LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082622\
Data File : VX030817.D

Acqg On : 26 Aug 2022 12:18
Operator : JC/MD

Sample : N4246-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 X\Method\82X082522W.M

Title : SW846 8260

Signal : TIC: VX@30817.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.258 25 28 33 rVB 66998 76889 1.91% 0.442%
2 2.380 205 212 225 rBV2 120246 223246 5.55% 1.282%
3 2.971 298 309 324 rBV 1083379 2396030 59.54% 13.759%
4 4,587 561 574 587 rBV 1230227 4024334 100.00% 23.109%
5 5.013 634 644 671 rVB 420314 1296449 32.22% 7.445%
6 5.391 696 706 722 rVV2 131679 385959 9.59% 2.216%
7 5.556 722 733 748 rVB 244609 689023 17.12%  3.957%
8 5.964 788 800 808 rBV 148775 395840 9.84%  2.273%
9 6.044 808 813 832 rvv2 30195 110832 2.75% 0.636%
10 6.245 834 846 855 rVW3 30913 92419 2.30% ©.531%
11 6.769 920 932 946 rBV 366358 888995 22.09% 5.105%
12 8.580 1220 1229 1234 rVB4 17809 42725 1.06% 0.245%
13 8.653 1234 1241 1248 rBV 760738 1181667 29.36% 6.786%
14  8.720 1248 1252 1260 rVB3 33534 59073 1.47% 0.339%
15 8.805 1261 1266 1271 rBV 28042 46303 1.15% 0.266%
16 9.244 1331 1338 1344 rBvV 28398 43800 1.09% 0.252%
17 9.378 1353 1360 1367 rBV 52338 83493 2.07% 0.479%
18 9.494 1373 1379 1384 rVWV 42207 61578 1.53% 0.354%
19 10.055 1461 1471 1484 rBV 773636 1113229 27.66% 6.393%
20 10.201 1490 1495 1504 rBvV2 50595 97209 2.42% 0.558%
21 10.305 1507 1512 1518 rVV 116644 172970 4.30% 0.993%
22 10.543 1546 1551 1556 rBV2 33192 47236 1.17% 0.271%
23 10.646 1563 1568 1577 rVB 81954 117902 2.93% 0.677%
24 11.085 1634 1640 1646 rBV 587196 782869 19.45%  4.496%
25 11.756 1738 1750 1754 rBV 51462 85466 2.12% 0.491%
26 11.890 1764 1772 1779 rVB2 56337 85539 2.13% 0.491%
27 12.024 1788 1794 1801 rVV 805271 1098084 27.29% 6.306%
28 12.091 1801 1805 1810 rVV 31923 52814 1.31% 0.303%
29 12.146 1810 1814 1824 rVB7 18600 47306 1.18% 0.272%
30 12.244 1825 1830 1840 rBV 65263 106975 2.66% 0.614%
31 12.670 1895 1900 1909 rBV4 21919 45570  1.13% 0.262%
32 12.908 1932 1939 1943 rBV 213965 282500 7.02% 1.622%
33 12.963 1943 1948 1952 rVB6 54458 92326 2.29% 0.530%
34 13.292 1996 2002 2006 rBV4 37085 58801 1.46% ©0.338%
35 13.475 2027 2032 2035 rBV 112290 158278 3.93% 0.909%

36 13.512 2035 2038 2046 rVB 207909 279321 6.94% 1.604%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082622\
Data File : VX030817.D

Acqg On : 26 Aug 2022 12:18
Operator : JC/MD

Sample : N4246-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 X\Method\82X082522W.M

Title : SW846 8260

37 13.591 2046 2051 2055 rBvV4 39638 67654 1.68% 0.388%

38 13.780 2077 2082 2087 rVB 188568 242188 6.02% 1.391%

39 13.926 2101 2106 2120 rVB4 49238 124618 3.10% 0.716%

49 14.097 2129 2134 2140 rBV3 42131 59232 1.47% 0.340%

41 14.640 2219 2223 2226 rBV 33784 45475 1.13% 0.261%

42 14.780 2242 2246 2252 rVB2 40147 52142 1.30% 0.299%
Sum of corrected areas: 17414359
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N4246-01
: 5.0mL/MSVOA_X/WATER
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082622\

: VXe30817.D
: 26 Aug 2022 12:18

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X082522W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: VX030817.D\data.ms
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TIC: VX030817.D\data.ms
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Time-->

