LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX034652.D

Acqg On : 21 Mar 2023 14:16
Operator : JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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\82X031023W.M

Title : SW846 8260

Signal : TIC: VX@34652.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.050 153 158 172 rBV 352370 567600 4.32% 1.260%
2 2.373 205 211 216 rBV 130422 216837 1.65% 0.482%
3 2.532 229 237 249 rBV 94717 182323 1.39% 0.405%
4 4,556 559 569 588 rBV 75064 218939 1.67% 0.486%
5 5.001 630 642 657 rBV3 88747 301400 2.29% 0.669%
6 5.385 694 705 721 rBV2 144135 421577 3.21% 0.936%
7 5.550 721 732 748 rVB 256220 727430 5.53% 1.615%
8 5.952 785 798 812 rBV 175274 467970  3.56% 1.039%
9 6.763 921 931 945 rBV 398910 972535 7.40% 2.160%
10 8.647 1234 1240 1247 rBV 836181 1317339 10.02% 2.925%
11  8.720 1247 1252 1259 rVB 313773 485180 3.69% 1.077%
12 10.055 1465 1471 1482 rVB 855479 1157179 8.80% 2.570%
13 11.079 1634 1639 1647 rBV 708357 896506 6.82% 1.991%
14 12.018 1788 1793 1801 rVB 857021 1124441 8.55% 2.497%
15 12.103 1801 1807 1818 rVB 710363 963920 7.33% 2.141%

16 12.219 1821 1826 1840 rBV 1451113 2133078 16.22%
17 12.792 1917 1920 1927 rVB2 218578 349784  2.66%
18 12.859 1927 1931 1946 rBV 2890960 4257233 32.38%
19 12.975 1946 1950 1957 rBV 596520 1170728  8.90%
20 13.073 1961 1966 1968 rVV 814314 1261093 9.59%

NN OO D
IS
Ul
I
R

21 13.103 1968 1971 1973 rVV2 4339990 5779066 43.95% 12.834%
22 13.128 1973 1975 1988 rVV 7170135 13148774 100.00% 29.200%

23 13.225 1988 1991 2008 rVB 1172184 3147533 23.94% 6.990%
24 13.426 2020 2024 2034 rBV 471586 883523 6.72% 1.962%
25 13.512 2034 2038 2046 rVV 426398 672729 5.12%  1.494%
26 13.591 2047 2051 2061 rVB4 226143 455018 3.46% 1.010%
27 13.756 2072 2078 2080 rBv4 85231 169895 1.29% ©.377%
28 13.896 2094 2101 2113 rBV3 147751 518227 3.94% 1.151%
29 14.579 2208 2213 2220 rBV 230369 552504  4.20%  1.227%
30 14.688 2229 2231 2243 rVB2 117483 243104 1.85%  0.540%
31 14.792 2243 2248 2251 rBV3 143315 266720 2.03% ©0.592%

Sum of corrected areas: 45030185
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02013-05
: 5.0mL/MSVOA_X/WATER
. 10

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\

: VX@34652.D
: 21 Mar 2023 14:16

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX034652.D

Acqg On : 21 Mar 2023 14:16
Operator : JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Ethanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.050 39.01 ug/l 567600  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 158 (2.050 min): VX034652.D\data.ms (-153) (-) m/z 45.10 100.00%

45.1
5000

1.80 2.00 2.20 2.40

bl 228 780 912 1199 n/z 46.10  40.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #106: Ethano
31.0
5000 45.0 T T T T T T T T T
1.80 2.00 2.20 2.40
m/z 43.10 23.66%
189 \‘\ |
O\\\’\1‘\\"\\‘\}‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #109: Dimethyl ether
45.0
SRR R
1.80 2.00 2.20 2.40
m/z 42.05 9.47%
5000 290
15.0
Ottt e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #103: Methane, nitroso- R R RAR
30.0 1.80 2.00 2.20 2.40
45.0 m/Z 44.05 3.56%
5000
15.0
om,m‘,m\l‘H"‘m1W"w"w"H‘W_HW_WH S
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX@34652.D

Acqg On : 21 Mar 2023 14:16

Operator JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
. 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 Eucalyptol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12103 42.86 ug/l 963920 1,4-Dichlorobenzene-dd  12.024

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Eucalyptol

154

C10H180

2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302
3 Cyclohexanol, 1-methyl-4-(1-meth... 154 C1@H180
4 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180

