.ms (-2534) (-) m/z 97.10 100.00%
55.1 9_.1
5000
126.2 SRR ASEENEE Maha
‘ ‘ 8.80 9.00 9.20 9.40 9.60
\\\‘HH‘}HHJ\M“‘\M\M\\‘MH“HH“‘\\H‘\\\J\-??.\Z\‘HH‘HH‘HHZ‘A}\Q\.\( m/Z 55.10 85.0500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
5000 DL B LN B R
8.80 9.00 9.20 9.40 9.60
126.0 m/z 41.00 38.80%
29.0‘ ‘ ‘
\\\‘\‘\‘\\‘iu\\\‘l“\h‘\\“‘\H“H‘H‘\‘H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0 97.0
Fr
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 96.10 34.12%
126.0
29.0
R aa a o R R B AR RS
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55.0 97.0 8.80 9.00 9.20 9.40 9.60
m/z 69.00 26.18%
5000
126.0
27.0‘ ‘ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 unknown-02 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.320 2.80 ug/L 147309  Chlorobenzene-d5 8.860

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Oxabicyclo[6.1.0]nonane, 1-met... 140 C9H160 052954-47-9 49
2 2-sec-Butyl-3-methyl-1-pentene 140 C10H20 075144-24-0 43
3 Trans-1,4-diethylcyclohexane 140 C1eH20 013990-93-7 43
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43
5 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 38
Abundance Scan 2575 (9.320 min): VV021254.D\data.ms (-2565) (-) m/z 69.10 100.00%

69.1
41.1
5000 111.1 MW
H 9.00 9.20 9.40 960
1 140.3 : : : :

G Ly YT 16501844 T og s 61.50%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #18792: 9-Oxabicyclo[6.1.0]nonane, 1-methyl-, cis-

69.0
41.0
5000 111.0 T T T T T T T
9.00 9.20 9.40 9.60
m/z 70.05 55.55%
91
\‘\~“(\‘ﬂ‘\‘\\‘\“\\\l\4io\.0\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69.0
 AARRmsmaE e RS
9.00 9.20 9.40 9.60
5000 41.0 m/z 81.10 54.05%
112.0
14.0 91.0 140.0
L A B man e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18015: Trans-1,4-diethylcyclohexane Aﬂﬁ%vwffﬁ\“‘_“‘w“‘
69.0 9.00 9.20 9.40 9.60
111.0 m/z 41.10 53.00%
5000
41.0
140.0
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Sulfurous acid, cyclohexylm... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.477 5.87 ug/L 308402 Chlorobenzene-d5 8.860

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 80
2 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 80
3 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 72
4 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 72
5 Cyclohexane, 1l-ethyl-2-methyl- 126 C9H18 003728-54-9 68

Abundance Scan 2624 (9.477 min): VV021254.D\data.ms (-2612) (-) m/z 97.10 100.00%
97.1

55.1
5000

3

‘ 9.20 9.40 9.60 9.80
L I R R M m/Z 55.10 59.70%

‘ 126.2
‘\\ u“\‘ | ‘H\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecyl! est
97.0
5000 550 L L B L BN LR
9.20 9.40 9.60 9.80
m/z 41.10 39.39%
29.0
‘ \‘\‘\ T \‘M\ T ““}‘\ \‘M“ TTT \1‘2\\7.\(\)‘ \].\5\“:\-)"(\)\ TT ‘ TTTT ‘ TTTT ‘ T \.\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 97.0
AR RREE SRR
9.20 9.40 9.60 9.80
5000 m/z 57.10 26.93%
126.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #206604: Sulfurous acid, cyclohexylmethyl pentadecyl es L I RAREN SRS
97.0 9.20 9.40 9.60 9.80

m/z 43.05 23.52%

—

5000
55.0

—

200 | | | 1270 1550 211.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.715 16.05 ug/L 842820 Chlorobenzene-d5 8.860

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
3 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 60
4 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 58
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 53

Abundance Scan 2698 (9.715 min): VV021254.D\data.ms (-2680) (-) m/z 57.05 100.00%

57.0
5000
81.1 113.2
I

L
H\ ‘ - o
il 1Ll

142.1
\\\‘\\\\‘i\\\ \ \W\\‘\\\\‘\ m/Z 71.05 68.41%

T \i\\
m/z--> 20 60 80 100 120 140 160
Abundance #19197: Octane, 2,6-dimethyl-
57.0

5000 I P
9.50 10.00
29.0 113.0 m/z 41.05 64.52%
‘ ‘ 85.0
m_‘mw Y/ S .- N
m/z--> 60 80 100 120 140 160
Abundance
57.0
9.250 10ﬁ00
5000 m/z 43.10 49,90%
200 113.0
85.0 142.0
miz--> 25 45 6‘0 8‘0 160 150 14‘10 180
Abundance #19193: Octane, 2,6-dimethyl- T T
57.0 9.50 10.00

m/z 55.95 34.81%

5000 20.0
85.0 113.0
| M\ \‘ ‘ i \‘. | 142.0 A\ ;

m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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: Cyclic9.802 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.802 6.23 ug/L 327449  Chlorobenzene-d5 8.860

