Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
: VX020804.D
: 29 Jan 2021 15:06

Jc/sp

: M1217-17 10X

5.0mL/MSVOA_X/WATER
5 Sample Multiplier: 1

Parameters: RTEINT.P

RTE

ON Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

tion: 5

: TIC: VX020804.D\data.ms

peak R.T. first

16
17
18
19
20

21
22
23
24
25

26
27
28
29
30

31
32
33
34
35

36

82X012521W.M

[c <IN )]

10.
11.

11.
12.
12.
12.
12.

12

13.
13.
13.
13.

13

13.
13.
13.
13.

13.
14.
14.
14.
14.

14.
14.
14.
14.
14.

min

.025
.824
.695
092
122

963
061
140
256
616

.890
006
103
134
304

.457
548
743
786
896

926
146
231
444
481

524
603
633
664
725

5

3 % of largest Peak

100
TOP

¢ Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X012521W.M
. SW846 8260

max last PK peak corr corr.

scan scan scan TY height area % max

60 63 70 rvB 21134 24817 1.08%
159 164 175 rBV 48031 79896 3.47%
213 218 227 rVB 50999 83390 3.63%
705 717 731 rBV2 200282 570893 24.83%
732 744 760 rVB 314962 873529 37.99%
795 810 828 rBV 208205 552542 24.03%
931 941 953 rBV 486572 1148955 49.97%
1240 1248 1255 rBV 1021718 1620348 70.46%
1471 1477 1489 rBV 1111371 1454864 63.27%
1640 1646 1658 rBV 846625 1099851 47.83%
1780 1784 1788 rBV 35890 40428 1.76%
1794 1800 1807 rVB 1172265 1437548 62.52%
1807 1813 1823 rBV 411365 548833 23.87%
1827 1832 1839 rBV 36635 58602  2.55%
1885 1891 1900 rVB7 14341 24254  1.05%
1933 1936 1941 rVB 38426 43767 1.90%
1950 1955 1964 rBV 122796 173325  7.54%
1967 1971 1973 rBV 142537 179165 7.79%
1973 1976 1992 rVB 388788 584390 25.41%
2000 2004 2013 rVB2 24451 31899 1.39%
2024 2029 2040 rBV 1809959 2299513 100.00%
2040 2044 2052 rVB 142965 230750 10.03%
2070 2076 2080 rBvV 252175 412656 17.95%
2080 2083 2095 rVW 229744 356525 15.50%
2096 2101 2103 rVVW 232768 286985 12.48%
2103 2106 2122 rVB 474687 731039 31.79%
2138 2142 2150 rVB 73947 90271  3.93%
2151 2156 2175 rBV 1124527 1582951 68.84%
2186 2191 2194 rBV 214901 246013 10.70%
2194 2197 2201 rVWV 110035 155702 6.77%
2201 2204 2214 rW 96872 159811 6.95%
2214 2217 2219 rVW3 23096 29098 1.27%
2219 2222 2224 rW 89012 109163 4.75%
2224 2227 2235 rVV2 139605 217466  9.46%
2235 2237 2243 rVB4 21826 31442  1.37%
2251 2255 2270 rVB 40816 66254 2.88%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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\82X012521W.M
Title : SW846 8260

37 14.957 2270 2275 2286 rBV 138866 222891 9.69% 1.234%
38 15.292 2326 2330 2338 rVB 102148 143853  6.26% ©.796%

39 15.456 2353 2357 2365 rVB7 18245 32827 1.43% 0.182%
40 15.597 2375 2380 2385 rBv4 15518 26168 1.14% 0.145%
Sum of corrected areas: 18062674
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Data Path :
: VX020804.D