6.769
10.305
8,569 72805 0.2/4398194 10.20 10.3531 46
‘ T = T T T ‘ T T T ‘ T T ‘ T T ‘

I
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082622\
Data File : VX030817.D

Acqg On : 26 Aug 2022 12:18
Operator : JC/MD

Sample : N4246-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X082522W.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 2 Amylene hydrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.245 5.20 ug/l1 92419 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 78
2 Butanamide 87 C4H9NO 000541-35-5 53
3 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 40

4 3-Hexanol 102 C6H140 000623-37-0 39
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 38

Abundance Scan 846 (6.245 min): VX030817.D\data.ms (-834) (-) m/z 59.10 100.00%

59.1
73.1
5000
431

6.00 6.20 6.40 6.60

87.1
0 ‘H"‘H"‘H""MM“W‘MM‘W‘wwhe“_“u‘H“ m/z 73.10  61.09%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2360: Amylene hydrate
59.0
5000 730 \\\\‘\\\\‘\\\\’\\\\‘\\\
310 430 6.00 6.20 6.40 6.60

m/z 55.10 61.06%

‘ “ ‘ | ‘\ .
TTT ‘ TTTT ‘ T \ T ‘ T T ‘ TTTT ’ T \ T ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2093: Butanamide
44.0 59.0

o

N A
6.00 6.20 6.40 6.60
5000 m/z 43.10 30.35%
27.0
72.0
15\0 H | ‘\ \‘\ 87w0
OH\‘HM‘HHHH‘\1\,\\H,Hm‘uu‘um‘uu

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4315: 1-Butene, 4-ethoxy- AT T
31.0 6.00 6.20 6.40 6.60

m/z 41.05 17.47%

59.0
5000
41.0 85.0
NI 71.0
S N LSO PO 1 R 10 S O

m/z--> 10 20 30 40 50 60 70 80 90 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082622\
Data File : VX030817.D

Acqg On : 26 Aug 2022 12:18
Operator : JC/MD

Sample : N4246-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X082522W.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 Fenchone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.908 12.86 ug/l 282500 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 95
2 L-Fenchone 152 C10H160 007787-20-4 90
3 1-[4-(4-tert-Butyl-spirocyclohex... 371 C20H28F3NO2 1000301-43-3 50
4 2,4-Decadienal, (E,E)- 152 C1@H160 025152-84-5 45
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 45
Abundance Scan 1939 (12.908 min): VX030817.D\data.ms (-1932) (- m/z 81.10 100.00%
81.1
5000 /L
41.0
‘ ‘ 152.2 13. 00
ol w/z 69.10  50.61%
m/z--> 0 50 100 150 200 250 300 350
Abundance #29056: Fenchone
81.0
5000
13 00
41.0 m/z 41.05 20.71%
152.0
O‘\\“\Lh‘h“H‘\“\\\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #29071: L-Fenchone
81.0
13.00
5000 m/z 80.10 13.65%
41.0
152.0
0 W“\Lw“u“:“‘“Mm“mwm_m,mwm
m/z--> 0 50 100 150 200 250 300 350
Abundance #280140: 1-[4-(4-tert-Butyl-spirocyclohexyl)-11-oxa-3-azg ‘ ‘~rf¥x7WY
81.0 13.00
m/z 152.20 12.47%
5000
41.0
0 |y, 1220 178.0 2250 272.0 3300371|
e B e B e —
m/z--> 0 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082622\
Data File : VX030817.D

Acqg On : 26 Aug 2022 12:18
Operator : JC/MD

Sample : N4246-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X082522W.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 4 Bicyclo[2.2.1]heptane, 2,2-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.475 7.21 ug/1 158278 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1@H16 005794-04-7 98
2 Camphene 136 C1@H16 000079-92-5 93
3 p-Menth-2-en-7-0l, cis- 154 C10H180 019898-86-3 64
4 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 60
5 Cyclohexene, 1-methyl-3-(1-methy... 136 C1@H16 000499-03-6 58
Abundance Scan 2032 (13.475 min): VX030817.D\data.ms (-2027) (f  m/z 93.85 100.00%
121.1
‘ ‘ 1350
— w‘l“l ! ‘\H\“Jw“ U“Mu HHM e o ‘1‘%?]2‘1?‘5"9‘ n/z 121.10  56.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18256: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene
93.0
121.0
5000 41 0 T T T //\\N\Tm\
’ 67.0 13.50
m/z 71.05 42.07%
0 T l‘\ \‘HM\ “\H!“\ \“lh\ T !H\ T M T “\ \173\“7‘0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #17993: Camphene
93.0
, e
121.0 13.50
5000 m/z 41.10 40.59%
390 670
o o e g | sdro
m/z--> 20 40 60 80 100 120 140 160
Abundance #31029: p-Menth-2-en-7-ol, cis- T
67.0 93.0 13.50
m/z 79.10  40.30%
5000
41.0 121.0
‘ ‘ 154.0
0 “M “i“ \‘1“1“ M‘H \‘1“\ \M\ ‘ wM H \173\‘7‘0\ \ \‘\ ‘\ —
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082622\
Data File : VX@30817.D

