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Data File: 12
Current Data Path:

E:\GCMS Data\ChemLab
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E:AGCMS Data\ChemLab
Unknown

Original Data Path:
Sample Type:

Sample 1D: 4 Sample Name:

Operator: W.T Acquisition Date: 08/14/19 11:25:14 AM
Run Time(min): 16.58 Comments:

Vial: 1 Injection Volume(pl): 10.00

Scans: 4877 Low Mass(m/z): 50

High Mass(m/z): 400 Sample Volume(ul): 0.00

Sample Weight: 0.00 ISTD Amount: 0.000

Calibration Level: Dilution Factor: 1.00

Instrument Method: E:\GCMS

Original Processing Method:

Methods\ChemLab\CLT.meth

Current Processing Method: N/A Calibration File: N/A
Method type: Rcquisition - General

MS transfer line temperature: 270 °C

Ion source temperature: 260 °C

Use acquisition threshold: No

Ionization mode: EI

Run completion:
Segment #1:

GC run time

Start time: 0.5 min
Filament/multiplier/dynode on: Yes
Chromatography filter on: Yes
Chrom. filter peak width time: 1 sec
Use tune file emission current: Yes

Use last tuned detector gain: Yes

Use tune file electron energy: Yes
Calibration gas: Off
Scan #1

Tune file: (Last Saved)
Ion polarity: Positive
Data type: Centroid
Start mass: 50 amu
End mass: 400 amu
Scan time: 0.2 sec

NOTICE: If this method uses a linked external file in timed mode or is used
for an AutoSIM acquisition run, please see the scan header report in the raw
file for scan event source information.

Acquisition Time
Use oven run time:

Oven Method

Maximum temperature:
Prep-run timeout:
Equilibration time:
Ready delay:

Oven on/off:
Cryogenics enable:
Cryogenics threshold:
Cryogenics timeout:
Initial temperature:
Initial hold time:
Number of ramps:

Yes

280.0 °c
10.00 min
0.50 min
0.00 min
On

Off

50.0 °C
60.00 min
60.0 °C
5.00 min
1

Ramp 01 rate: 30.0 °C/min

Ramp 01 final temperature: 270.0 °C

Ramp 01 hold time: 5.00 min

S/SL - Front Method

S/SL mode: Split
Temperature enable: On
Temperature: 250 °C
Split flow enable: On

Split flow: 20.0 mL/min
Purge flow: 5.0 mL/min
Constant septum purge: On

Carrier mode:

Constant Pressure
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Carrier pressﬁre enable: On

Carrier pressure: 80.00 kPa
Vacuum compensation: On

Carrier gas saver enable: On

Carrier gas saver flow: 25.0 mL/min
Carrier gas saver time: 2.00 min
Backflush enable: On
Backflush start time: 1.50 min
Backflush duration: GC Run Time

Run Table Method

Ext. event #1 prep-run value: off
Ext. event #2 prep-run value: Off
Ext. event #3 prep-run value: off
Ext. event #4 prep-run value: Off
Ext. event #5 prep-run value: off
Ext. event #6 prep-run value: Off
Ext. event #7 prep-run value: off
Ext. event #8 prep-run value: Off
Aux. oven event #1 prep-run value: Off
Aux. oven event #2 prep-run value: Off
Aux. oven event #3 prep-run value: Off
Aux. oven event #4 prep-run value: Off
Aux. oven event #5 prep-run value: Off
Aux. oven event #6 prep-run value: Off
Aux. oven event #7 prep-run value: Off
Aux. oven event #8 prep-run value: Off
Sampling
Sample volume (ul): 0.10
Plunger strckes: 3
Viscous sample: Yes
Sampling depth in vial: Center
Injection
Injection depth: Standard
Pre-Inj dwell time (s): 0.0
Post-Inj dwell time (s): 0.0
Washes
Pre-Inj solvent: c
Pre-Inj solvent cycles: 3
Sample rinses: 3
Post-Inj solvent: D
Post-Inj solvent cycles: 3
RT: 0.00 - 17.08
1004 11,03 :"Easg
9&5 7.03 TIC MS 12
80
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N
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Peak Height Peak Width Peak Areca Area % SIN BL Saturated
1.55 83355384.23 021 214237490.37 461 3517559 BB No
1.96 1162446.26 0.06 2308725.54 005  490.55 BB No
2.10 59292739.24 0.14 139854125.69 301 25021.27 BB No
2.40 592622.78 0.05 1090843.76 0.02 250.08 BB No
2.68 23804719.33 0.15 61232793.58 1.32 1004548 BB No
3.07 1573377.80 0.09 3842102.85 0.08 663.96 BB No
3.64 1987226.79 0.07 4705592.22 0.10 838.60 BB No
4.02 1799746.81 0.09 4810867.06 0.10 759.48 BB No
4.21 2081716.91 0.09 5766889.26 0.12 878.48 BB No
4.40 808900.75 0.07 2189193.07 0.05 341.35 BB No
5.06 3619155.64 0.18 19215111.95 0.41 1527.27 BB No
5.20 411748.74 0.05 799819.64 0.02 173.76 BB No
5.61 3579719.03 0.07 7418134.08 0.16 1510.63 BB No
5.81 3244262.83 0.07 6435784.87 0.14 1369.06 BB No
5.90 2837849.73 0.06 5385612.05 0.12 1197.56 BB No
6.41 443263.06 0.04 658277.36 0.01 187.06 BB No
7.02 1202812221.19 0.17 2188553364.20 47.11 507581.30 BB No
717 2469016.97 0.09 5747448.72 0.12 1041.91 BB No
7.23 1936245.91 0.06 3827874.04 0.08 817.09 BB No
7.30 1104699.42 0.05 1776275.22 0.04 466.18 BB No
7.75 454428.62 0.06 1153748.21 0.02 191.77 BB No
8.08 10731010.88 0.09 19465126.14 0.42 4528.44 BB No
8.20 2122314.62 0.09 5722391.30 0.12 895.61 BB No
8.30 18178673.74 0.09 32486440.09 0.70 7671.32 BB No
8.38 1160399.44 0.10 3074077.43 0.07 489.68 BB No
8.50 539599.23 0.06 1321522.39 0.03 227.71 BB No
8.67 700598.03 0.06 1315253.52 0.03 295.65 BB No
8.79 731578.08 0.08 2166702.17 0.05 308.72 BB No
8.90 597080.63 0.03 809051.49 0.02 251.97 BB No
8.98 74220834.19 0.14 121774724.57 2.62 31320.86 BB No
9.09 57691954.07 0.07 91078670.14 196 24345.74 BB No
9.16 3945115.92 0.06 6390612.50 0.14 1664.82 BB No
9.24 451897.10 0.03 616832.01 0.01 190.70 BB No
9.36 1210044.08 0.05 1831396.39 0.04 510.63 BB No
9.47 541146.60 0.05 877537.05 0.02 228.36 BB No
9.65 417906.27 0.05 873024.60 0.02 176.35 BB No
10.00 1171646.82 0.12 2573186.81 0.06 494.43 BB No
10.24 463599.80 0.05 754200.90 0.02 195.64 BB No
10.29 538086.34 0.05 858265.49 0.02 227.07 BB No
10.35 691780.49 0.04 1025556.68 0.02 291.93 BB No
10.79 911812.35 0.10 2312454.98 0.05 384.78 BB No
11.03 1054498022.70 0.30 1653093272.69 35.58 444993.38 BB No
11.92 720292.42 0.05 1199282.76 0.03 303.96 BB No
15.19 507814.10 0.08 1349664.03 0.03 214.30 BB No
15.88 3339590.51 0.14 9914307.00 0.21 1409.29 BB No
16.40 504976.66 0.17 1699663.53 0.04 213.10 BB No
RT: 0.96-217 SM: 13G 12#308 RT: 1.55 AV: 1 AV: 5 SB: 12 301-306 310-315 NL: 3.50E7
1 RT: 1.55 ;I;,E? F: {00} + [:7?7:\]\ ms [50.00-400.00]
TIC F: 0.0} + 1004
‘cEl Full ms.
[50.00-400.00] o0
MS ICIS 12 3
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2 210 mé
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2 E
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i o
a0
20
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m‘m';i?‘ L ARE AR VR “;

Time (min)



ChemLab Technologies - GC/MS Report

RT RSI  Probability Library Molecular Formula Molecular Weight
1.55 610 615 46.35 mainlib C5H6F202 136
1.55 587 675 16.92 mainlib C8HI12 108
1.55 521 550 2.67 mainlib C6HINSI 123
1.55 520 620 2.56 nist_ msms CTH802 124
1.55 519 529 2.46 mainlib CTH9Br 172
Hit Spectrum Delta Compound Structure
2-Propen-1-0l, 3,3-difluoro-, acetate
Formula C5H6F202, MW 136, CAS# 1597-40-6, Entry# 8836
100 43 3 3,3-Difluoro-2-propenyl acetale #
90
80 5 73 4
3
S 70 L) J
g ped u fl'] Iqﬁ 94
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ﬁ 30 93
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T PO | i < S =1 M 200 300 400
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1-Hexen-3-yne, 5,5-dimethyl-
Formula C8H12, MW 108, CAS# 4911.58-4, Entry# 60086
5.5-Dimethyl-1-hexen-3-yne #