000470-82-6 99
1000058-17-6 59
007299-40-3 37
000470-67-7 32

5 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 27
Abundance Scan 1807 (12.103 min): VX034652.D\data.ms (-1801) (- m/z 43.10 100.00%
81.1
5000 108.1
154.2
— =
‘ 125.0 ‘ ‘ 12.00 12.50
Y ——— £ ol Sl Tmyz 81,10 56.53%
miz--> 20 40 60 80 100 120 140 160
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000 —L —
154.0 12.00 12.50
m/z 71.00 43.23%
125.0
0 \1\5\.(‘)\”\ T i‘{‘\‘i #3\1‘\‘1 \‘\H T “ \h\ T 1 i b T
miz--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
—r =
69.0 12.00 12.50
5000 108.0 154.0 ITI/Z 108.10 40.02%
L e | o
Y 1 AR N 1 A
m/z--> 20 40 60 80 100 120 140 160
Abundance #31264: Cyclohexanol, 1-methyl-4-(1-methylethenyl)-, tra P —
43.0 12.00 12.50
m/z 111.10 38.32%
71.0
5000
930 1110
‘ 139.0
0 \\\‘\\\\,U\d‘ 1MU”P1\JH\\!M\\H\‘\ —Ah —
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX034652.D

Acqg On : 21 Mar 2023 14:16
Operator : JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.219 94.85 ug/l 2133080 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 45
Abundance Scan 1826 (12.219 min): VX034652.D\data.ms (-1821) (- | m/z 57.10 100.00%
57.1
5000 A\\
83.1 —— e
39 ‘ 1121 12.00 12.50
S g mmEs 1499 m/z 41.e5  40.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 — ——
12.00 12.50
29.0 83.0 m/z 43.10 34.02%
O’“N|1120
m/z--> 20 40 60 80 100 120 140 160
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
—r =
12.00 12.50
5000 ITI/Z 55.05 27 .84%
29.0 ‘ 83.0
oot Ly [0
m/z--> 20 40 60 80 100 120 140 160
Abundance #15686: 2-Propyl-1-pentanol —" T
57.0 12.00 12.50
m/z 70.05 21.67%
5000
29.0 83.0
A I N |
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX034652.D

Acqg On : 21 Mar 2023 14:16
Operator : JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 1-Pentanol, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.859 189.30 ug/l 4257230 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 50
2 1-Hexene, 3,5,5-trimethyl- 126 C9H18 004316-65-8 50
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 50
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 50
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 47
Abundance Scan 1931 (12.859 min): VX034652.D\data.ms (-1927) (- m/z 57.10 100.00%
5¢.1
w0 T M\/\
39,0 — el
7 d‘ 12.50 13.00
0 | 11511341 1650 ./, 55,10 94.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5011: 1-Pentanol, 2-methyl-
43.0
5000 — Ehe
71.0 12.50 13.00
m/z 70.10 83.79%
0
miz--> 20 40 60 80 100 120 140 160
Abundance #13227: 1-Hexene, 3,5,5-trimethyl-
57.0
— e
12.50 13.00
5000 m/z 41.10 82.42%
29.0
Jo L L me mo
‘H““‘_“ B S
miz--> 20 40 60 80 100 120 140 160
Abundance #4996: 1-Butanol, 2-ethyl- — T
43.0 12.50 13.00
m/z 71.10 71.72%
5000 70.0
o 180 Y
\\\‘\ \‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\ \‘\
m/z--> 20 40 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX034652.D

Acqg On : 21 Mar 2023 14:16
Operator : JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Ether, 6-methylheptyl vinyl Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.975 52.06 ug/l 11707360  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ether, 6-methylheptyl vinyl 156 C10H200 010573-35-0 72
2 2-Propyl-1-pentanol, 2-methylpro... 200 C12H2402 1000447-36-4 53
3 Isobutyl octyl carbonate 230 C13H2603 1010372-74-6 52
4 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
5 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 47
Abundance Scan 1950 (12.975 min): VX034652.D\data.ms (-1946) (- m/z 57.10 100.00%
57.1
84.1
—
13.00
1121
0! 38 o A840 m/z 71.10  78.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32928: Ether, 6-methylheptyl vinyl
57.0
5000 U
84.0 13.00
29.0 1100 m/z 43.10  72.09%
O' \““\‘\\U"\\M\‘\\\\’\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #75829: 2-Propyl-1-pentanol, 2-methylpropionate
43.0 71.0
=
13.00
5000 m/z 41.10 66.01%
112.0
0 15.0 H “\ ulll u\_ku | q)'ou\\ “w n 1570
e o B R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #111465: Isobutyl octyl carbonate =
57.0 13.00
m/z 55.10 48.81%
5000
29.0 H H 80 1120
oot Ll L 3410 1150 w,
m/z--> 20 40 60 80 100 120 140 160 180 13.00

