LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_N\methods\82N062822W.M

Title : SW846 8260

Signal : TIC: VN@73347.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.775 481 491 502 rBv2 24293 77363 2.06% 0.165%
2 7.281 909 917 930 rBV3 27544 86192 2.29% 0.184%
3 7.945 1018 1030 1035 rBV2 203937 509758 13.55%  1.090%
4 8.004 1035 1040 1049 rVV 388988 918456 24.41% 1.963%
5 8.080 1049 1053 1066 rvB4 23017 59557 1.58% 0.127%
6 8.210 1066 1075 1080 rBV3 17263 41941 1.11% ©.090%
7 8.363 1092 1101 1111 rBV 218077 499040 13.27% 1.067%
8 8.486 1116 1122 1125 rVW3 26194 57851 1.54% 0.124%
9 8.539 1126 1131 1139 rVV5 36792 115222 3.06% 0.246%
10 8.622 1139 1145 1158 rVB4 35756 85632 2.28% 0.183%
11 8.898 1183 1192 1203 rBV 543426 1169164 31.08%  2.499%
12 9.386 1259 1275 1281 rBV 427697 1021058 27.14% 2.183%
13 9.563 1301 1305 1311 rVB2 37216 71276 1.89% 0.152%
14  9.657 1317 1321 1329 rVB3 43662 88232 2.35% 0.189%
15 9.804 1340 1346 1353 rBV2 73544 147959 3.93% 0.316%
16 9.951 1365 1371 1375 rBv2 65166 123190 3.27% 0.263%
17 10.004 1377 1380 1386 rVB5 25495 46855 1.25% ©.100%
18 10.139 1396 1403 1407 rBV3 57461 136381 3.63% 0.292%
19 10.374 1436 1443 1460 rVB2 1042224 2366115 62.89% 5.058%
20 10.498 1460 1464 1466 rVV3 36385 50113 1.33% 0.107%
21 10.551 1466 1473 1483 rVB6 105467 299965 7.97% 0.641%
22 10.716 1496 1501 1509 rVB 176562 321601 8.55% 0.687%
23 10.810 1510 1517 1524 rVV4 143366 334025 8.88% 0.714%
24 10.904 1528 1533 1538 rVB2 50559 92504 2.46% ©.198%
25 10.986 1543 1547 1554 rVB 162805 272588 7.25% ©.583%
26 11.086 1561 1564 1571 rVB 62737 111443 2.96% 0.238%
27 11.157 1573 1576 1579 rVV4 48407 64470 1.71% ©.138%
28 11.192 1580 1582 1583 rVVW2 47217 43807 1.16% ©0.094%
29 11.227 1584 1588 1593 rVvV 267641 437559 11.63% 0.935%
30 11.280 1593 1597 1603 rVV 268589 456841 12.14% ©.977%
31 11.333 1603 1606 1610 rVB3 69786 95481 2.54% 0.204%
32 11.392 1611 1616 1621 rBV3 150275 245761 6.53% 0.525%
33 11.486 1628 1632 1636 rBV2 122319 178556 4.75%  0.382%
34 11.563 1642 1645 1649 rBV 82218 121717  3.24% 0.260%
35 11.710 1660 1670 1678 rBV2 1398715 3762063 100.00%  8.042%
36 11.816 1685 1688 1691 rBV2 68601 91103  2.42% ©.195%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_N\methods\82N062822W.M
Title : SW846 8260
37 11.874 1693 1698 1702 rBV5 93384 189646 5.04% 0.405%
38 11.927 1703 1707 1711 rBV 168889 307471 8.17% 0.657%
39 12.027 1721 1724 1729 rBV5 54424 87440 2.32% 0.187%
40 12.186 1745 1751 1758 rBV5 321265 809348 21.51% 1.730%
41 12.310 1768 1772 1776 rVB 326460 470063 12.49% 1.005%
42 12.392 1776 1786 1787 rBv4 340323 681043 18.10% 1.456%
43 12.421 1788 1791 1798 rVB2 406551 831950 22.11% 1.778%
44 12.674 1828 1834 1841 rBV 867250 1648254 43.81% 3.523%
45 12.833 1856 1861 1868 rBV3 609024 1045179 27.78%  2.234%
46 12.998 1882 1889 1894 rBV6 490952 1286888 34.21% 2.751%
47 13.139 1909 1913 1917 rVB3 324025 480927 12.78% 1.028%
48 13.221 1924 1927 1934 rVB 608309 922945 24.53% 1.973%
49 13.310 1939 1942 1946 rVB3 158297 217786 5.79% 0.466%
50 13.351 1946 1949 1953 rBV 180397 201817 5.36% 0.431%
51 13.504 1968 1975 1979 rBV4 654163 1541538 40.98%  3.295%
52 13.545 1979 1982 1988 rVV5 455008 755420 20.08% 1.615%
53 13.615 1989 1994 2003 rVB2 1049246 2323004 61.75% 4.966%
54 13.757 2014 2018 2024 rBV4 312586 606259 16.12%  1.296%
55 13.933 2042 2048 2053 rBV3 1380787 2583838 68.68% 5.523%
56 14.151 2082 2085 2090 rVB 456763 660129 17.55% 1.411%
57 14.262 2100 2104 2109 rVB4 491257 854911 22.72% 1.827%
58 14.327 2111 2115 2121 rVB7 338511 653808 17.38% 1.398%
59 14.380 2121 2124 2126 rBV3 212638 299378 7.96% 0.640%
60 14.445 2130 2135 2139 rBV3 1017550 1705015 45.32%  3.645%
61 14.556 2151 2154 2158 rBV 325021 394816 10.49% 0.844%
62 14.609 2158 2163 2168 rBv4 811750 1447574 38.48% 3.094%
63 14.856 2200 2205 2210 rBV3 843507 1865308 49.58%  3.987%
64 14.909 2211 2214 2221 rVB5 723213 1388132 36.90% 2.967%
65 15.127 2248 2251 2255 rVB4 514609 648364 17.23% 1.386%
66 15.398 2293 2297 2306 rBV8 585732 1205039 32.03% 2.576%
67 15.809 2364 2367 2374 rVB5 566869 972838 25.86% 2.080%
68 16.251 2438 2442 2447 rVB6 440168 786773 20.91% 1.682%
69 16.727 2518 2523 2533 rVB4 862835 2307907 61.35% 4.933%

