LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111924\
Data File : VN©84956.D

Acq On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01

Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS Vial : 23 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\82N103024W.M

Title : SW846 8260

Signal : TIC: VN@84956.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.289 52 57 64 rvB 81240 124393 2.02% 0.425%
2 2.948 165 169 179 rVB6 24568 67512 1.09% 0.231%
3 4.430 411 421 434 rBV 29904 86913 1.41% 0.297%
4 5.553 586 612 633 rBV 1517444 6171776 100.00% 21.078%
5 7.453 920 935 946 rBV 2025962 5672795 91.92% 19.374%
6 7.553 948 952 966 rVB 41462 111840 1.81% 0.382%
7 7.835 989 1000 1022 rBV 1075237 2712954 43.96% 9.265%
8 8.159 1045 1055 1060 rBV 138924 329322 5.34% 1.125%
9 8.218 1060 1065 1078 rVB 249127 547205 8.87% 1.869%
10 8.577 1110 1126 1137 rBv4 160696 535924 8.68% 1.830%

11  8.665 1137 1141 1150 rVB3 44672 101295 1.64%
12 9.100 1206 1215 1231 rVB 348438 733749 11.89%
13 10.565 1456 1464 1470 rBV 555834 1013266 16.42%

PR WNO
IS
a
=
R

14 10.629 1470 1475 1487 rVB2 120200 331276 5.37% 131%
15 11.171 1557 1567 1577 rBV 180003 334797 5.42% 143%
16 11.776 1662 1670 1675 rVV6 32889 89211 1.45% ©.305%
17 11.865 1675 1685 1693 rVV 501810 951100 15.41% 3.248%
18 11.965 1693 1702 1711 rVB2 126682 269665 4.37% ©0.921%
19 12.e65 1711 1719 1729 rBV2 119178 265541 4.30% ©.907%
20 12.394 1768 1775 1782 rBV 80588 147589 2.39% 0.504%
21 12.847 1845 1852 1860 rVB 426767 744457 12.06%  2.542%
22 13.194 1901 1911 1916 rVV6 31164 85950 1.39% 0.294%
23 13.482 1948 1960 1966 rBV2 43358 97977 1.59% ©.335%
24 13.606 1973 1981 1986 rBV3 57869 110121 1.78% ©.376%
25 13.729 1996 2002 2006 rBV 91637 143048 2.32% 0.489%
26 13.788 2006 2012 2019 rVV 502769 918194 14.88% 3.136%
27 13.853 2019 2023 2034 rVB2 228169 434565 7.04%  1.484%
28 13.994 2042 2047 2060 rVB4 26410 65144 1.06% ©.222%
29 14.247 2081 2090 2094 rBV 159748 293400 4.75% 1.002%
30 14.294 2094 2098 2108 rVB 302869 524926 8.51% 1.793%
31 14.447 2114 2124 2132 rBV5 46985 119978 1.94% 0.410%
32 14.635 2150 2156 2157 rBV3 57598 93211 1.51% ©.318%
33 14.670 2157 2162 2169 rVV 714221 1267951 20.54%  4.330%
34 14.935 2202 2207 2213 rBV6 40305 75466 1.22% 0.258%
Q.

35 15.094 2228 2234 2241 rBV = 144994 262551  4.25%
36 15.264 2257 2263 2267 rBV4 122065 311876 5.05% 1.065%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111924\
Data File : VN©84956.D

Acq On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01

Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS vial : 23  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\82N103024W.M
Title : SW846 8260

37 15.323 2267 2273 2277 rBV 1185308 2263006 36.67% 7.729%
38 15.511 2300 2305 2315 rVB3 93983 172414 2.79% ©.589%
39 15.641 2321 2327 2334 rVB 147124 289923 4.70% ©.990%
40 15.758 2341 2347 2349 rBV3 34608 63465 1.03% 0.217%