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Jan 2021 15:06

© M1217-17 10X
¢ 5.0mL/MSVOA_X/WATER

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\

Jc/sp

: 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M

Quant Title

TIC Library

. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX020804.D\data.ms
1500000
1000000
500000
5.623
5.458 6.025
1471 2087 2416 /\ /\
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\W\‘\\\W
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX020804.D\data.ms
1500000
10.092
8.695
1000000
11.122
500000 6.824
0 —— — —r— —r— — — — — —
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX020804.D\data.ms
13.457
1500000
12.061 14.231
1000000
13.926
500000 19.140 13.134
13748@06
13kpap3  18.548 16000 14.957 15597
11.963 12.256 12616 12.890, | [13.304 14.1 ) 3% )\15.488507
(O T T T T T T T T T T T T T T T T T T T T T T T \N\—/T,\\ T T T T T T T
Time--> 12.00 12.50 13.00 13.50 14.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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 1 Eucalyptol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.140 19.09 ug/l 548833 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 72
3 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 22
4 Sulfurous acid, 2-pentyl propyl ... 194 C8H1803S 1000309-15-1 22
5 .alpha.-Campholenal 152 C10H160 004501-58-0 22
Abundance Scan 1813 (12.140 min): VX020804.D\data.ms (-1807) (- m/z 43.05 100.00%
43.0
81.1
108.1
5000
154.2
L 12.00 12.50
0 Gtz 2071 nyyo81.10 69.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26615: Eucalyptol
43.0
81.0
108.0
5000 o ——
154.0 12.00 12.50
m/z 108.10  53.48%
0 \1\5\‘0\‘\‘\ \‘i‘\ T \M\H‘ \‘HW T “\h\\\‘i\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
— —
69.0 12.00 12.50
5000 108.0 154.0 m/z 71.10 50.93%
B T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11375: 5-Hepten-2-one, 6-methyl- e S
43.0 12.00 12.50
m/z 84.10 47.90%
5000
69.0 108.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

: VX020804.D
: 29 Jan 2021 15:06
Jc/sp
¢ M1217-17 10X
: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