Silanamine, N-phenyl-
Formula C6HINSI, MW 123, CAS# 5578-85-8, Eniry# 42604
Silylamine, N-phenyl-

4-Methylcatechol
Formula CJHED? MW 124, CAS# 452-86-8, Enlry# 6249
$:060qQ/riple quadrupole

-
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Hit Spectrum Delta Compound Structure
Nortricyclyl bromide
Formula C7H9Br, MW 172, CAS# NA, Enlry# 60212
200 93
90
80|
€ 70 =
g 604 77
2 s0
2
£ 40 a0
2 30+
20 27 o
51 8 |94
‘"‘f"{ il BlEs e e o o = o SR
L L T
miz
RT: 1.43-249 SM: 13G 12#430 RT: 1.96 AV- 1 AV:5 SB: 12423428 432437 NL: 7.00ES
1 155 NL: F: {0.0} +c El Full ms [50.00-400.00]
&375 1004 1
< El Full ms
MS ICIS 12 E
80
210 3
e E
704
§ £ ol
2 E
= 2 50
i i
304
20
1 103
REL36 227 240 W dsts a2 1o zse amt  sar oo
R e o e = o T T S P 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
1.96 836 945 41.93 mainlib C4HTNO2 101
1.96 809 879 35.42 replib C3HTNO 73
1.96 832 935 35.42 replib C3HTNO 73
1.96 750 754 3.61 replib C4H11BO2 102
1.96 739 773 247 nist_ msms C4H8N203 132
Hit Spectrum Delta Compound Structure
Acetamidoacetaldehyde
Formula C4HTNOZ, MW 101, CAS# 64790-08-5, Entry# 8695
43 N-(2-Oxoethyl)acetamide #
100
90|
80| b
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Hit Spectrum

Delta

Compound Structure
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Isoxazolidine

Formula C3H7NO, MW 73, CAS# 504-72-3, Entry# 3700

Isoxazole, tetrahydro-

™
397

Isoxazolidine

Formula C3H7NO, MW 73, CAS# 504-72-3, Entry# 3928

Isoxazole, tetrahydro-

™
397

Boronic acid, ethyl-, dimethyl ester

Formula C4H11BO2, MW 102, CAS# 7318-82-3, Enlry# 8944

Ethaneboronic acid, dimethyl ester

58

3-Ureidopropionic acid

Formula C4HBN203, MW 132, CAS# 462-88-4, Entry# 12279

$:061T/ion trap

P!
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RT: 1.56-269 SM: 13G . 12#471 RT: 210 AV:1 AV- 5 SB: 12 464460 473478 NL: 4.79E7
: ;ll}_"g F: {00 + E’.EI‘FLI\ ms [50.00-400.00]
TIC F: {0.0} + 100,
€ El Full ms.
[50.00-400.00] 90
MS ICIS 12 ;
80+
=
§ ol
H H
] 2 s0]
i i
]
2]
103
E | 1266 1851 2072 265.3 3159 3587 3943
5 i N‘)D 150 200 250 300 350
miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
2.10 937 937 70.40 replib C4H802 88
2.10 938 942 70.40 mainlib C4H802 88
2.10 884 927 13.79 mainlib C3HTNO 73
2.10 871 987 8.90 nist_ msms C4H9NO2 103
2.10 841 953 247 nist_ msms C2H5NO3 91
Hit Spectrum Delta Compound Structure

Relative Abundance Relative Abundance

Relative Abundance

1.3-Dioxolane, 2-methyl-
Formula C4HBO2, MW 88, CAS# 497-26-7, Eniry# 36954

2.Methyl-1,3-dioxolane
100 L 1 s
90
80 5
70
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60 o
50+ 43
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20+ o = 1
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LU #3lfss s |so e IEE L2 L L B L |
S B I By ey L e e 100 200 300 399
30 40 50 60 70 B8O
miz
1,3-Dioxolane, 2-methyl-
Formula C4HBOZ, MW 88, CAS# 497-26-7, Enlry# 8927
2.Methyl-1,3-dioxolane
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0 il 74
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T
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Acetaldenyde, O-methyloxime
Formula C3HTNO, MW 73, CAS# 33581-43-0, Entry# 4172
(1E)-Ethanal o-methyloxime #
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Hit Spectrum Delta Compound Structure
DL-3-Aminoisobutyric acid
Formula C4HINOZ, MW 103, CAS# 144-90-1, Entry# 12270
73 58 $:061T/ion trap
100 1
90
L 5 -
§ 10 l
it 1
2 5o
2 a0 -5
=5
2 30 H 2
20+ 1
10
50 85 T
LI e 399
60 65 70 75 80 8s
miz
O-(Carboxymethyl)hydroxylamine
Formula C2HSNO3, MW 91, CAS# 645-88-5, Entry# 12333
73 58 $:061T/ion trap
100+ 1
90
L 5 -
§ 10 l
it 1
3 o] !
2 a0 -5
=5
2 30
20+ A
60
10 L e e e e e e e e e e e | H: H
0 e I
miz
RT: 1.88-293 SM: 13G 12#560 RT: 240 AV-1 AV: 5 SB: 12 553-558 562567 NL: 4 20ES
. glg&—, F {00} +c EAEH'J\ ms [50.00-400.00]
TIC F: (0.0} + 1oa T
€ El Full ms.
[50.00-400.00] a0
MS ICIS 12 3
80+
7 E
70
£ £ o
2 g
= 2 s
268 3
i i
30
20
1 103
1. RT.240 E ‘ 146.2 2071 2542 3130 3670
R i L e FARR PR KRS RALLS AN ROV
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
2.40 894 910 65.11 replib C4H602 86
2.40 898 913 65.11 mainlib C4H602 86
2.40 840 953 11.98 nist_ msms CI9H23N30 309
2.40 825 932 7.26 nist_ msms CI14H22N20 234
2.40 815 835 5.12 replib C5H100 86
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Hit Spectrum Delta Compound Structure
1,4-Dioxin, 2,3-dihydro-
Formula C4HE02, MW 86, CAS# 543-75.9, Entry# 50594
p-Dioxin, 2,3-dihydro-
1
E
a
b3
g 55 71 91 146 221 254 367
H o r
2
E:
2 5
=5
3
E
T
100 200 300 400
1,4-Dioxin, 2,3-dihydro-
Formula C4HE02, MW 86, CAS# 543-75-9, Enlry# 331
-Dioxin, 2,3-dihydro-
1004 2 7 p e
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Formula C19H23N30, MW 309, CAS# 642-72-8, Entry# 4967
57 :060qQtriple quadrupole
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Formula C14H22N20, MW 234, CAS# 137-58-6, Enlry# 793
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Hit Spectrum Delta Compound Structure
2.Pentanone
Formula CSH100, MW 86, CAS# 107-87-9, Enlry# 2807
43 . Ethyl acetone
100 86
90
80 5 58
g 70 5)1
| |87
.g prdl il 87 146 21 254 367
2 s0
2 a0 -5
2 a0
[:3
20+ M L =1
M o 1 4 45 555|B it 87
4 3 L o s o e e e e |
ol 52545, g9 122 B 2 400
30 40 50 60 70 80
miz
RT: 210-325 SM: 13G 12#642 RT: 268 AV-1 AV- 5 SB: 12 635640 644-648 NL: 1.08E7
NL: F: (0.0} + ¢ El Full ms [50.00-400.00]
100 5.85E7 88.1
3 TICF: {ou 1007
90 < El Full ms
E [50.00-400.00] 201
1 MS ICIS 12 3
o] ]
3 80
709 E
J 704
§ £ o
E 50} g 0
i “FE RT:2.68 é 3
E £
mE 304
= ]
10; 103
E Z40 283 ad E 1130 15862 2071 2691 3299 3607 3059
2!2 2!4 2!5 2!5 3!0 3‘2 5 N‘)D |éﬂ 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
2.68 917 923 78.93 replib C4H802 88
2.68 907 913 78.93 replib C4H802 88
2.68 914 922 78.93 replib C4H802 88
2.68 951 961 78.93 mainlib C4H802 88
2.68 916 934 19.81 replib C5H1003 118
Hit Spectrum Delta Compound Structure
51951, RS! 961, mainlib, Entry# 236, CAS# 123-91-1, 1,4-Dioxane 1,4-Dioxane
Formula C4HBO2, MW 88, CAS# 123-91-1, Enlry# 236
28 p-Dioxane
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e
H
Hit Spectrum Delta Compound Structure
51917, RSI 923, replib, Entry# 98, CAS# 123-91-1, 1,4-Dioxane 1,4-Dioxane
Formula C4HBOZ, MW B8, CAS# 123.91.1, Entry# 98
-Di
. 28 3 p-Dioxane
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=
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1,3,6-Trioxocane
Formula CSH1003, MW 118, CAS# 1779-19-7, Eniry# 94
Diethylene glycol formal
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S1914, RSI 922, replib, Eniry# 100, CAS# 123.91.1, 1,4-Dioxane 1,4-Dioxane
Formula C4HBOZ, MW 88, CAS# 123-91-1, Enlry# 100
28 p-Dioxane
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51907, RSI 913, replib, Entry# 59, CAS# 123-91-1, 1,4-Dioxane 1,4-Dioxane
Formula C4HBOZ, MW B8, CAS# 123.91-1, Entry# 99
-Dioxane
100 3¢ 1 i
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RT:254-362 SM: 136G
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12 £757 RT:3.07 AV: 1 AV: 5 SB: 12 750-755 758764 NL: 1.22E6