Sum of corrected areas: 46781647
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe70622\

: VNO73347.D

: 06 Jul 2022 16:00

: JC\MD

: N3564-31

: 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH
17

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->

TIC: VNO73347.D\data.ms

4775

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 6.60

Abundance

2000000

1500000

1000000

500000

TIC: VN073347.D\data.ms

11.710

8.898

8.004
7.9 8.363

080210 /\8 mezz

0
Time-->

= = — — —
8.00 8. 50 9.00 9.50 10.00 10.50 11.00
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1500000
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500000

Time-->

TIC: VNO73347.D\data.ms
13.933 14.445

)

16.72
14. 856

14.909
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15.809

l 16.251

13.615 14.609

13.504 14.151

4 262

12.674 13. 221 '5

13,545
12. 8%% 9f§ 13 3.757
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h.327
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12.421
121318
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‘h 027

1.927
T ‘ T T ‘ T
12.00 12.50

T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.00 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_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 Nonane, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.221 19.87 ug/1l 922945 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 72
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 59
3 Bis(2-ethylhexyl) methylenesucci... 354 C21H3804 002287-83-4 53
4 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 53
5 Carbonic acid, dipentyl ester 202 C11H2203 002050-94-4 52

Abundance Scan 1927 (13.221 min): VNO73347.D\data.ms (-1924) (. | m/z 71.85 100.00%

71.0
5000

‘ 181 1300 13.50
159.1 . :
ob ‘3‘7‘0‘“‘“ ! “M :‘“‘ 42 m/z 43.00 95.48%
miz--> 50 100 150 200 250 300
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
5000

m/z 57.10 74.98%

85.0
oL— “‘ \\‘H\‘ 1l ‘\“ ‘ ‘\‘ ‘174‘1"0‘ o o B
m/z--> 50 100 150 200 250 300
Abundance
71.0