41 16.005 2380 2389 2401 rBV2 157601 344869 5.59% 1.178%

Sum of corrected areas: 29280615

82N103024W.M Wed Nov 20 14:53:02 2024 Page: 2



Data Path :
: VN@84956.D

: 19 Nov 2024 18:52

: JC\MD

: P4844-01

: 5.0mL/MSVOA_N/WATER

: 23 Sample Multiplier: 1

Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111924\

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

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

Abundance

Time-->

2000000

1500000

1000000

500000

TIC: VN084956.D\data.ms

5.553

2.289
2.948 4.430
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Abundance

1500000
1000000

500000

B |
553 .665 ) 11.77

TIC: VN084956.D\data.ms

2000000 7453

7.835

10.565

9.100

T ] 7 e
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Time-->

Abundance TIC: VN084956.D\data.ms
2000000

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN111924\
Data File : VN@84956.D

Acqg On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01

Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Silanol, trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.453 518.34 ug/l 5672800 Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Silanol, trimethyl- 90 C3H1e0Si 001066-40-6 91
2 Ethanol, 2-(trimethylsilyl)- 118 C5H140Si 002916-68-9 43
3 Silanol, dimethyl(1,1,2-trimethy... 160 C8H200Si 055644-10-5 39
4 Ethanethioamide 75 C2H5NS 000062-55-5 9
5 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 9

Abundance Scan 935 (7.453 min): VN084956.D\data.ms (-920) (-) m/z 75.10 100.00%

75.1
5000 /\
e RAARNEEEEEE
45‘-1 7.20 7.40 7.60 7.80
Ot 8L 1469 hyy 45.10 14.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2523: Silanol, trimethyl-
75.0
5000 L B L L B A I
7.20 7.40 7.60 7.80
45.0 m/z 47.10 9.76%
15.0
o"M“w“ﬁw"w“‘M‘H‘n“““w““““w
m/z--> 20 40 60 80 100 120 140 160
Abundance
75.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
7.20 7.40 7.60 7.80
5000 m/z 76.10 7.31%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z-->
Abundance #36801: Silanol, dimethyl(1,1,2-trimethylpropyl)- e A RRRRNEESEE RS
m/z 77.10 3.75%
LI \‘\\\“H\H\\‘\“\\“\1“\‘\\\ T T T T T T T /\\
m/z-->

82N103024W.M Wed Nov 20 14:53:06 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN111924\
Data File : VN@84956.D

Acqg On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01

Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 3-Pentanone, 2,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.171  17.60 ug/1 334797 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 90
2 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 86
3 2,3-Hexanedione 114 C6H1002 003848-24-6 78
4 4-Heptanone 114 C7H140 000123-19-3 59
5 Pyrrolidine 71 C4HSN 000123-75-1 59

Abundance Scan 1567 (11.171 min): VN084956.D\data.ms (-1557) (- m/z 43.05 100.00%

3.0
5000 711
k T

— —=
114.1 11.00 11.50

Ol 283 992 L hss 71010 41.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8577: 3-Pentanone, 2,4-dimethyl-
43.0
5000 - =
11.00 11.50
71.0

27.0 m/z 41.05 23.84%
I

14.0 “‘ . 56.0 “ 85.0 99.0 11‘4'0
T T T T T T T T [T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0 L

T ‘ ‘ T
11.00 11.50
71.0 .
5000 m/z 39.10 10.88%

H\HH\H\‘\H\‘HH‘HH‘HH‘HH‘HHHHHHHHH
m/Z“> A«\
Abundance #8121: 2,3-Hexanedione " A o4

o

m/z 114.10 10.67%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN111924\
Data File : VN@84956.D