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 74
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 74
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 68
Abundance Scan 2725 (9.802 min): VV021254.D\data.ms (-2719) (-) m/z 83.05 100.00%
83.0
55.0
5000
391 126.1 N
=5 ~
Il Wi oo ee
O oot b el m/z 55.05 69.18%
miz-> 20 40 60 80 100 120 140
Abundance #11533: Cyclohexane, propyl-
55.0 83.0
5000 s —
9.50 10.00
39.0 126.0 m/z 82.10 68.31%
\175\.0‘\“\ \‘i“\ T \‘M“ \‘}“\\’1\\\"\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance
83.0
55.0 Avmy sas
9.50 10.00
5000 m/z 41.00 41.92%
126.0
29.0
98.0
— e T T e
miz--> 20 40 60 80 100 120 140
Abundance #11587: Cyclohexane, (1-methylethyl)- T —
55.0 83.0 9.50 10.00
m/z 39.10 28.79%
5000
27.0
L
SR O A O ' Y B e (PN
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.853 7.84 ug/L 411897 Chlorobenzene-d5 8.860

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 90
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 78
3 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 53
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 52
Abundance Scan 2741 (9.853 min): VV021254.D\data.ms (-2736) (-) m/z 57.10 100.00%
57.1
= =
‘ ‘ 9.50 10.00
"w‘H‘UHJ!u‘u‘“"1“H\H;M,‘“1‘4512”_‘1‘7‘?:?3”_‘??‘?:?“ m/z 98.10  48.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 T U
9.50 10.00
m/z 43.00 37.83%
29.0 ‘
\\\‘\H\\“‘\\\““\‘\‘H\\‘w‘\\\“\\\‘\’\\]\_ﬁz\-\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
— —%
9.50 10.00
5000 m/z 41.05 35.30%
98.0
29.0
142.0
A e R A RRARAREEES LSRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19191: Octane, 2,3-dimethyl- r— —
57.0 9.50 10.00
m/z 55.05 17.83%
5000 98.0
29.0 ‘ H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 10 Decyl isobutyl carbonate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.021 3.29 ug/L 173029  Chlorobenzene-d5 8.860
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 53
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 47
3 Decane 142 C1eH22 000124-18-5 43
4 Decane 142 C1eH22 000124-18-5 43
5 Octane, 4-ethyl- 142 C10H22 015869-86-0 43
Abundance Scan 2793 (10.021 min): VV021254.D\data.ms (-2788) (- | m/z 57.10 100.00%
57.1
5000
98.1
N
10.00
142.0
S | 119.8 (" 1680 193.0 m/z 43.05 59.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #109127: Decyl isobutyl carbonate
57.0
5000 —~ :
10.00
85.0 m/z 41.10 42.84%
20 1L Pt
\\\‘\‘\‘\\“‘\\\““\‘}H\‘\“!\\}‘H“\\U\“\\\\l‘\.\\\‘\\\;‘g\s\.p\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
10.00
5000 m/z 98.10 36.07%
84.0
113.0 150.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19159: Decane P 1
43.0 10.00
m/z 56.05 34.11%
5000
71.0
99.0 142.0
20-4207-0 alAt
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50321\
Data File : VV@21254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 11 (DEL) Alkane: Cyclic1@.516 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.516 7.79 ug/L 492406 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 53
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 53
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 53
4 m-Menthane, (1S,3S)-(+)- 140 C1eH20 013837-67-7 52
5 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 52