: 5

TIC Library

8260

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\

¢ C:\DATABASE\NIST11.L

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
: SW846

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 1-Octanol, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.134 20.33 ug/l 584390 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2-methyl- 144 C9H200 000818-81-5 86
2 Cyclobutane, 1,2-diethyl-, cis- 112 C8H16 061141-50-2 53
3 1-Nonene 126 CO9H18 000124-11-8 53
4 1-Fluorononane 146 COH19F 000463-18-3 50
5 Formic acid, 2-methylpentyl ester 130 C7H1402 381670-34-4 47
Abundance Scan 1976 (13.134 min): VX020804.D\data.ms (-1973) (- m/z 57.10 100.00%
57.1
411
5000
84.0
= -
13.00 13.50
126.1
0 m_m‘i‘ew - “1#911‘«_“”_1‘5‘210‘ m/z 43.10  75.08%
m/z--> 20 40 60 80 100 120 140
Abundance #21129: 1-Octanol, 2-methyl-
57.0
41.0 AJA;;
5000 T T
13.00 13.50
84.0 m/z 71.10  69.29%
Ot T \‘}“\ \“‘U\ T “ T T \“‘]-(\)7\‘9\:"-2\‘6\\0\1713\\0\ T
miz-> 20 40 60 80 100 120 140
Abundance
56.0
—= —
13.00 13.50
5000 m/z 41.10 63.62%
27.0
84.0
0 112.0
T T e
miz--> 20 40 60 80 100 120 140
Abundance #11502: 1-Nonene ‘ f‘fA#mf P
43.0 13.00 13.50
m/z 56.10 63.57%
69.0
5000
2710 97.0
126.0
Ot “HJ“J“““‘M“ e ‘ ¢~4\r o
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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 1-Nonanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.457 79.98 ug/l 2299510 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 86
3 Cyclopropane, nonyl- 168 C12H24 074663-85-7 78
4 Cycloheptane 98 C7H14 000291-64-5 74
5 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 72
Abundance Scan 2029 (13.457 min): VX020804.D\data.ms (-2024) (- m/z 56.10 100.00%
5.1
5000
98.1 M/L /L//\
- 4
13.50
126.1
0berrprertbelbe el 2R e 2000 2088 myz 55,180 94.39%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21105: 1-Nonanol
56.0
5000 S e
970 13.50
2710 m/z 70.10 77.04%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
56.0
AN
13.50
5000 m/z 41.05 73.89%
84.0
27.0
0 112.0140.0168.0
T T T T e e
m/z--> 20 40 60 80 100120140160180200220240260 ﬁRfA\MA
Abundance #36766: Cyclopropane, nonyl- e N
55.0 13.50
m/z 69.05 67.85%
5000 83.0
27.0
11.0
S LY S U SN (VY
m/z--> 20 40 60 80 100120140160180200220240260 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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 (+)-2-Bornanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.548 8.03 ug/l 230750 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 95
2 Camphor 152 C10H160 000076-22-2 95
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 94
4 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 49
5 Isoborneol 154 C10H180 000124-76-5 43
Abundance Scan 2044 (13.548 min): VX020804.D\data.ms (-2040) (- m/z 95.05 100.00%
95.0
5000
41.1 69.1
152.1 WANAL ‘
Ll ol dss ssso
Ol L L H1491340 L s g1ies  e4.6a%
miz--> 20 40 60 80 100 120 140
Abundance #25104: (+)-2-Bornanone
95.0
5000 69.0 J\“ T i
41.0 :
152.0 13.50
m/z 108.10 35.73%
O 150 123.0 \“\\\‘\‘
miz-> 20 40 60 80 100 120 140
Abundance
41.0 95.0
el o
13.50
m/z 69.10 34.33%
5000 69.0 /
152.0
121.0
L L R
miz--> 20 40 60 80 100 120 140
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S J‘L‘ s ‘
95.0 13.50
m/z 41.10 33.31%
5000 410 69.0
152.0
0 15.0 , \‘ ‘\ 123.0 I ‘\ J/\\_A
! e o
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\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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 Benzene, 1-methoxy-4-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.743 14.35 ug/1 412656 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methoxy-4-propyl- 150 C10H140 000104-45-0 91
2 Phenol, 4-(1-methylpropyl)- 150 C1eH140 000099-71-8 78
3 Phenol, 2-(1-methylpropyl)- 150 C1@H140 000089-72-5 72
4 4-Methoxybenzyl phenyl carbonate 258 C15H1404 1000342-86-3 72
5 ortho-Hydroxypropiophenone 150 C9H1002 000610-99-1 72
Abundance Scan 2076 (13.743 min): VX020804.D\data.ms (-2070) (- m/z 121.10 100.00%
121.1
5000
— —
39.1 77.1 ’ 13.50 14.00
ol Al ] 1921 2071 281 n/; 15@.05  17.73%
miz--> 0 50 100 150 200 250
Abundance #23749: Benzene, 1-methoxy-4-propyl-
121.0
5000 1
13 50 14.00
m/z 122.10 9.24%
77.0
270 El
O ‘ T T M\ ‘\‘ ‘h \“\ H\ \ T \‘ T ]\- ‘2.\0\ T T ’ T T T T ’ T T T T
m/z--> 0 50 100 150 200 250
Abundance
121.0
: | —
13.50 14.00
5000 m/z 77.10 8.62%
77.0
0 39.0 152.0
7
miz--> 0 50 100 150 200 250
Abundance #23747: Phenol, 2-(1-methylpropyl)-
121.0 13 50 14 00
m/z 78.05 8.35%
5000
o_f%o‘um‘“ a0 A
m/z--> 0 50 100 150 200 250 13 50 14 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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 E-14-Hexadecenal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.786 12.40 ug/l 356525 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 52
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 30
3 1-Decene 140 C1leH20 000872-05-9 30
4 Heptane, 3-ethyl-5-methyl- 142 C1OH22 052896-90-9 30
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 30
Abundance Scan 2083 (13.786 min): VX020804.D\data.ms (-2080) (- m/z 43.10 100.00%
43.1
85.1
5000
13.50 14.00
140.1
ol ‘M“‘ I b 2Oy 57.10 94.53%
miz-> 50 100 150 200 250
Abundance #92510: E-14-Hexadecenal
43.0
83.0
5000 - — =
13.50 14.00
m/z 71.10 91.67%
25.0
0 il \‘h 1 F | 1680 20802380