82X031023W.M Wed Mar 22 14:04:04 2023 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX034652.D

Acqg On : 21 Mar 2023 14:16
Operator : JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Carbonic acid, 2-ethylhexyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.073 56.08 ug/l 1261090 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 59
2 1-Octene, 6-methyl- 126 C9H18 013151-10-5 55
3 Bicyclo[3.1.0]hexan-2-0l 98 C6H100 1000194-18-6 43
4 Cycloheptane, methyl- 112 C8H16 004126-78-7 42
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 38
Abundance Scan 1966 (13.073 min): VX034652.D\data.ms (-1961) (- m/z 57.10 100.00%
57.1
5000
97.1
39 L \
T
bl 798 22t 1880 m/z 71.10  72.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #181686: Carbonic acid, 2-ethylhexyl octyl ester
57.0
112.0
5000 — :
83.0 13.00
m/z 43.10 72.01%
= | 1]
0+ T \‘1‘\ \“‘i T \“‘\‘\ T \‘| T T \1‘4\5\.(\)\ T \:\L?S\‘O\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13185: 1-Octene, 6-methyl-
55.0
T \
13.00
29.0 m/z 41.10 71.78%
5000 97.0
0 L V7J 1l 126.0
o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3618: Bicyclo[3.1.0]hexan-2-ol T I
57.0 13.00
m/z 55.10  65.84%
5000
0““‘1“”‘ RRE T
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX034652.D

Acqg On : 21 Mar 2023 14:16
Operator : JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 unknown13.103 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.103 256.98 ug/l 5779070 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propyl-1-pentanol, pentafluoro... 276 C11H17F502 1000365-51-2 47
2 3-Octene, (E)- 112 C8H16 014919-01-8 46
3 Cyclobutane, 1,2-diethyl-, cis- 112 C8H16 061141-50-2 43
4 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 38
5 Ethanamine, N-butylidene- 99 C6H13N 001611-12-7 30
Abundance Scan 1971 (13.103 min): VX034652.D\data.ms (-1968) (- m/z 41.10 100.00%
41.1
69.1
5000
98.1
= —
‘ 261 13.00 13.50
0 el PS4 m/z 57.10  99.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #167742: 2-Propyl-1-pentanol, pentafluoropropionate
57.0
5000 T —
13.00 13.50
840 1190 m/z 55.10  96.69%
29.0
0 H “ Ll H‘ “‘ " | ‘ 147.0 175.0 203.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7508: 3-Octene, (E)-
41.0
1 —
13.00 13.50
5000 70.0 m/z 43.10 84.06%
112.0
0150
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7664: Cyclobutane, 1,2-diethyl-, cis- =T =
56.0 13.00 13.50
m/z 69.10 72.73%
5000
27.0
84.0
0 om0 BN NS
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX034652.D

Acqg On : 21 Mar 2023 14:16
Operator : JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Cyclopropanecarboxylic acid... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.128 584.68 ug/l 13148800 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 2-e... 198 C12H2202 103604-31-5 50
2 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 45
3 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 43
4 1-Decanol 158 C10H220 000112-30-1 38
5 4-Methyl-2-hexene, c&t 98 C7H14 003404-55-5 38

Abundance Scan 1975 (13.128 min): VX034652.D\data.ms (-1973) (- m/z 69.10 100.00%

69.1
41.1
5000
=

ﬁ‘r 13.00 13.50
0 .108.1126.1 1521 n/; s6.10  72.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #73692: Cyclopropanecarboxylic acid, 2-ethylhexyl ester
41.0
69.0
5000 = P
13.00 13.50

m/z 41.10 70.37%

| g e
L Ll | | .
\\\‘\\\\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15699: 1-Heptanol, 4-methyl-
41.0 69.0
=

o

13.00 13.50
5000 m/z 43.10 65.89%
ol280 | I, Y e MJL&
m/z--> 20 40 60 80 100 120 140 160
Abundance #581: Cyanamide, dimethyl- = =
69.0 13.00 13.50

m/z 70.10  51.45%

5000 42.0
il ‘H I ‘
I — —T 7

m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

o

82X031023W.M Wed Mar 22 14:04:07 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX@34652.D