5000 m/z 41.00 47.73%

29.0 113.0
b
m/z--> 50 100 150 200 250 300

Abundance #263811: Bis(2-ethylhexyl) methylenesuccinate
57.0

113.0
5000
181;* L \‘\ \“H 154.0 195.0 243.0 297.0
e B e e e

075 ‘ = e e
miz--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 2 1-Methyl-2-phenylcyclopropane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.262 18.40 ug/l 854911 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 60
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 53
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 53
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 49
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 49

Abundance Scan 2104 (14.262 min): VNO73347.D\data.ms (-2100) (- | m/z 117.00 100.00%

117.0
5000
91.0 ‘ ‘

\
57.0 14.00 14.50
148.1 :
o Al 73 2022 nyz 119.00  68.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0
5000 LN
91.0 14.00 14.50
‘ m/z 115.00 37.21%
|

o

51.0
H?ﬁg‘hﬂ”HMHMHMW‘HM‘AMM‘HM‘HwH‘WH‘w‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0

—
14.00 14.50

5000 m/z 105.00 34.16%
91.0
27.0 510
O e e T T T T e T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16139: Benzene, (2-methyl-2-propenyl)- T —
117.0 14.00 14.50

m/z 91.00  25.44%

5000
91.0
TN I——"t ‘ ‘

0 150\ ‘\ 1, ‘ u‘\
\H‘HH‘HH‘HH‘\\H‘H\\‘\\H‘H\\‘HH‘HH‘HH‘H\

T ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 Naphthalene, decahydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.445 36.70 ug/l 1705020 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 70
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 55
3 Cycloundecene (Z) 152 C11H20 913151-61-6 49
4 Pulegone 152 C10H160 000089-82-7 46
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 46
Abundance Scan 2135 (14.445 min): VNO73347.D\data.ms (-2130) (- | m/z 83.00 100.00%
55.0 88.0
152.1
5000
——
14.50
ol 175.1 201.1224.0 m/z 81.05 08.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 LN
14.50
109.0 m/z 55.00 93.70%
| Ll “ [
O \\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81.0
——
55.0 152.0 14.50
5000 m/z 82.00 93.64%
29.0 109.0
O e el bl e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29471: Cycloundecene (Z) T
41.0 67.0 14.50
m/z 152.05 81.50%
5000
95.0
0 | ‘\ 12\4'0 15\2.0
h \\\H\’\\\\"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 4 1-Methyldecahydronaphthalene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.609 31.16 ug/l 1447576  1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 96
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 70
5 cis-9-Tetradecen-1-0l 212 C14H280 035153-15-2 64

Abundance Scan 2163 (14.609 min): VN073347.D\data.ms (-2158) (- | m/z 152.05 100.00%
67.0 950 159.1
41.0
5000
— —
| m123.o 1861 14.50 15.00
0 b L1881 2140 2440 0 67 00 90.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 g7.0
95.0 152.0
5000 —r— ——
14.50 15.00
m/z 81.00 88.49%
“123 0
O ‘\\‘\H\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41.0 7.0
95.0 152.0 T T
14.50 15.00
5000 m/z 95.00 85.42%
123.0
o I TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29490: trans-Decalin, 2-methyl- — —
81.0 14.50 15.00
m/z 82.00 78.00%
55.0 152.0
5000
29.0 109.0
0" \‘W‘WLWM‘W‘H‘_H‘_‘H‘H‘WH‘W‘H — —
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_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 o-Cymene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.857 40.15 ug/l 1865310 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 55
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 55
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 55
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 55
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 55
Abundance Scan 2205 (14.856 min): VN073347.D\data.ms (-2200) (- | m/z 119.00 100.00%
119.0
5000
55.0
— —
L‘48'0 14.50 15.00
0 bl 1 3802 2181 28101 “n/u 117.00  50.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16997: 0-Cymene
119.0
5000 — —
14.50 15.00
m/z 97.05 37.26%
410 77.0
O\H‘\‘\H“‘\\‘\\H"\‘\H‘H‘H\‘\‘WH‘HH\‘\‘HH’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
119.0
— ——
14.50 15.00
5000 m/z 134.00 37.12%
410 77.0
Olrrrprrerd bbbt M e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- I —F—
119.0 14.50 15.00
m/z 55.00 31.77%
o MMMW
e
o B A S - —r
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.M
: SW846 8260