Acqg On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01

Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.247 15.98 ug/1 293400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 59
2 1,7-Octanediol, 3,7-dimethyl- 174 C10H2202 000107-74-4 53
3 Cyclopentanemethanol, .alpha.,.a... 128 C8H160 001462-06-2 45
4 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 45
5 2-(3,4-Dibromo-4-methylcyclohexy... 312 C10H18Br20 110202-13-6 43
Abundance Scan 2090 (14.247 min): VN084956.D\data.ms (-2081) (- m/z 59.10 100.00%
59.1
5000
41.1 N AN
— e
9.1 1231 14.00 14.50
& \ 152.0
0! T m/z 55.10 32.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32936: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 T T
14.00 14.50
m/z 41.10 27.01%
41,0 83.0 123.0 /
o220 ‘ u‘M A JH‘ oo | 1410
m/z--> 20 40 60 80 100 120 140 160
Abundance
59.0
/J\\ ‘ T T ‘ T
14.00 14.50
5000 m/z 43.05 23.99%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z-->
Abundance #14505: Cyclopentanemethanol, .alpha.,.alpha.-dimethyl ‘ ‘
m/z 67.10 21.58%
H‘\ o ‘\\ | A/\\J
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\ \‘
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN111924\
Data File : VN@84956.D

Acqg On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01

Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 L-Fenchone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.670  69.05 ug/l 1267950 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 L-Fenchone 152 C10H160 007787-20-4 95
2 Fenchone 152 C10H160 001195-79-5 95
3 D-Fenchone 152 C10H160 004695-62-9 91
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 45
5 2-Cyclopentene-1-carboxylic acid... 140 C8H1202 068317-73-7 42

Abundance Scan 2162 (14.670 min): VN084956.D\data.ms (-2157) (- m/z 81.10 100.00%

81.1
5000
411 —

0 ‘H"_‘HM‘Ju_M‘WMm‘_ﬂ‘w‘un‘u‘w‘u“u‘597ﬂ 69.10  46.34%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #29071: L-Fenchone
81.0
5000 T
14 50 15.00

41.0
41.10  21.92%

152.0
\“1‘5‘\0““"i“"“w‘h““‘1“"‘:\L‘O“Q“O\”‘w”!w”‘w”‘w””
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
81.0

14 50 15 00
5000 m/z 80.10 12.77%

‘ TTTT TTTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT TTTT TTTT
m/z--> /k
Abundance #29070: D-Fenchone I

m/z 152.20 12.62%

o

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN111924\

Data File : VN@84956.D

Acqg On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01 :
Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS Vvial : 23  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
: SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 Cyclohexanemethanol, .alpha... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15004 14.30 ug/l 262551 1,4-Dichlorobenzene-da  13.794

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclohexanemethanol,
2 Cyclohexanemethanol,
3 Cyclohexanemethanol,

.alpha.,.al...
.alpha.,.al...
.alpha.,.al...

4 2-Decanol, methyl ether

156 C1eH200
156 C1leH200
156 C1eH200
172 C11H240
. 158 C9H1802

000498-81-7 64
007322-63-6 59
005114-00-1 59
1000333-83-9 43
054340-96-4 40

5 3-Hexene, 1-(1-methoxyethoxy)-,

Abundance Scan 2234 (15.094 min): VN084956.D\data.ms (-2228) (- m/z 59.10 100.00%
59.1
5000
81.1
4ﬁ0 | ‘ o1 L, 15.00
o““"Mm“mﬂfﬂwuuwu‘w‘q“w“k“‘q;““‘ m/z 81.10 17.45%
miz--> 20 40 60 80 100 120 140 160
Abundance #33011: Cyclohexanemethanol, .alpha.,.alpha.,4-trimeth
59.0
5000 — :
15.00
)
43.0 610 m/z 55.10 16.88%
e T E0g0 123010
e bbbl ol O
m/z--> 20 40 60 80 100 120 140 160
Abundance
59.0
/J\\’¥\\‘\ ‘
15.00
5000 m/z 95.15 14.96%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z-->
Abundance #33020: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
m/z 41.05 13.35%
IREA H\\ L | | . M;
\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\ T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN111924\
Data File : VN@84956.D

Acqg On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01

Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 L-Menthone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.264 16.98 ug/1 311876 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 L-Menthone 154 C10H180 014073-97-3 98
2 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 010458-14-7 93
3 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 001196-31-2 93
4 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 000491-07-6 91
5 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 000089-80-5 90