Abundance Scan 2947 (10.516 min): VV021254.D\data.ms (-2939) (- m/z 97.10 100.00%
55.1 97.1
5000
39/0 140.2 e ‘
T |
el LB L 1862 o 55 10 89.e9%
miz--> 20 40 60 80 100 120 140 160
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
5000 —— ‘
10.50
270 126.0 m/z 41.00  45.94%
H ‘ ‘ 81.0
\‘lwwiH\\‘\H!‘ \H‘\\“‘\\\ “\\\\|\‘\\\|\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance
55.0 97.0
T \
10.50
5000 ITI/Z 69.10 34.99%
126.0
39.0 81.0
T
m/z--> 20 40 60 80 100 120 140 160
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis- — ‘
55.0 97.0 10.50
m/z 83.05 24.87%
5000
39.0
‘ ‘ 81.0 ‘ 126.0
S | ST W —
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.889 4.66 ug/L 294565 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 47
2 2-Ethylhexyl mercaptoacetate 204 C1eH2002S 007659-86-1 46
3 Phytol 296 C20H400 000150-86-7 43
4 Ether, 1-hexadecenyl methyl 254 C17H340 015519-14-9 38
5 Heptane, 3,3,5-trimethyl- 142 C1OH22 007154-80-5 38
Abundance Scan 3063 (10.889 min): VV021254.D\data.ms (-3056) (- m/z 71.10 100.00%
71.1
3911 112.1 T T
‘ | ‘ m 156.4 10.50 11.00
T \‘1““ N \”“‘ ‘w"\”‘\ ”‘\‘ ‘”‘\ LA e B s m/Z 41.05 78.18%
m/z--> 50 100 150 200 250
Abundance #28433: Decane, 4-methyl-
43.0
5000 — ——
10.50 11.00
112.0 m/z 43.05 77.66%
T T “\ L‘ ““‘\ \‘7\.9\ ‘ \h T T \1\‘56\'0\ T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
— —
10.50 11.00
5000 m/z 57.00 72.55%
112.0
15.0 145.0
— T
m/z--> 50 100 150 200 250
Abundance #141393: Phytol - —
71.0 10.50 11.00
m/z 81.10 50.28%
5000
123.0
09 | |1
- “w mw ‘:H“MMW |, 16501960 2350 2780 S
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 13 (DEL) Alkane: Cyclic11.162 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.162 7.12 ug/L 449588 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 81
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 81
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 59

Abundance Scan 3148 (11.162 min): VV021254.D\data.ms (-3141) (| | m/z 83.10 100.00%
1

83.
55.0
5000

140.2 S
‘ \ \ \ 176.5 207.1 271 1100 1150
H\‘\\Hi”\\‘\‘H‘N\MH““\H“H‘\‘\‘HH“‘H\\’\\\\’.\\\\’\HI\’HH’HH’HHI" m/Z 82.05 67.45%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17971: Cyclohexane, butyl-
83.0

5000 T B
41.0 11.00 11.50
140.0 m/z 55.00 65.00%
H\‘\H\\L‘H\\\M“\Lh\\“\H“HH‘HH“\H\’\\\\’\H\’HH’HH’HH’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
83.0
— —
11.00 11.50
5000 m/z 41.10 39.49%
41.0
140.0
T T T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17972: Cyclohexane, butyl- T 7
83.0 11.00 11.50

m/z 67.10  29.86%

5000
41.0
140.0
H‘HHLM\J ‘

T ‘
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Data Path :
: VW021254.D

: 03 May 2021 18:36

: SY/MD

: M2192-01ME

: 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 24 Sample Multiplier: 1

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50321\

: VOC Analysis

¢ C:\DATABASE\NIST11.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M

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 14 (DEL) Alkane: Cyclic12.378

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.378 18.02 ug/L 1138640 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, octyl- 196 C14H28 001795-15-9 59
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 58
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
5 Cyclohexane, (3-methylpentyl)- 168 C12H24 061142-38-9 52

Abundance Scan 3526 (12.378 min): VV021254.D\data.ms (-3517) (- m/z 83.10 100.00%
550 83.1
5000
154.2 ~ ——
05.0125 1 12.00 12.50
“”“t bt el 1841 nyz 55,05 86.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl-
83.0
55.0
5000 — ——
12.00 12.50
m/z 82.05 69.07%
29.0 ‘
T ‘ \‘\‘\ \““\ T \“U‘ T }“‘\ T “1 T \‘ ‘ ]\-%\2\.(‘)\ \]\.:\39‘.\0\ T \]‘.\6\8\'9‘ \}\9\6‘.(\)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
55.0 ~ B
12.00 12.50
5000 m/z 41.10 51.65%
29.0
105.0125.0 168.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11596: Cyclohexane, (1-methylethyl)- “ —
83.0 12.00 12.50
550 m/z 69.60  33.08%
5000
27.0 ‘ 126.0
\MH\AN\NLMJ\ww\\w\\\w\\m‘\\w‘\\m‘\ww‘\ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 15 1-Methyldecahydronaphthalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.480 10.80 ug/L 682040 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 93
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 92
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 70
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 70
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 70

Abundance Scan 3558 (12.480 min): VV021254.D\data.ms (-3550) (- m/z 152.20 100.00%
67.0 152.2
95.0
119.1
5000 4Ll
S WSl
I h \‘ 1821 o
bl ol Ul €S2 m/z 67.05 92.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #25436: 1-Methyldecahydronaphthalene
41.0 67.0
950 152.0
5000 1
12.50
m/z 81.10 83.90%
Lo
L I | | I
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance
41.0 67.0
95.0 152.0 P
12.50
5000 m/z 95.05 80.92%
123.0
e e e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #25450: trans-4a-Methyl-decahydronaphthalene ——
95.0 12.50
m/z 82.05 72.21%
67.0 137.0
5000
m/z--> 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 16 1,4-Methanonaphthalene, 1,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.824 19.90 ug/L 1257090 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 97
2 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 4287 (14.824 min): VV021254.D\data.ms (-4280) (-| | m/z 142.85 100.00%