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 6 unknownl4.909 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.909 29.88 ug/l 1388130 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acethydrazide, 2-(4-buthoxypheno... 356 C20H24N204 1000263-84-3 43
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 38
3 3,5-Dimethylbenzylpentylamine 205 C14H23N 1000491-60-8 38

4 Butyric acid, 2-phenyl-, dodec-2... 330 C22H3402
5 Butyric acid, 2-phenyl-, undec-2... 316 C21H3202

1000406-86-7 37
1000406-92-0 37

Abundance Scan 2214 (14.909 min): VN073347.D\data.ms (-2211) (1 m/z 119.00 100.00%
119.0
5000
41.0
81.0 166.1 7
| ‘ | h\ ol L om0 o
ob—— Ml bbb E0D m/z 41.00  32.68%
m/z--> 50 100 150 200 250 300 350
Abundance #265619: Acethydrazide, 2-(4-buthoxyphenoxy)-N2-(4-m
119.0
5000 T
15.00
65.0 166.0 m/z 95.00 30.62%
Ot ‘\“ ‘M‘\h“\ 4 ‘\ T \‘\ —t ‘2\2\2\0\ ‘2\6$\0\3‘0\9\0\ \35‘§(
m/z--> 50 100 150 200 250 300 350
Abundance
119.0
—
15.00
5000 ITI/Z 81.00 26.70%
41.0 79.0
ot
m/z--> 50 100 150 200 250 300 350
Abundance #81586: 3,5-Dimethylbenzylpentylamine ——
119.0 15.00
m/z 55.10  25.58%
5000
0 ZQQ 66\'9\\ Ll ]LG]..O 204.0
A b e e e e ——
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 unknownl5.398 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.398 25.94 ug/1 1205040 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-4-phenyl-3-butyn-2-0l 160 C11H120 001719-19-3 25
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 25
3 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 25
4 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 25
5 1H-Indene, 2,3-dihydro-1,1,4-tri... 160 C12H16 016204-72-1 25
Abundance Scan 2297 (15 398 min): VN073347.D\data.ms (-2293) ( | m/z 57.00 100.00%
57.0
145.1
5000
1500 1550
ol L WH!““W%KI‘ 2281 2804 1. 7110 g6.50%
miz-> 50 100 150 200 250
Abundance #36174: 2-Methyl-4-phenyl-3-butyn-2-ol
145.0
43.0
5000 — ——
15.00 15.50
115.0 ITI/Z 43.05 65.25%
77.0 ‘
O T T T \ ‘ \‘ \Hm\ \‘ “ \M\ H‘\ \H“ ‘\‘ T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
— ——
15.00 15.50
5000 m/z 145.05 63.49%
113.0
o 200 1550 1980
——T T
miz--> 50 100 150 200 250
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl- — —
145.0 15.00 15.50
m/z 41.00 47.60%
150 510
o120 B0 s R
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 unknownl5.809 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.809 20.94 ug/l 972838 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane, ethyl- 196 C14H28 028981-49-9 42
2 2-Heptafluorobutyroxytetradecane 410 C18H29F702 1010245-49-7 30
3 1,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 25
4 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 20
5 3-Tetradecene, (E)- 196 C14H28 041446-68-8 20

Abundance Scan 2367 (15 809 min): VN073347.D\data.ms (-2364) (- | m/z 69.10 100.00%
41.0 | 69.1
95.0
5000
P P
‘ 15.50 16.00
0 M‘HJ‘A m/z 55.00 97.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71758: Cyclododecane, ethyl-
55.0
97.0
5000 — —
290 /15.5057 05 16'(;09 399
m/z . . 0
125.0 166.0 196.0
O \\H‘\\“!\‘\“\\\‘i\\\\‘\“\\\‘\\\!‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43-0 69.0
P P
15.50 16.00
m/z 41.00 90.00%
5000 970 /
125.0 169.0 196.0
Ol ol e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55015: 1,1,6,6-Tetramethylspiro[4.4Jnonane — ——
95.0 15.50 16.00
m/z 95.00 67.32%
000 69.0 165.0
5 410 %
‘ ‘ 137.0
0 _lhJ“‘Hw“‘HM“‘1‘H‘_m_‘m}wwww — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 Benzene, 1-(1-methylethenyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.250 16.93 ug/1 786773 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 64
2 Benzene, 1-(1-methylethenyl)-3-(... 168 C12H16 001129-29-9 62
3 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 60
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 60
5 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 60