3 NL: F: {00} + ¢ El Full ms [50.00-400.00]
241E7
TIC F: {0.0} + 100,
€ El Full ms.
MS ICIS 12 ;
80+
=
§ o]
H H
- 2 s0]
i j o
30+
20
1 RT:307 107
293 332 344 E 90.0 168.1 2071 269.1 327.0 3640
26 28 30 32 4 a6 5 o N‘)D |§a 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
3.07 923 923 95.07 NISTDEMO C4H1002 90
3.07 923 923 95.07 mainlib C4H1002 90
3.07 914 926 95.07 replib C4H1002 90
3.07 929 929 95.07 replib C4H1002 90
3.07 744 775 1.52 replib C4HINO 87
Hit Spectrum Delta Compound Structure
Ethanol, 2-sthoxy-
Formula C4H1002, MW 90, CAS# 110-80-5, Entry# 614
31 -Ethoxysthanol
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Ethanol, 2-ethoxy-
Formula C4H1002, MW 90, CAS# 110-80-5, Entry# 1992
59 4-Ethoxysthanol
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Ethanol, 2-ethoxy-
Formula C4H1002, MW 50, CAS# 110-80-5, Entry# 27147
59 a-Ethoxyethanol
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Hit Spectrum Delta Compound Structure
Ethanol, 2-ethoxy-
Formula C4H1002, MW 90, CAS# 110-80-5, Enlry# 6834
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Butanal, oxime
Formula C4HING, MW 87, CAS# 110-69-0, Entry# 6841
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90
80 5
g 704 72
g n o1 1
H 60 o .|J v
2 s H
2 40 2 /W
5
Z 30 42
| IS :
38 54 7 87 L e e e T
!.1-?‘.*1}.|¥'J‘..-Hla.:"...-‘.?.3...‘». 100 a0 3%
30 40 50 &0 70 B8O
miz
RT:3.11-419 SM: 13G 12#925 RT: 384 AV:-1 AV: 5 SB: 12918923927-832 NL: 1.00E6
1 RT: 3864 ;‘l‘\_ﬂ F:{0.0} +c EIB;|:\ ms [50.00-400.00]
TICF: {00} + 100
€ El Full ms.
[50.00-400.00] a0
MS ICIS 12 3
80+
=
§ £ ol
2 g
= 2 s
i i
0
20
10
E 1291 1854 2871 3167 3700
3«!2‘ ‘J! il ‘J‘EI B I T ) 5 i |BD 150 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
3.64 888 892 95.06 mainlib C6H1202 116
3.64 697 795 2.85 replib C5H1002 102
3.64 683 716 2.85 replib C5H1002 102
3.64 743 809 2.85 mainlib C5H1002 102
3.64 685 693 0.52 mainlib C8HIRO 130
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Compound Structure

Relative Abundance

87

43

Relative Abundance
w
9

1,3-Dioxolane, 2-ethyl-2-methyl-
Formula C6H1202, MW 116, CAS# 126-39-6, Entry# 51953
2-Butanone, cydlic ethylene acetal

5
57 a9 129
il i
-5
-
R ] g
100 200 300 39

1,3-Dioxane, 2-methyl-
Formula CSH1002, MW 102, CAS# 626-68-6, Entry# 51873
m-Dioxane, 2-methyl-

miz

o

Relative Abundance

53848

Relative Abundance
i e S
Il sl

L. 57
i [
5 86
—80 129
50 o 1 II
40| 5
31
30+ 45 101
59

Sl 1 -
10 - 57| 5, 73 &4

L2ﬁ]{ 3:5] 1 71|?“ll 8 L e e e e A B

I e e e B e R A iy 100 200 300 3%

20 40 &0 80

1,3-Dioxane, 2-methyl-
Formula CSH1002, MW 102, CAS# 626-68-6, Entry# 2821
m-Dioxane, 2-methyl-

5:’71

55| 86

-Jm 129

o T i e e i o S e R S
100 200 300 3%

3-Pentanol, 3-ethyl-2-methyl-
Formula CBH180, MW 130, CAS# 597-05-7, Enlry# 15658
2-Methyl-3-ethyl-3-pentanol

"3
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Hit Spectrum Delta Compound Structure
1,3-Dioxane, 2-methyl-
Formula C5H1002, MW 102, CAS# 626-68-6, Entry# 11810
& m-Dioxane, 2-methyl-

Relative Abundance .
p3385583838

12#1035 RT: 402 AV: 1 AV: 5 SB: 12 1028-1033 1037-1042 NL: 6.37ES
F: {00} + c El Full ms [50.00-400.00]
1

Term 1003
‘cEl Full ms.
MS IC1S 12 E
80+
=
§ £ ol
2 g
= 2 s
| i
30+
20
104
3 116.1
3 | 1521 2059 2426 281.1 345.1 3834
) ‘3!6 ‘3!8‘ ! AED‘ " Il‘2l 'l!“ i 5 Y 'N‘)D T 150 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
4.02 708 762 16.99 replib C4H1IN 73
4.02 688 779 7.74 replib CTH160 116
4.02 688 825 7.74 mainlib C8H160 128
4.02 682 708 6.08 replib C7H140 114
4.02 680 748 5.61 replib C5H1202 104
Hit Spectrum Delta Compound Structure
51708, RSI 762, replib, Entry# 468, CAS# 78-81-9, Isobutylamine Isobutylamine
Formula C4HT1N, MW 73, CAS# 78-81-9, Enlry# 468
100 =0 1 73 1-Propanamine, 2-methyl-
90|
80| 5 55
£ 10 53
2 = 116 131 206
2 5o
2 0] -5
=
2 304
20 E
10 2

8 2 73
2 39
12— 211 A3 54 55 58 72|

L N
40 50 60 70

miz
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Hit Spectrum

Delta Compound Structure

Relative Abundance
w
9
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29 57
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Relative Abundance
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il
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miz

Relative Abundance

Relative Abundance
w
g

il

56

29 31

a5
27 39

20

1|1l

40

3,5-Dimethyl-5-hexen-3-ol
Formula CBH160, MW 128, CAS# 1569-46-6, Entry# 36970

399

3-Pentanol, 2,4-dimethyl-
Formula C7TH160, MW 116, CAS# 600-36-2, Entry# 9003
Diisopropylcarbinol

T
399

1-Hepten-4-ol
Formula CTH140, MW 114, CAS# 3521-91-3, Entry# 4621

\/Tv

T
399

Neopentyl glycol
Formula C5H1202, MW 104, CAS# 126-30-7, Entry# 5227
1,3-Propanediol, 2,2-dimethyl-




RT:367-476 SM: 136G

ChemLab Technologies - GC/MS Report

12

#1082 RT: 421 AV:1 AV:§ SB:

12 1085-1080 1094-1099 NL: 8.89ES

1 RT:4.21 NL: F: {0.0} +c El Full ms [50.00-400.00]
23266 1005
T[“E:LFF:?M + 7
<El Full ms
4.02 [50.00-400.00] 80
MS ICIS 12 3
o] .1
709
§ § o]
H H
% 4.40 e
3 40
304
20
: 388 05 he
3 B7.0 163.2 2092 2530 2019 3559 395.1
3!5 l‘ﬂ ll2 4!4 4!6 5 ||‘)D 150 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
4.21 948 952 71.77 mainlib C5H120 88
4.21 942 949 TL77 replib C5H120 88
4.21 913 961 71.77 replib C5H120 88
4.21 890 908 71.77 replib C5H120 88
4.21 948 952 TL77 NISTDEMO C5H120 88
Hit Spectrum Delta Compound Structure
1-Pentanol
Formula CSH120, MW 88, CAS# 71-41.0, Enlry# 2234
42 Pentyl alcohol
100+ 55 2
90
80 5
70
£ 70 4
. o158 ?ﬂ_ﬁ 117 163 253
5
2 so 0 ‘ H
®
2 31 %
H g - . /\/\/D
3 43
2 30 N 55 57
20+ 4 1
10 a5
15 26 38 53‘5& 7 87 L o e e e |
— lll ] ol T~ e ]‘ . 100 200 3 400
20 0 60 80
miz
1948, RSI 952, mainlib, Enlry# 4447, CAS# 71-41.0, 1-Pentanol 1-Pentanal
Formula CSH120, MW 88, CAS# 71-41.0, Enlry# 4447
42 Pentyl alcohol
100+ 55 2
90
80 5
70
£ 70 4
. o158 ?ﬂ_ﬁ 117 163 253
5
3 50+ 1 ‘ H
]
2 31 2
% ‘0 29 5
3 43
2 30 N 55 57
20+ 4 1
10 a5
15 26 38 53‘5& 7 87 L o e e e |
T T ljll T JJ\ JJ\. \‘L “ T ]\ ll? T O 400
20 0 60 80
miz
S1942, RSI 949, replib, Entry# 1443, CAS# 71-41-0, 1-Pentanal 1-Pentanal
Formula C5H120, MW 88, CAS# 71-41-0, Entry# 1443
42 Pentyl alcohal
100 1
90
80 5
@ % 70
£ 1M 55 53 j
el ol-33ilEm 17 163 253
E] 41 70
< 50 a1 H
2 4 29 -5
=
g 30
L 43 57
20+ 27 R
10 ] &l 69
15 A
15 26 33J 5;‘53 z 87 L o o U e i e LS B |
fsi—illlplaly A L J‘ 1 IE.' 1 100 200 300 400
20 0 60 80
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Hit Spectrum Delta Compound Structure
51913, RSI 961, replib, Entry# 1438, CAS# 71-41-0, 1-Pentanol -Pentanol
Formula C5H120, MW 88, CAS# 71-41.0, Entry# 1438
42 Pentyl alcohol
100
90
80 55
i “ 70 53515_{?n
g prdl 3 87 163 253
2 54 3 H
2 40 /\/\/
2 a0
& 43
39
20+ b
10 44 69
IE: U ltﬂ g
R ey o s e e e o e e e ey | 100 400
30 40 £0
miz
51890, RSI 908, replib, Entry# 1439, CAS# 71-41.0, 1-Pentanol 1-Pentanol
Formula C5H120, MW 88, CAS# 71-41.0, Entry# 1439
42 Pentyl alcohol
100+
90
80 55
g 704 4 szsflﬂ
3 ol mpm 171 117 13 253
5 70
2 s0 H
2 43
£ a0 2
H - /\/\/
2 30
20+
10 27 45 69
[MAES Jf | 54|| 58 171 R T
B e B I s e e e e e 400
30 0 50 60 70
miz
RT: 387-494 SM: 13G 12 #1147 RT: 440 AV: 1 AV: 5 SB: 12 1140-1145 1148-1154 NL: 181ES
1 an NL: F: {0.0} +c El Full ms [50.00-400.00]
2.37E6 68.1
TIC F: {0.0} + 100
€ El Full ms.
MS ICIS 12 3
80+
=
£ £ o
2 g
= 2 s
i i
30
2 1151
103
E Lyl 1871 2070 2609 3208 3710
T g e T
40 42 4. 4 5 100 150 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
4.40 780 878 32.95 mainlib C5H100 86
4.40 779 878 31.67 mainlib C5H100 86
4.40 770 866 22.99 mainlib C5H100 86
4.40 728 808 6.89 replib C5H100 86
4.40 744 848 6.89 replib C5H100 86
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Hit Spectrum Delta Compound Structure
3-Penten-1-0l, (2)-
Formula CSH100, MW 86, CAS# 764-38-5, Entry# 18745
55 (32)-3-Penten-1-0l #
100
90 o
80|
2 a2
£ 704
270 371 39
gw— 2.;31 39
2 50+
2 a0
=5
2 30 53
20 44 5
10+ I 38 51 J 58
3 T
!.iu.‘]“l\'u“l\ ! 300 399
30 40 o e
miz
3-Penten-1-ol
Formula C5H100, MW 86, CAS# 39161-19-8, Entry# 18574
55 3-Pentenol
100 ! 67
90 68
80| E
g o] 56 Y i 115
g 51 | 129
129 167 270 371 39
g i i Ll L r
2
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= 2 1
= 40 39 -5
= a1
2 30+
20 A
i ol 86
| 8| 11, 87 T I e o WA A |
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30 40 80
3-Penten-1-0l, (E)-
Formula CSH100, MW 86, CAS# 764-37-4, Entry# 18575
55 trans-3-Pentenol-1
100 1 -
90| =
57
s A A s
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H ) “h;q 167 270 371 3%
2 o0 1
2
250 2 a
= 40 39 X
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3-Buten-1-ol, 3-methyl-
Formula C5H100, MW 86, CAS# 763-32-6, Enlry# 1009
Isobutenylcarbinol
55
&8
g J 115
5.
5 A 1129 167 270 33w
5 i
2
2
2
=
3
e T B B S R e
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miz

Hit Spectrum Delta Compound Structure
3-Buten-1-o, 3-methyl-
Formula CSH100, MW 86, CAS# 763-32-6, Enlry# 1001
41 Isobutenylcarbinol
100 1
90 85
80 i E 68
gq ¥ 54 L 15
[ 68 3
129 167 270
'g 60 o ‘ | 1t 371 3%
< 50 39
2 a0 Y -5t
=5 67
2 30 5 58
20 86 -
43 1
m—l 3g|_44 5'7.55{ a7 L e e e
%IE\H!“\'.4?I|E!\[.|‘f’u'| B 100 0 300 399
30 40 S0 60 70 80
miz
RT:442-560 SM: 13G 12 #1340 RT: 506 AV: 1 AV: 5 SB: 12 1333-1338 1342-1347 NL: 2 26E6
1 RT:5.06 NL: F: {0.0} +c El Full ms [50.00-400.00]
3.89E6
TIC F: {0 100
‘cEl Full ms.
MS IC1S 12 E
80+
=
§ £ ol
2 g
= 2 s
i j o
30+
20
103
981 1523 2052 2430 2819 3270 3875
l!ﬁ l[ﬂ 5!0 5'2 5!4 50 100 150 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
5.06 914 999 47.86 nist_ msms KNO3 101
5.06 914 999 47.86 nist_ msms NNaO3 85
5.06 797 831 2.72 replib C2H6S 62
5.06 763 805 0.99 replib C2H602 62
5.06 774 800 0.99 replib C2H602 62
Hit Spectrum Delta Compound Structure
Sodium nitrate
Formula NNaO3, MW 85, CAS# 7631-99-4, Enlry# 2074
62 61 $:061T/ion trap
100+ 1
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2 70 I
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Compound Structure

Relative Abundance Relative Abundance

Relative Abundance

Relative Abundance
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1
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T
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Potassium nitrate

Formula KNO3, MW 101, CAS# 7757-79-1, Enlry# 2079

$:061T/ion trap

Dimethyl sulfide
Formula C2H6S, MW 62, CAS# 75-18-3, Entry# 4066
Methane, thiobis-

Peroxide, dimethyl
Formula C2H602, MW 62, CAS# 690-02-8, Enlry# 578
Methyl peroxide

Peroxide, dimethyl
Formula C2H602, MW 62, CAS# 690-02-8, Entry# 159
Methyl peroxide
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12#1383 RT: 520 AV: 1 AV: 5 SB: 12 1376-1381 1385-1300 NL: 3 B3ES

% NL: F: (0.0} + ¢ El Full ms [50.00-400.00]
ol 561  389E6 731
TICF: {00} + 100,
€ El Full ms.
MS ICIS 12 ;
80+
=
§ o]
H H
- 2 s0]
i i
30+
RT:520 20
! 475 538 10 1011
= N, l i 1921 2499 3062 368.1
'IIEB‘ "5‘0" I5|2‘ IS‘I‘ ‘IE!GVI 5 ||‘)DH|§0” 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
5.20 811 860 55.23 mainlib C6H1202 116
5.20 843 893 55.23 replib C6H1202 116
5.20 799 889 11.97 mainlib C6H1202 116
5.20 792 945 9.17 replib C3H602 74
5.20 776 859 5.28 mainlib C5HBO3 116
Hit Spectrum Delta Compound Structure
1,3-Dioxolane, 2-(1-methylethyl)-
Formula C6H1202, MW 116, CAS# 822-83-3, Entry# 8924
P 73 " 1,3-Dioxolane, Z-isopropyl-
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% 1| ss 71|74 115
5 8 101 LA Ly L |
A S P TE
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miz
1.3-Dioxolane, 2-(1-methylethyl)-
Formula C6H1202, MW 116, CAS# 822-83-3, Enlry# 37058
o 73 1,3-Dioxolane, Z-isopropyl-
90
80 5
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1,3-Dioxolane, 2-propyl-
Formula C&H1202, MW 116, CAS# 3390-13-4, Entry# 37065
73 Butanal, cyclic 1,2-ethanediyl acetal
100
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Hit Spectrum Delta Compound Structure
1,3-Dioxolane
Formula C3H602, MW 74, CAS# 646-06-0, Enlry# B899
. 73 3 Ethylene glycol formal
90
80 5
€ 70 7
2 29 5 101
k= 44 5-1_1 108 250 306
g &0 - T
2 s0
2 a0 -5
= 45
2 30 all
20 15 -1
2
10 P
19 26) | 1y 14 7| L |
o= trrre et e e 100 200 300 400
20 40 ] 60 70
miz
d-Arabinal
Formula CSHBO3, MW 116, CAS# 496-61-7, Enlry# 36940
100 e 1
90+
80+ 5
2 ool 101
2 56 |1g5
HS 129 250 306
gw— 1nﬂ i ]
2 s0
2 a0 -5
3
i 307 43
207 29 44 7.1 g
o 3|45 o 74 16
58 81 99 LIS S S N e B B B e |
o 100 200 300 400
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RT:508-6.15 SM: 13G