Acqg On : 21 Mar 2023 14:16

Operator JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 9 (S)-(+)-6-Methyl-1-octanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.225 139.96 ug/l 3147530  1,4-Dichlorobenzene-d4  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-6-Methyl-1octanol 144 come0 110453-78-6 91

2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16
3 Cyclohexane, 1,4-dimethyl-, cis-
4 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C1eH20
5 Cyclopropane, 1-methyl-2-(3-meth... 140 C10H20

112 C8H16

002207-03-6 53
000624-29-3 50
000489-20-3 50
062238-07-7 50

Abundance Scan 1991 (13.225 min): VX034652.D\data.ms (-1988) (- m/z 55.10 100.00%
55.1
97.1
5000
= —
‘ 13.00 13.50
o 38 Jl gBOL. | 150 1392 .. 9710  59.93%
m/z--> 20 40 60 80 100 120 140
Abundance #24442: (S)-(+)-6-Methyl-1-octanol
55.0
97.0
5000 T ——
13.00 13.50
290 m/z 41.10 56.06%
O\\\\‘\‘\“\\“\\\ “\‘ — “M‘\\1“\\‘\\%\27\.\0\‘\\\\ 1
m/z--> 20 40 60 80 100 120 140
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
53.0 97.0
=1 —
13.00 13.50
5000 ITI/Z 70.10 46.01%
27.0
o \Hmwﬂ??-em‘w_lﬂ-?w_m ‘
m/z--> 20 40 60 80 100 120 140
Abundance #7673: Cyclohexane, 1,4-dimethyl-, cis- T —
53.0 97.0 13.00 13.50
m/z 56.10 44.36%
5000
27.0
077-q1]t4-? ‘ et SS
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\VX032123\
Data File : VX034652.D

Acqg On : 21 Mar 2023 14:16
Operator : JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 1-Nonanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.426  39.29 ug/l 883523  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cycloheptane 98 C7H14 000291-64-5 64
3 Isopropylcyclobutane 98 C7H14 000872-56-0 62
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 53
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 52
Abundance Scan 2024 (13.426 min): VX034652.D\data.ms (-2020) (- m/z 55.10 100.00%
551
5000
83.1
—
040 1321 13.50
0 38 4162-2 m/z 56.10  98.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24382: 1-Nonano!
56.0
5000 U
83.0 13.50
29.0 m/z 41.10 93.64%
ol ‘ m 1ﬂp_o 126.0
\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #3712: Cycloheptane
55.0 98.0
— =
13.50
5000 m/z 43.10 76.05%
27.0
810 |
o et
m/z--> 20 40 60 80 100 120 140 160
Abundance #3746: Isopropylcyclobutane =
56.0 13.50
m/z 69.10 73.01%
5000 39.0
98.0
0 \\‘\8140 ‘
! et ==
m/z--> 20 40 60 80 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX034652.D

Acqg On : 21 Mar 2023 14:16
Operator : JC/MD

Sample : 02013-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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|
Ethanol 2.050 39.0 ug/l 567600 1 5.550 727430 50.0
Eucalyptol 12.103 42.9 ug/l 963920 4 12.024 1124440 50.0
1-Hexanol, 2-et... 12.219 94.8 wug/l 2133080 4 12.024 1124440 50.0
1-Pentanol, 2-m... 12.859 189.3 ug/l 4257230 4 12.024 1124440 50.0
Ether, 6-methyl... 12.975 52.1 wug/l 1170730 4 12.024 1124440 50.0
Carbonic acid, ... 13.073 56.1 wug/l 1261090 4 12.024 1124440 50.0
unknown13.103 13.103 257.0 wug/l 5779070 4 12.024 1124440 50.0
Cyclopropanecar... 13.128 584.7 wug/l 13148800 4 12.024 1124440 50.0
(S)-(+)-6-Methy... 13.225 140.0 wug/l 3147530 4 12.024 1124440 50.0
1-Nonanol 13.426 39.3 wug/l 883523 4 12.024 1124440 50.0
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