1421
5000 115.1

63.0 89.0 14.50 15.00

380, il 1752 2082 2484 i o5 8946y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19232: Naphthalene, 1-methyl-
142.0

5000
115.0 1450 1500
m/z 115.10  39.84%

630
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
142.0

14. 50 15 00
5000 ITI/Z 143.05 13.71%
115.0
270 930 890
A e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19239: Naphthalene, 2-methyl-
142.0 14. 50 15 00

m/z 139.00 12.83%

5000
115.0
390 71O I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14. 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 17 Naphthalene, 1,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.676  13.64 ug/L 861645 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 4552 (15.676 min): VV021254.D\data.ms (-4546) (- m/z 156.10 100.00%

156.1
5000
115.0

39, 77.0 ] M 15.50 16.00
\ ol

1
RO y‘w”\‘ 1805 2488282%  n.; 141,05  78.17%

m/z--> 50 100 150 200 250
Abundance #28498: Naphthalene, 1,4-dimethyl-
156.0

5000 — —
15.50 16.00
115.0 m/z 155.10 33.44%
77.0
T \\39\0‘ e T \“\ m\ ‘i‘ “m\ L I B B B B B
miz--> 50 100 150 200 250
Abundance
156.0
[ I —
15.50 16.00
5000 m/z 115.00 21.23%
115.0
390 76.0
L B A [ — L T
miz--> 50 100 150 200 250
Abundance #28486: Naphthalene, 2,3-dimethyl- —— ——
156.0 15.50 16.00

m/z 128.00  14.95%

5000
115.0
390 780 |

A R il
L A ELA A e I T — —
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 18 Naphthalene, 2,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.821 13.66 ug/L 863091 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95

Abundance Scan 4597 (15.821 min): VV021254.D\data.ms (-4590) (- m/z 156.10 100.00%
156.1
5000
115.0
390 770 ‘ ‘ 1550 16.00
e L, 189-2 25132820y 141 05 99.57%
miz--> 50 100 150 200 250
Abundance #28483: Naphthalene, 2,7-dimethyl-
156.0
5000 - —
15.50 16.00
m/z 155.10 27 .00%
41.0 77.0 11‘5.0 UJAI
TR I
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
156.0
= ——
15.50 16.00
5000 m/z 115.00 22.67%
390 760 1150
—— e
miz--> 50 100 150 200 250
Abundance #28481: Naphthalene, 2,7-dimethyl- — ——
156.0 15.50 16.00
m/z 128.00 20.85%
- WL[\M
77.0
115.0
B O N | S
m/z--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50321\
Data File : VV021254.D

Acqg On : 03 May 2021 18:36

Operator : SY/MD

Sample : M2192-01ME

Misc : 3.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C... 8.355 5.7 ug/L 300019 2 8.860 2626200 50.0
unknown-01 9.108 3.2 ug/L 166864 2 8.860 2626200 50.0
(DEL) Alkane: C... 9.201 3.1 ug/L 162572 2 8.860 2626200 50.0
unknown-02 9.320 2.8 ug/L 147309 2 8.860 2626200 50.0
Sulfurous acid,... 9.477 5.9 ug/L 308402 2 8.860 2626200 50.0
(DEL) Alkane: S... 9.715 16.1 ug/L 842820 2 8.860 2626200 50.0
(DEL) Alkane: C... 9.802 6.2 ug/L 327449 2 8.860 2626200 50.0
(DEL) Alkane: S... 9.853 7.8 ug/L 411897 2 8.860 2626200 50.0
Decyl isobutyl ... 10.021 3.3 ug/L 173029 2 8.860 2626200 50.0
(DEL) Alkane: C... 10.516 7.8 ug/L 492406 3 11.259 3158950 50.0
(DEL) Alkane: S... 10.889 4.7 ug/L 294565 3 11.259 3158950 50.0
(DEL) Alkane: C... 11.162 7.1 ug/L 449588 3 11.259 3158950 50.0
(DEL) Alkane: C... 12.378 18.0 ug/L 1138640 3 11.259 3158950 50.0
1-Methyldecahyd... 12.480 10.8 ug/L 682040 3 11.259 3158950 50.0
1,4-Methanonaph... 14.824 19.9 wug/L 1257090 3 11.259 3158950 50.0
Naphthalene, 1,... 15.676 13.6 ug/L 861645 3 11.259 3158950 50.0
Naphthalene, 2,... 15.821 13.7 ug/L 863091 3 11.259 3158950 50.0
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