12#1503 RT: 561 AV: 1 AV: 5 SB: 12 1486-1501 1505-1510 NL: 148E6

. gl;ms F: {0.0} - E: Full ms [50.00-400.00]
1 TIC F: {0.0} + 100 5
€ El Full ms.
[50.00-400.00] a0
590 MS ICIS 12 3
80+
=
§ o]
2 g
= 2 s
i j o
2 E 115.1
30
20| |871
600 10]
1 167.1 221.0 2830 3343 3757
UL s io 10 2% 0 380
miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
5.61 702 716 24.84 mainlib C9H1603 172
5.61 674 678 17.54 replib C8H1603 160
5.61 692 711 17.54 replib C8H1603 160
5.61 688 700 14.82 mainlib C9H1603 172
5.61 682 684 11.64 mainlib C12H2203 214
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Hit Spectrum Delta Compound Structure

2-(11

1,3-Di ., 2-(1,1-dimethylethyl) thyl-
Formula C9H1603, MW 172, CAS# 113505-75-2, Enlry# 32217
Z2-fert-Butyl-6-methyl-1,3-dioxan-4-one #

Relative Abundance

Furan, 2,5-diethoxytetrahydro-
Formula CBH1603, MW 160, CAS# 3320-90-9, Enlry# 6616
2,5-Diethoxytetrahydrofuran
100
90
80
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5
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s
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T
o 300 395
1,3-Dioxan-4-one, 2-(1,1-dimethylethyl)-5-methyl-, (2s-cis)-
Formula CPH1603, MW 172, CAS# 107289-32-7, Enlry# 23371
. Z2-fert-Butyl-5-methyl-1,3-dioxan-4-one #
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1,3-Dioxan-4-one, 2-heptyl-6-methyl
Formula C12H2203, MW 214, CAS# 99902-24-6, Enlry# 33005
69 2-Heptyl-6-methyl-1,3-dioxan-4-one #
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S 70
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Hit Spectrum

Delta

Compound Structure

Relative Abundance

Furan, 2,5-diethoxytetrahydro-

Formula CBH1603, MW 160, CAS# 3320-90-9, Enlry# 6327

300 395

12 #1563 RT: 581

2,5-Diethoxytetrahydrofuran

AV: 1 AV: 5 SB: 12 1588-1581 1565-1570 NL: 2. 11E6
ms [50.00-400.00]

F: {0.0 +c El Full
871
AT S8 EkFF: ll "3
50.00-400.00] 50
5.90 MS ICIS 12 E
80+
=
£ £ o
2 g
= 2 s
i i
30+
e AR I
e 80 613 67 s J
e 1410 1809 2529 2915 3293 379.2
‘5!4 5!6' " 515‘ i IE‘D ) ‘6!2" 5”'|‘ “'éﬂl 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
5.81 787 849 32.44 mainlib C7TH1402 130
5.81 766 789 13.80 mainlib C7TH1402 130
5.81 763 769 12.19 replib C8HIRO 130
5.81 753 960 8.61 nist_ msms C4H405 132
5.81 743 745 6.07 mainlib C8HIRO 130
Hit Spectrum Delta Compound Structure
1,3-Dioxolane, 2-methyl-2-propyl-
Formula C7H1402, MW 130, CAS# 4352981, Entry# 51871
87 4 2-Pentanone, cyclic 1,2-sthanediyl acetal
5
g n
3 7p | 72
5 o r AN
2
2 -5
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4 & 115
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3 88 g
57 &9 £ LA L e
!IJI'.‘““ B h, ——ee 100 200 300 398
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Hit Spectrum Delta Compound Structure

Relative Abundance Relative Abundance

Relative Abundance

Relative Abundance

1,3-Dioxolane, 2-methyl-2-(1-methylethyl)-
Formula CTH1402, MW 130, CAS# 4405-16-7, Enltry# 9468
1,3-Dioxolane, 2-isopropyl-2-methyl-

54
sp 7' 87 116
511 laas
.5
2
o YT
100 200 300 398

3-Hexanol, 2,3-dimethyl-
Formula CBH180, MW 130, CAS# 4166-46-5, Entry# 11828

2,3-Dimethyl-3-hexanol
100 o 1 W
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Oxalacetic acid
Formula C4H405, MW 132, CAS# 328-427, Enlry# 14374
87 $:060-TOF
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4-Heptanol, 4-methyl-
Formula CBH180, MW 130, CAS# 598-01-6, Entry# 52013

87 4-Hydroxy-4-methylheptane
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12#1588 RT: 590 AV: 1 AV: 5 SB: 12 1581-1586 1590-1505 NL: 1.36E6

NL: F: {00} + ¢ El Full ms [50.00-400.00]
AT7TEE 6.1
TICF: {0.0} + 100,
€ El Full ms.
5.90 MS ICIS 12 3
80+
709
§ o]
H H
- 2 s0]
i j o
&
30 1151
20
B7.1
b 60 513 627 10 l
3 | 1581 207.8 260.1 316.1 3542 3062
5“ 5!6 E‘B 5.‘0 5!2 E‘I 5 N‘)D 150 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
5.90 715 726 27.08 mainlib C9H1603 172
5.90 704 713 18.58 mainlib C9H1603 172
5.90 686 700 9.58 replib C8H1603 160
5.90 676 677 6.76 mainlib CI12H2203 214
5.90 675 685 6.50 replib CTH160 116
Hit Spectrum Delta Compound Structure
1,3-Dioxan-4-one, 2-(1,1-dimethylethyl)-6-methyl-
Formula C9H1603, MW 172, CAS# 113505-75-2, Enlry# 32217
69 2-tert-Butyl-6-methyl-1,3-dioxan-4-one #
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1,3-Dioxan-4-one, 2-(1,1-dimethylethyl)-5-methyl-, (2s-cis)-
Formula C9H1603, MW 172, CAS# 107289-32-7, Enlry# 23371
4 57 " 2-tert-Butyl-5-methyl-1,3-dioxan-4-one #
b 69
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Furan, 2,5-diethoxytetrahydro-
Formula CBH1603, MW 160, CAS# 3320-90-9, Entry# 6616
o 58 , 69 2,5-Diethoxytetrahydrofuran
90|
80-{ E
a 87
£ 1M 115 59
3 86 17 129
£ o0 57 o
F 50
2 a0 -5t
K 43 69
2 30 85
20 |45 =
47
10-] 17 59
0|20 159 o e e B |
o e —r——h 100 00 300 398
50 150
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1,3-Dioxan-4-one, 2-heptyl-6-methyl
Formula C12H2203, MW 214, CAS# 99902-24-6, Enlry# 33005
59 58 2-Heptyl-6-methyl-1,3-dioxan-4-one #
100 1
90
80| 5 59
g 704 | 87
H] 3f,1 s
2 o0 I
2 s0
£ 40 115 e
=5
2 30
20+ 41 =1
43
10+ .ij 87 qqp| 122
. ia} T
¥ \l l, T .‘]F. T — 00 200 300 398
50 100 150 200
miz
S1 675, RSI 685, replib, Entry# 6979, CAS# 589-82.2, 3-Heptanol 3.Heptanol
Formula CTH160, MW 116, CAS# 589-82-2, Enlry# 6979
59 3.Hydroxyheplane
100+ b 1
90
L 5 18
§ 10 w
3 68 O 129
5 T
2 s0
2 a0 -5
=5
2 30
20+ A
10-]
T T
o 398
RT:589-693 SM: 13G 12#1739 RT: 641 AV: 1 AV: 5 SB: 12 1732-1737 1741-1746 NL: 539E5
NL: F: {0.0} + c El Full ms [50.00-400.00]
1003 3.07E6 721
E TICF: {0.0} + 1oa
o0 < El Full ms
B [50.00-400.00] a0
E| MS ICIS 12 3
o] E
3 80+
709 E
| 70
§ £ o
£ o 3 o]
] £ o
i i
] 0]
2] 2]
10; 103
] E | 1202 1651 2029 2531 3060 M43 3886
5 Y '"‘:D o |éﬂl ! 250 300 350
miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
6.41 903 995 51.00 nist_ msms C4H9NO2 103
6.41 876 949 15.00 replib C3H602 74
6.41 846 999 4.17 nist_ msms C4H1002 90
6.41 846 999 4.17 nist_ msms C4H1INO 89
6.41 844 898 3.84 mainlib C4H803 104
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DL-3-Aminoisobutyric acid
Formula C4HINO2, MW 103, CAS# 144-90-1, Entry# 12270
$:061T/ion trap