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
43.0
== —
85.0 13.50 14.00
5000 m/z 55.10 84.17%
0 115.0
; T T — —
miz--> 50 100 150 200 250
Abundance #17936: 1-Decene
55.0 13.50 14.00
m/z 41.10 70.11%
5000 97.0
140.0
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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 1-Decene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.896 9.98 ug/l 286985 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C1o0H20 000872-05-9 50
2 (2,2-Dimethylcyclobutyl)methylamine 113 C7H15N 1000195-04-0 46
3 1-Undecanol 172 C11H240 000112-42-5 43
4 Cyclooctane, methyl- 126 C9H18 001502-38-1 38
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 38
Abundance Scan 2101 (13.896 min): VX020804.D\data.ms (-2096) (- m/z 43.10 100.00%
5000
97.1
‘ J'J 140.2 13.50 14.00
0 ol HEL TS m/z s7.10 85.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17936: 1-Decene
55.0
5000 = =
83.0 13.50 14.00
29.0 m/z 71.10  85.48%
111.0
‘ | 140.0
O' \\M\\l\‘\\\\}\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
== —=
13.50 14.00
5000 85.0 m/z 55.10 72.57%
28.0
0 113.0
e e B N e e
miz--> 20 40 60 80 100 120 140 160
Abundance #39780: 1-Undecano
55.0 13.50 14.00
m/z 41.05 66.68%
5000 83.0
29.0
o | 1110 13501540
e
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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 Cyclooctane, 1,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.926  25.43 ug/1 731039 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1,5-dimethyl- 140 C10H20 021328-57-4 93
2 1-Decene 140 C1oH20 000872-05-9 55
3 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 50
4 Cyclobutane, 1-butyl-2-ethyl- 140 C1eH20 1000150-67-3 49
5 2- Chloropropionic acid, decyl e... 248 C13H25C102 086711-78-6 47
Abundance Scan 2106 (13.926 min): VX020804.D\data.ms (-2103) (- m/z 43.10 100.00%
43.1
5000 85.1
14.00
140.2 .
ok u L2Pe 2089 28l n; 57.10  89.06%
miz-> 50 100 150 200 250
Abundance #18012: Cyclooctane, 1,5-dimethyl-
56.0
5000 T
97.0 14.00
m/z 56.10 78.17%
0] ||
O T \ﬁ\ ‘\ “ ‘\ H\‘ \M T ““‘ \“‘ T ‘]\.4?.(‘) T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
1 Al
e
14.00
5000 970 m/z 41.10 70.95%
o 5.0 140.0
e —r — — T
miz--> 50 100 150 200 250
Abundance #36848: Cyclopropane, 1-methyl-2-octyl-
56.0 14.00
m/z 71.10 61.73%
5000
97.0
L R —— —=
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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 Cyclodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.231 55.06 ug/l 1582950 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane 140 C10H20 000293-96-9 93
2 1-Decanol 158 C10H220 000112-30-1 91
3 1-Undecanol 172 C11H240 000112-42-5 90
4 Cyclooctane 112 C8H16 000292-64-8 87
5 Cyclopropane, nonyl- 168 C12H24 074663-85-7 86
Abundance Scan 2156 (14.231 min): VX020804.D\data.ms (-2151) (- | m/z 55.10 100.00%
55.1
- e /A\N\A\\waﬂmv
—F= =
L ‘ | 1402 14.00 14.50
Ol bl L 1492 1910 L 28LU .0 76,16 87.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17940: Cyclodecane
55.0
5000 W R
84.0 14.00 14.50
m/z 56.10  82.47%
‘ ‘ 140.0
0 H%\q}\\()\“\\\“ ’\MH‘H\\‘1“\\‘”\‘H\\1\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
e
41.0 e
14.00 14.50
5000 m/z 69.10 75.99%
112.0
0 141.0
T T T T R I
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39780: 1-Undecanol = =
55.0 14.00 14.50
m/z 41.10 75.50%
5000
84.0
0 Zd\L U e e X A
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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 Anethole Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.445 8.56 ug/l 246013 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anethole 148 C10H120 000104-46-1 98
2 Estragole 148 C10H120 000140-67-0 93
3 5-Methoxyindane 148 C10H120 1000342-73-8 70
4 Benzene, (1l-propynylthio)- 148 C9H8S 006212-77-7 53
5 Methanimidamide, N,N-dimethyl-N'... 148 C9H12N2 001783-25-1 52
Abundance Scan 2191 (14.444 min): VX020804.D\data.ms (-2186) (- m/z 148.05 100.00%
148.1
5000
770 1171 A
A —
0 UL |
ol ik u““‘”‘“ | AL 207 2810y ; 147.05  52.92%
miz--> 50 100 150 200 250
Abundance #22605: Anethole
148.0
5000 A i4%0
117.0
70 m/z 117.05  32.73%
O T T \ ‘\ “M ‘\‘ H T ‘\ \H T “ T T T T ‘ T T T T ‘ T T T T
miz--> 50 150 200 250
Abundance
148.0 K
14 50
5000 28.57%
77.0 117.0
39.0
0 e e
m/z--> 50 100 150 200 250
Abundance #22617: 5-Methoxyindane
147.0 14 50
m/z 105. 26.20%
5000
117.0
15.0 77.0
0 “‘ \Hﬁh\\\‘m‘”‘ \“ \H“\” I \‘ e ——
mlz--> 50 100 150 200 250 14 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013021\
Data File : VX020804.D

Acqg On : 29 Jan 2021 15:06
Operator : JC/SP

Sample : M1217-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Eucalyptol 12.140 19.1 ug/l 548833 4 12.061 1437550 50.0
1-Octanol, 2-me... 13.134 20.3 ug/l 584390 4 12.061 1437550 50.0
1-Nonanol 13.457 80.0 ug/l 2299510 4 12.061 1437550 50.0
(+)-2-Bornanone 13.548 8.0 wug/l 230750 4 12.061 1437550 50.0
Benzene, 1-meth... 13.743 14.4 ug/l 412656 4 12.061 1437550 50.0
E-14-Hexadecenal 13.786 12.4 wug/l 356525 4 12.061 1437550 50.0
1-Decene 13.896 10.0 ug/l 286985 4 12.061 1437550 50.0
Cyclooctane, 1,... 13.926 25.4 ug/l 731039 4 12.061 1437550 50.0
Cyclodecane 14.231 55.1 wug/l 1582950 4 12.061 1437550 50.0
Anethole 14.445 8.6 ug/l 246013 4 12.061 1437550 50.0
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