Acqg On : 26 Aug 2022 12:18

Operator JC/MD

Sample : N4246-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X082522W.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 5 (+)-2-Bornanone Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13512 1272 ugl 279321 1,4-Dichlorobenzene-da  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 CleH160 000464-49-3 95
2 Camphor 152 C10H160 000076-22-2 94

000464-48-2 94
006752-80-3 43
000529-00-0 41

3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1OH160
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160

Abundance Scan 2038 (13.512 min): VX030817.D\data.ms (-2035) (- m/z 95.10 100.00%
95.1
41.0
5000
69.1
152.2 ULV, ‘
13.50
123.1 ‘
0 e c‘WM‘wﬂ“wu“ﬁ“‘u“‘ m/z 81.10 75.38%
m/z--> 20 40 60 80 100 120 140
Abundance #29108: (+)-2-Bornanone
95.0
5000 41.0 A ‘
69.0 152.0 13.50
m/z 41.05 53.10%
0 \1\5\.0‘\‘\‘\ \‘i“\ \‘\“i T \‘H‘\ \HU{ \‘\‘ 1“ T \‘\ \1‘2\4\0\ \“ T T
miz--> 20 40 60 80 100 120 140
Abundance #29042: Camphor
95.0
41.0
T
13.50
m/z 83.10 40.36%
5000 69.0
152.0
ol il ol ) 2280
miz-> 20 40 60 80 100 120 140
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S N ‘
95.0 13.50
m/z 108.15 37.96%
5000 69.0
152.0
dxso Ll e L
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082622\
Data File : VX030817.D

Acqg On : 26 Aug 2022 12:18
Operator : JC/MD

Sample : N4246-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X082522W.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 6 4-Ethylcyclohexene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.926 5.67 ug/l 124618 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 52
2 4-Ethylcyclohexene 110 C8H14 003742-42-5 50
3 L-Fenchone 152 C1eH160 007787-20-4 49
4 2,4-Nonadienal 138 C9H140 006750-03-4 47
5 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 47
Abundance Scan 2106 (13.926 min): VX030817.D\data.ms (-2101) (- m/z 81.10 100.00%
81.1
108.2
5000
41.1 e
152.2 1761 14.00
0 e b 2782072 10800 71.55%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #29056: Fenchone
T MAmﬁvpm
5000 T
14.00
4L.0 1520 m/z 67.10  21.92%
‘ | ‘ 109.0 '
0‘\\\\‘\\\\ih\\‘\“!‘\1‘\\““\\‘\\‘\\‘\\‘\\\\“\\1\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #6688: 4-Ethylcyclohexene
81.0
—=
54.0 14.00
5000 m/z 41.10 21.38%
27. 0 110.0
0 “H‘,WL‘V‘H“wkquukw‘u‘_“‘_“w“‘w“‘w“u
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #29071: L-Fenchone ]
81.0 14.00
m/z 39.05 16.76%
5000
41.0
152.
150, ‘ M 109.0 520
0 ‘H‘W‘h‘wuﬂw‘Mw\H“_JH‘H“_‘H“H‘_“W‘H‘ —r
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082622\
Data File : VX030817.D

Acqg On : 26 Aug 2022 12:18
Operator : JC/MD

Sample : N4246-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X082522W.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|
Amylene hydrate 6.245 5.2 ug/l 92419 2 6.769 888995 150.0
Fenchone 12.908 12.9 ug/l 282500 4 12.024 1098080 50.0
Bicyclo[2.2.1]h... 13.475 7.2 ug/l 158278 4 12.024 1098080 50.0
(+)-2-Bornanone 13.512 12.7 wug/l 279321 4 12.024 1098080 50.0
4-Ethylcyclohexene 13.926 5.7 ug/l 124618 4 12.024 1098080 50.0
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