1,3-Dioxolane
Formula C3H602, MW 74, CAS# 646-06-0, Enlry# 8899
Ethylene glycol formal

4-Amino-1-butanol
Formula C4HT1NO, MW 89, CAS# 13325-10-5, Entry# 11062
$:061T/ion trap

2-Ethoxyethanol
Formula C4H1002, MW 90, CAS# 110-80-5, Entry# 25170
$:06Q-TOF
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Hit Spectrum Delta Compound Structure
1,3-Dioxolane-2-methanol
Formula CAHBO3, MW 104, CAS# 5694-68-8, Entry# 37117
73 Acetaldehyde, hydroxy-, cyclic 1,2-ethanediyl acetal
100 1
H
90
80-{ E
2
£ 704 55 85 oo
gbﬂ- 51,1 129 135 253
2 s0
2 a0 -5
=
Z 304
20 45 Rl
10 20 43 -
27—|L41|L4‘5 &0 71|~ 75 103 O BN A e e e e e e e e e e
LG e T, o P o T | 100 200 300 399
20 40 &0 80
miz
RT: 845-761 SM: 13G 12#1819 RT: 702 AV: 1 AV: 5 SB: 12 1912-1917 1921-1926 NL: 9. B0E8
1 RT:7.02 NL: F: {0.0} +c El Full ms [50.00-400.00]
‘llf-g 1004 .0
< El Full ms
MS ICIS 12 E
80+
=
£ ol
g
2 s
LI
30+
20
] 1291
3 | 11 s070 230 2092 smi sess
78 5 |‘ |§G 250 300 350
miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
7.02 825 844 51.16 mainlib CTH1402 130
7.02 767 844 15.05 replib C5H1002 102
7.02 798 897 15.05 mainlib C5H1002 102
7.02 766 841 4.02 mainlib C8H1404 174
7.02 760 986 3.16 mainlib C6H1202 116
Hit Spectrum Delta Compound Structure
1,3-Dioxolane, 2-butyl-
Formula C7H1402, MW 130, CAS# 4360-76-3, Entry# 37064
73 2-Butyl-1,3-dioxolane
100
90|
80|
£ 10 129 34
2 60 [
2 s0
£ a0
=
2 304
20+ 45
1027 4 57 71|74 129 .- T
“.“ T '}L'".'q?i". il T .BB‘ ‘w‘m‘ — T 100 200" 300" 398
40 &0 8 120
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Relative Abundance Relative Abundance

Relative Abundance

Relative Abundance

1,3-Dioxolane, 2-ethyl-
Formula CSH1002, MW 102, CAS# 2568-96-9, Enlry# 37066
Propanal, cyclic 1,2-ethanediyl acetal

5
129
55 111" 130
o |’|| T
-5
-
101
R I I S T S I R o
1-—|—v—v—v—|h 100 200 300 308
100

1,3-Dioxolane, 2-ethyl-
Formula CSH1002, MW 102, CAS# 2568-96-9, Enlry# 8959
Propanal, cyclic 1,2-ethanediyl acetal

100 1
90
80 5
70-{ 7129
o O S E
= l LI
45 -5

29 3
o 42

th,”-,m 55 falk:] .;91?1 e e e e e e e e e e e e e

R [, P PO e e M= 100 200 300 398

40 80 100

Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
Formula C8H1404, MW 174, CAS# NA, Entry# 36951
3.(1,3-Dioxolan-2-yl)propyl acetate #

ey

2-Butanone, 3-methoxy-3-methyl-
Formula C6H1202, MW 116, CAS# 36687-98-6, Enltry# 36944
3-Methoxy-3-methyl-2-butanone #

P 7 §

o

54855838348

73

% 0

54854838348

[ s 85 101 16 L e e o e
e T T
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12 #1963 RT: 717 AV: 1 AV: 5 SB: 12 1956-1961 1965-1970 NL: 6.76ES

100 ’:"J_HEQ F: {00} + ¢ El Full ms [50.00-400.00]
] TICF: {0.0} + 1
o0 < El Full ms
E [50.00-400.00]
1 MS ICIS 12
Lox
=
£ ;
£ o i
i o] i
1 &
a0
2
=
ﬂé 872 690 2 F{7 745 £ 3062 3439 3900
6.8 70 72 74 76 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
7.17 822 825 15.04 mainlib CI0H18 138
7.17 804 821 7.75 mainlib CI0H18 138
1.17 798 817 6.09 mainlib CI0H18 138
7.17 797 819 5.86 replib CI0H18 138
7.17 788 812 425 mainlib CI0H18 138
Hit Spectrum Delta Compound Structure
Cyclohexene, 1-(2-methylpropyl)-
Formula C10H18, MW 138, CAS# 3983-03-7, Enlry# 45931
1-Isobutyl-1-cyclohexene #
g
g
3
=
2
=
2
= 138
2
3
97 109 124 T
100 200 300 400
40 60 80 00 120 140
miz
Cyclohexene, 1-butyl-
Formula C10H18, MW 138, CAS# 3282-53-9, Enlry# 45677
95 1-Butyl-1-cyclohexene
100 1
90|
80-{
2 70 -
g oo 99 129 193
2 50
£ 40 -5
=
2 304
20 =
10
T T
o 100 200 300 400
Bicyclo[4.1.0lheptane, 3,7,7-trimethyl-, [15-(12,3a.62)]-
Formula C10H18, MW 138, CAS# 6069-97-2, Entry# 3035
3,7,7-Trimethylbicyclo[4.1.0heptane #
100+
90|
80-{
70

i

-

Relative Abundance
w o

TEE GG
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Hit Spectrum Delta

Compound Structure

Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-
Formula C10H18, MW 138, CAS# 554-59-6, Enlry# 13537
Carane

@
3
2
3
2
5
3
2
2
=
3
= 123 138
109
121 | 124
40 &0 80 100 120 140

Bicyclo[4.1 Olheptane, 3,7,7-trimethyl-, [15-(14,34,63)]-
Formula C10H18, MW 138, CAS# 2778-68-9, Entry# 61997

Relative Abundance

RT:6.70-7.76 SM: 136
' 74

NL:

Carane, (15,35,6R)-(-)-

12#1880 RT: 723 AV: 1 AV: 5 SB: 12 1973-1978 1982-1987 NL: 6.34E5
F: {0.0} + c El Full ms [50.00-400.00]

00
] T r00) - 1005
o0 < El Full ms
3 [50.00-400.00] a0
E| MS ICIS 12 3
Bck: m:
mé mé
£~ £ o
E =0 g 50
¥ ¥
a0 0
2 5
10; 103
E 6.90 OE 344.2 396.0
i 5!3 " 7‘0 " 5 150 200 250 300 350
miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
7.23 694 696 19.21 mainlib C9H1405 202
7.23 692 709 17.72 mainlib CI10H220 158
7.23 661 688 10.20 replib C8HIRO 130
7.23 676 676 10.20 replib C8HIRO 130
7.23 665 683 7.00 mainlib C10H22048 238
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Relative Abundance

§

Relative Abundance
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[ |‘\. Bl e 1
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miz

101
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e

100
miz

165
T
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2-1-Butyl-4-methyl-5-0x0-[1,3|dioxolane-4-carboxylic acid
Formula C9H1405, MW 202, CAS# NA, Enltry# 22882
2-tert-Butyl-4-methyl-5-0x0-1,3-dioxolane-4-carboxylic acid #

69
208 268 344
H
LML S R e e e e e ey |
100 200 300 399

Pentane, 2,2,4,4-tetramethyl-3-methoxy-
Formula C10H220, MW 158, CAS# NA, Entry# 67348
3-Methoxy-2,2,4,4-letramethylpentane #

73
5
S31)174 135 208 268 344
-1
L e e e e e e |
100 200 300 399

3-Hexanol, 3,5-dimethyl-
Formula CBH180, MW 130, CAS# 4209-91-0, Entry# 8934
3,5-Dimethyl-3-hexanol