Abundance Scan 2263 (15.264 min): VN084956.D\data.ms (-2257) (- | m/z 112.10 100.00%

411 | 69.1 112.1
139.1
5000

‘ 15 oo 15 50
o o b 2070 nyz 69.10  96.85%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #30920: L-Menthone
112.0
69.0
41.0
5000
139.0 15 oo 15 50

m/z 41.10 94.26%
[ I |

| \HH h
JSWEVL A K AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0 112.0

15. OO 15 50
5000 m/z 55.05 92.45%

TTT ‘ TTITT ‘ TTTT ‘ L TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ LI
m/z-->
Abundance #31282: Cyclohexanone, 5-methyl-2-(1-methylethyl)-, (2R

m/z 71.05 65.15%

1 Jk

o

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN111924\
Data File : VN@84956.D

Acqg On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01

Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 (+)-2-Bornanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.323 123.23 ug/1 2263010 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 98
2 Camphor 152 C10H160 000076-22-2 98
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10OH160 000464-48-2 97
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 49
5 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 46

Abundance Scan 2273 (15.323 min): VN084956.D\data.ms (-2267) (- m/z 95.10 100.00%

95.1
5000
69.1
152.2

Los ‘ 1500 1550
““““w 4l ““ ol da1ed L nz s1.10  69.76%

m/z--> 20 100 120 140
Abundance #29115: (+)-2-Bomanone
95.0
5000

41.0
m/z 41.10 45 05%

15.0 uHHM 1230 .
m/z--> 20 40 60 80 100 120 140
Abundance
41.0 95.0

15.00 15.50
5000 m/z 108.10 38.90%

o

o

1T ‘ T T ‘ LU ‘ L ‘ L ‘ T T ‘ LU ‘ LU ‘ 1
m/z-->
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S ‘ ‘

m/z 69.10 34.70%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN111924\
Data File : VN@84956.D

Acqg On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01

Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 Bicyclo[3.1.1]heptan-2-one,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.006  18.78 ug/1 344869 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[3.1.1]heptan-2-one, 3,6,... 152 C1@H160 016022-08-5 62
2 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 43
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 41
4 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 38
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 30
Abundance Scan 2389 (16.005 min): VN084956.D\data.ms (-2380) (- m/z 83.05 100.00%
83.0
55.1
5000
109.1 )
T 5
Obrrrprres m‘ww‘u“ e L2071 s 9516 6. 25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #29296: Bicyclo[3.1.1]heptan-2-one, 3,6,6-trimethyl-
83.0
5000 55.0 S ‘
109.0 16.00
)
27.0 ‘ 152.0 m/z 55.10  53.18%
0 ‘H“Muiu“w‘m‘N“‘“_1M‘_““H“‘H“‘H““H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
83.0 T ] [
16.00
5000 m/z 67.10 35.47%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #6752: 1,3-Dimethyl-1-cyclohexene - ‘/\Pvﬁ”ﬁ
m/z 41.10  34.39%
N \ \“ H“ il ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111924\
Data File : VN©84956.D

Acq On : 19 Nov 2024 18:52

Operator : JC\MD

Sample : P4844-01

Misc : 5.0mL/MSVOA_N/WATER 241113075-01-VOA

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.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|
Silanol, trimet... 7.453 518.3 wug/l 5672800 1 8.218 547205 50.0
3-Pentanone, 2,... 11.171 17.6 ug/l 334797 3 11.865 951100 50.0
7-Octen-2-01, 2... 14.247 16.0 ug/l 293400 4 13.794 918194 50.0
L-Fenchone 14.670 69.0 ug/l 1267950 4 13.794 918194 50.0
Cyclohexanemeth... 15.094 14.3 wug/l 262551 4 13.794 918194 50.0
L-Menthone 15.264 17.0 ug/l 311876 4 13.794 918194 50.0
(+)-2-Bornanone 15.323  123.2 ug/l 2263010 4 13.794 918194 50.0
Bicyclo[3.1.1]h... 16.006 18.8 wug/l 344869 4 13.794 918194 50.0
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