Abundance Scan 2442 (16.250 min): VN073347.D\data.ms (-2438) (- | m/z 145.00 100.00%

145.0
5000
82.0

115.0 —
411 6 16.00 16.50

76.1
0 A ‘MH: L 20582382 2800 .7 133.00 56.37%

m/z--> 50 100 150 200 250
Abundance #36306: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)-
145.0

5000 — ——
16.00 16.50
91.0 m/z 131.00 37.80%
51.0 ‘ ‘
O T T T \‘ “‘ T 8 T ‘\ \‘ ‘ “ T “ h\ ‘H!‘ \“‘ ‘ \‘ T T T ‘ T T T T ‘ T T T 1
m/z--> 50 100 150 200 250
Abundance
145.0
—— ——
16.00 16.50
5000 m/z 82.00 34.27%

105.0
41.0
75.0
O e T T
m/z--> 50 100 150 200 250

Abundance #36248: 1H-Indene, 2,3-dihydro-1,5,7-trimethyl- —
145.0 16.00 16.50

m/z 146.05  27.79%

5000
270 770 1159
P P PR T ) Lot b il
A ——

(o LR M e —r —r—
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 Benzocycloheptatriene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.727 49.68 ug/l 2307910 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 93
2 Benzocycloheptatriene 142 C11H1e 000264-09-5 70
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 64
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 64
5 Benzeneacetonitrile, 4-cyano- 142 CSH6N2 000876-31-3 38

Abundance Scan 2523 (16.727 min): VN073347.D\data.ms (-2518) (- | m/z 142.00 100.00%

142.0
5000
e e R e
390 810 1104 | ‘ 179.2 , 16.40  16.60
0 "‘“‘w““\““}““““‘1‘1w“““c““lu“ﬂ‘ﬁ“U“;“i‘w‘lu“‘uM‘1”“2‘]"‘6"‘1“2“}‘4{?"“%8%1' m/z 141.00  88.89%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 LA L B B B B
16.40 16.60
m/z 115.00 55.59%
63.0 113.0
O’\\.H“\\HH““H“\”\‘\‘H\‘HH‘HHi\\\\‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance
141.0
R
16.40 16.60
5000 ITI/Z 129.00 44 .08%
63.0
113.0
] 1 A .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22148: Naphthalene, 2-methyl- —
142.0 16.40 16.60
m/z 145.05 20.85%
- /\VM
71.0
m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73347.D

Acqg On : 06 Jul 2022 16:00

Operator : JC\MD

Sample : N3564-31

Misc : 5.82g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Nonane, 2,6-dim... 13.221 19.9 ug/l 922945 4 13.615 2323000 50.0
1-Methyl-2-phen... 14.262 18.4 ug/l 854911 4 13.615 2323000 50.0
Naphthalene, de... 14.445 36.7 ug/l 1705020 4 13.615 2323000 50.0
1-Methyldecahyd... 14.609 31.2 ug/l 1447570 4 13.615 2323000 50.0
o-Cymene 14.857 40.1 ug/l 1865310 4 13.615 2323000 50.0
unknown14.909 14.909 29.9 wug/l 1388130 4 13.615 2323000 50.0
unknown15.398 15.398 25.9 wug/l 1205040 4 13.615 2323000 50.0
unknown15.809 15.809 20.9 ug/l 972838 4 13.615 2323000 50.0
Benzene, 1-(1-m... 16.250 16.9 ug/l 786773 4 13.615 2323000 50.0
Benzocyclohepta... 16.727 49.7 ug/l 2307910 4 13.615 2323000 50.0
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