H
3 208 268 344
T

L A |
300 399

-1

T
200

Sulfurous acid, isobutyl 2-methyl-4-methoxybutyl ester
Formula C10H2204S, MW 238, CAS# NA, Entry# 16114
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Relative Abundance .
P3385583838

73

3-Hexanol, 3,5-dimethyl-
Formula CBH180, MW 130, CAS# 4209-91-0, Entry# 9008
3,5-Dimethyl-3-hexanol

101
12
7| 202 B o o S o e
100 200 300 399
100
RT:8.78-7.82 SM: 13G 12#1899 RT: 730 AV: 1 AV: 5 SB: 12 1992-1987 2001-2006 NL: 3 18ES
. 7.02 NL: F: {00} + ¢ El Full ms [50.00-400.00]
‘llf-ﬁ 1004 731
< El Full ms
MS ICIS 12 E
L= 1011
703
£ ol
g
2 s
i
a0
20
109 1301
£ E A 156.3 192.2 2329 2810 3440 3_!;14
6.8 70 72 74 78 78 5 i '|DD o 150 200 2‘57‘ i IQI!KII ) ‘3&7 o
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
7.30 744 825 38.96 mainlib C9H200 144
7.30 717 746 11.46 replib C8HIBO 130
7.30 708 765 8.55 replib C9H200 144
7.30 709 723 8.55 mainlib C9H200 144
7.30 695 707 5.35 mainlib C9H1405 202
Hit Spectrum Delta Compound Structure
4-Heptanol, 3-ethyl-
Formula C9H200, MW 144, CAS# 19780-42-8, Entry# 19080
55 101 3-Ethyl-4-heptanol
100+ 1
90 7
80 so] 2
a
£ 541 " 1z 254 2w 344
8 o] itk
2 s0
2 0] -5
=5
2 30
20+ A
10-{
Bl T T
ol 400
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Relative Abundance
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Relative Abundance
N ow s o

Relative Abundance

3

Relative Abundance
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3-Hexanol, 3,5-dimethyl-
Formula CBH180, MW 130, CAS# 4209-91-0, Entry# 8934
3,5-Dimethyl-3-hexanol

101
15
97 116 ™
- 400
00 120
3-Heptanol, 2,4-dimethyl-
Formula C9H200, MW 144, CAS# 19549-72-5, Enlry# 36963
32,4-Dimethyl-3-heptanol
101
57 70
55 130
2 | 131 254 281 344
2 ) B
T
100 200 300 400
3-Heptanol, 2,4-dimethyl-
Formula C9H200, MW 144, CAS# 19549.72.5, Entry# 9012
o 2,4-Dimethyl-3-heptanol
70
57
130
54 1131 254 281 344
L e e e e
100 200 300 400

2-t-Butyl-4-methyl-5-0x0-[1,3]dioxolane-4-carboxylic acid
Formula C9H1405, MW 202, CAS# NA, Entry# 22882
2-tert-Butyl-4-methyl-5-0x0-1,3-dioxolane-4-carboxylic acid #

I
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RT:7.20-826 SM: 13G 2 1242131 RT: 775 AV:1 AV § SB: 122124-2129 2133-2138 NL: 1.29E5
= 808 !:ll‘_&_’ F: {00} + ¢ El Full ms [50.00-400.00]
TICF: {00} + 100,
€ El Full ms.
[50.00-400.00] 90
MS ICIS 12 ;
80
3
g e 60 031
H E
- 2 50
i i
820 R
20
i i ArrTS 103 13‘[2
o3 il 1789 2510 3063 -
e ] PR A AR s R K s
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
7.75 637 703 10.45 replib C7H140 114
775 652 752 10.45 mainlib C7H140 114
1.75 633 679 5.39 mainlib C10H200 156
7.75 634 688 5.39 replib C10H200 156
715 630 683 455 mainlib C10H200 156
Hit Spectrum Delta Compound Structure

lopentanemethanol, a-methyl-

C
Formula C7TH140, MW 114, CAS# 52829-98-8, Entry# 16093

1-Cyclopentylethanol

H
99
69 79
53-;1 138 139 251 306 34
T
TSt (N o e e o e e |
200 300 3%

lopentanemethanol, a-methyl-

Relative Abundance

1-Cyclopentylethanol

81 i
99

oz % 138

s14] 1. 139 251 306 341

T

B B e e e e e
100 200 300 39

(2)-4-Decen-1-0l

Relative Abundance

cis-4-Decen-1-ol

H
99
81
66 _7?-1. 100 138 251 306 341 396
l i
L T e B B
100 200 300 39

Relative Abundance

Cycl
Formula CTH140, MW 114, CAS# 52829-98-8, Enlry# 3910

Formula C10H200, MW 156, CAS# 57074-37-0, Entry# 1090
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Hit Spectrum Delta Compound Structure

(2)-4-Decen-1-ol
Formula C10H200, MW 156, CAS# 57074-37-0, Enlry# 3002
cis-4-Decen-1-ol

H
]
3 306 341 396
2
2
=5
3
T
0 3%
3-Decen-1-ol, (2)-
Formula C10H200, MW 156, CAS# 10340-22-4, Entry# 17967
55 cis-3-Decen-1-01
100 1
90| 9
80| E 81
8 2
k| g e1i 100 179 251 306 341
5 [
2 s [
£ 4 -5
=5
g s
2 B
1
112 128 | 139 156 LI B B e e e e |
100 200 300 3%
50 100 150
miz
RT: 7.55-863 SM: 13G 12#2229 RT: 808 AV: 1 AV § SB: 1222222277 2231-2236 NL: 5B1E6
. v:ngm F: {0.0} ’f:ra'rw ms [50.00-400.00]
TICF: {0.0} + fooy
€ El Full ms.
[50.00-400.00] a0
MS ICIS 12 3
80
3
§ £ ol
2 E
= 2 50
i i
30
20
850 L= 101.1
3 Lu |I 1540 1915 2319 269.1 3409 3963
‘7!5‘ ) ‘T!a IB!D‘ ) ‘8[2 ‘B‘ll " 'a!a 5 i N‘:D T 150 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
8.08 734 797 29.84 replib Cl10H220 158
8.08 720 775 29.84 mainlib CI10H220 158
8.08 747 800 29.84 replib CI10H220 158
8.08 717 796 8.29 replib CI10H220 158
8.08 711 780 6.52 mainlib C9HIBO 142
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Compound Structure

Relative Abundance

e
H
Hit Spectrum
51747, RSI 800, replib, Entry# 8599, CAS# 693-65-2, n-Amyl ether
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T L e e e e '
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SI 734, RSI 797, replib, Entry# 2568, CAS# 693-65-2, n-Amyl ether
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ATELY:

101

115

102
P
T

5
75
63 85
i Tyl 99
11
-5
R
—
100 200 300
1
5
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1
5
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RN
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n-Amyl ether
Formula C10H220, MW 158, CAS# 693-65-2, Enlry# 8599
Pentane, 1,1-oxybis-

n-Amyl ether
Formula C10H220, MW 158, CAS# 693-65-2, Enlry# 2568
Pentane, 1,1-oxybis-

n-Amyl ether
Formula C10H220, MW 158, CAS# 693-65-2, Entry# 35145
entane, 1,1-0xybis-

Butane, 1,1"-oxybis[3-methyl-
Formula C10H220, MW 158, CAS# 544-01-4, Entry# 8594
Isopentyl ether
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Ether, 3-butenyl pentyl
Formula C9H180, MW 142, CAS# 34061-78-4, Enlry# 8274

200 43 3-Butenyl pentyl ether #
90
80
]
§ ;;F_ 7
2 5o
£ 40 \/\/\/\/\
=5
2 3029
20+ 3;1- = 85
69
v o s A P
R e L L
miz
RT:7.85-874 SM: 13G 12 #2265 RT: 820 AV: 1 AV: 5 SB: 12 2258-2263 2267-2272 NL: 4 17ES
. v:ngm F {00} +c gl F'uw ms [50.00-400.00]
TIC F: {0 100 i
‘cEl Full ms.
MS IC1S 12 E
80+
=
£ £ o
2 g
= 2 s
i i
30+
20
8.50 887 “’E
o 1560  207.0 2491 2021 3.3 306.4
VN ‘B!l‘ 5!5' ) 5 100 150 200 250 300 350
miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
8.20 741 800 44.61 mainlib CI10H200 156
8.20 646 655 3.61 mainlib C9H1402 154
8.20 635 682 247 mainlib C9HIRO 142
8.20 635 693 247 mainlib C8HISNO3 173
8.20 631 687 2.09 mainlib C10H1802 170
Hit Spectrum Delta Compound Structure

Relative Abundance .
54555538348

Tetrahydrofuran, 2-ethyl-5-butyl-
Formula C10H200, MW 156, CAS# 164584-36-5, Enlry# 46058
2-Butyl-5-ethyltetrahydrofuran #

81 68

1 75
5
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o 156 234 279 334 356

T 1
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1.3-Benzodioxole, 2-ethenylhexahydro-
Formula C9H1402, MW 154, CAS# 55702-63-1, Entry# 45543
2-Vinylhexahydro-1,3-benzodioxole #

&-[5-Ethyl-2,3,4,5-tetrahydro-2-furyllglycine
Formula CBHTSNO3, MW 173, CAS# NA, Enlry# 45571
2-Amino-3,6-anhydro-2,4,5-Irideoxy-6-ethylhexonic acid #

83|127

2
148 234 279 334 356 o
LI B L A e e 2y e e e |
100 200 300 398
H

Furan, tetrahydro-2,2-dimethyl-5-(1-methylethyl)-
Formula C9H180, MW 142, CAS# 97265-00-4, Enlry# 46050
5-Isopropyl-2,2-dimethyltetrahydrofuran #

68
67|18
5
57 100
Sl 1?7 156 279 334 356
-5
B
rrrrrrrryrrrroryrrrr]
100 200 300 398

2-Oxepanone, 4-methyl-7-(1-methylethyl)-
Formula C10H1802, MW 170, CAS# 499-5-7, Enlry# 31881
3-Methyl-6-isopropyl-6-hexanolide

110 156 279 334 356
LA A L e e e |
200 300 398
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1242204 RT: 830 AV: 1 AV: 5 SB: 12 2287-2282 20062301 NL: 8.75E6

830 NL: F: {0.0} +c El Full ms [50.00-400.00]
ol 1.88E7
TIC F: {0.0} + 100,
€ El Full ms.
MS ICIS 12 ;
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3|73
70
§ o]
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< 2 =]
i i
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3 129.2 _177.0 2139 2540 2900 3782 3859
5 ||‘)D 150 200 250 300 350
miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
8.30 884 884 75.21 mainlib C5H1202 104
8.30 931 933 75.21 replib C5H1202 104
8.30 853 901 11.87 mainlib C7TH160 116
8.30 865 917 11.87 replib CTH160 116
8.30 847 901 6.12 replib CTH160 116
Hit Spectrum Delta Compound Structure
1,2-Pentanediol
Formula C5H1202, MW 104, CAS# 5343-92-0, Entry# 4801
100 = 1
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a
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1,2-Pentanediol
Formula C5H1202, MW 104, CAS# 5343-92-0, Entry# 19085
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3-Hexanol, 2-methyl-
Formula C7H160, MW 116, CAS# 617-29-8, Entry# 9005
100+ 55 73 B 1-Isopropyl-1-butanol
90| 61
80-{ E
2 v .
5 |69 129
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3-Hexanol, 2-methyl-
Formula C7TH160, MW 116, CAS# 617-29-8, Entry# 19081
200 55 3 1-Isopropyl-1-butanol
90 73
80 5 sl
@
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o 223 s s 72
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20 40 &0 80 100
miz
S1 847, RSI 901, replib, Entry# 4803, CAS# 589-55.9, 4-Heptanol 4-Heptanol
Formula C7TH160, MW 116, CAS# 589-55-9, Entry# 4803
100 55 3 Dipropylcarbinol
90
61
80 5
@
g7 60 J &7 129
g oo T
2 s0
2 a0 -5
=5
2 30
20+ A
10-]
o 100 260 o a9
RT:7.85-8968 SM: 13G 12#2316 RT: 838 AV: 1 AV: 5 SB: 122309-2314 2318-2323 NL: 3 38ES
1 T- B38 ’:‘l‘;m F: {0.0} *&E‘l Full ms [50.00-400.00]
TIC F: {0.0} + 100
€ El Full ms.
[50.00-400.00] a0
MS ICIS 12 3
80+
7 E
70
g 808 e ]
80
2 g
= 2 s
i i
0
820 =] 1011
1 aso 867 879 10]
788 3 l 1930 2550 3869
B0 Bz | a4 as 8@ AR IR PR R RN AR !
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
8.38 708 792 29.11 mainlib CI0HIBO 154
8.38 703 795 23.46 mainlib C10H1803 186
8.38 679 803 7.86 replib CI0HIBO 154
8.38 677 752 7.25 mainlib CTH9F302 182
8.38 664 742 4.68 mainlib C10H1803 186
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Hit Spectrum Delta Compound Structure
1,3-Nonadien-6-ol, B-methyl-
Formula C10H180, MW 154, CAS# NA, Entry# 30766
&8 67 (6E)-2-Methyl-6,8-nonadien-4-ol #
100 1
90
80— 5 55
3 101
k| ] 5 ,I ||104 193 255 282 334 387
£ 60 i .“ 1 5 )
< 50 i 69
s
= a0 .
H 41 o7 5
2 30 a5
207 39 -1
10 4y 57 85
31 79 a7
—87 g7 136 154 (L e (I e e
Ll Ll Ly e 100 300 395
50 100 150
miz
Isobutyl 3-methylbut-3-enyl carbonate
Formula C10H1803, MW 186, CAS# NA, Enlry# 30712
68 67
100 1
90+
80 E 55
3 101
k| | 53 leam 193 282 334 387
2 o0 oyl
5
2 s0 T
2 a0 -5
=
2 30+ 41 67 | 69
] 57 p
10 29 39
22, Jlj"silg.a 70 71 94 103 117 e e e e o e wa m
L B B e e e e e e R L e e e e 100 200 300 395
20 60 80 100 120
miz
7-Octen-4.0l, 2-methyl-6-methylene-, (S)-
Formula C10H180, MW 154, CAS# 35628-05-8, Enlry# 7820
3 7-Octen-4-ol, 2-methyl-6-methylene-, (-}-
@
g 101
3 104 193 255 282 334 387
5
3
2
2 5
=
3
85 1
79
1k 15-”1-93_13 121 136 T
I B 100 200 300 395
80 100 120
miz
4-Penten-1-ol, rifluoroacetate
Formula CTHIF302, MW 182, CAS# NA, Enlry# 29969
100 6 1
90+
. o 68 507 o 68 -
S 70 N 8
3 60 N 69 ss |l f10e 193 282 334 387
5 T
£ 50+
s
3 of
S0 w5 5
2 30 55
20 o 1
10+ ﬂ‘ 71
26 ! 97 125 141 183 181 L e e e e e e
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Hit Spectrum

Delta

Compound Structure

Isobutyl pent-4-enyl carbonate

Formula CT10H1803, MW 186, CAS# NA, Enlry# 30568

100 L 1
90 e
. 80| E o
k| | 5-1J |,||104 193 282 334 387
g o R
2 s0 6.1 57 |&9 ‘
2 a0 -5
=5
2 30+
0 39| s .
2 3 3
%] Zﬁ_Jl‘:ﬂLLﬁg]lg? 20 73 89 103 117 131 R e T e R
UYL L T e 3
miz
RT:7.88-905 SM: 13G 12 #2354 RT: 850 AV: 1 AV § SB: 12 2347-2352 2356-2361 NL: 5.06E5
. 898 NL: F: {0.0} + c El Full ms [50.00-400.00]
= g
c El Full ms.
MS ICIS 12 E
80
3
§ £ ol
2 E
= 2 50
i i
]
20
103
E 4 J Y 1362 1820 2320 269.0 306.0 343.0 380.2
8.0 82 84 86 aa 2.0 5 Y |‘ o |éﬂl 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
8.50 798 963 30.33 replib C3H602 74
8.50 769 877 8.59 mainlib C6H140 102
8.50 762 818 6.58 mainlib C10H1602 168
8.50 758 932 5.56 nist_ msms C4H1002 90
8.50 755 879 491 mainlib CI10H16BrCI302 352
Hit Spectrum Delta Compound Structure
1,3-Dioxolane
Formula C3H602, MW 74, CAS# 646-06-0, Enlry# 8899
o 73 4 Ethylene glycol formal
90|
80| 5
£ 70
5 o 2 44 55 717 91 117 182 260 388
2 5o I
£ a0 -5
Z a0 @ 45
204 15 g -1
10+ 257 a4 14
ol L llse TG T e she | 3
20 30 40 50 o
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Hit Spectrum

Delta Compound Structure

Relative Abundance Relative Abundance
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T
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Pentane, 3-methoxy-
Formula CeH140, MW 102, CAS# 36839-67-5, Enlry# 37087
1-Ethylpropyl methyl ether

1,3-Dioxolane, 2-(6-heptynyl)-
Formula C10H1602, MW 168, CAS# 25595-82-8, Enlry# 37084
2-(6-Heptynyl)-1,3-dioxolane #

388

2-Ethoxyethanol
Formula C4H1002, MW 90, CAS# 110-80-5, Entry# 25158
$:06Q-TOF

55|79 93 182 209 269

1,3-Dioxolane, 2-(3-bromo-5,5,5-trichloro-2, 2-dimethylpentyl)-
Formula C10H16BrCI302, MW 352, CAS# NA, Entry# 37089
2-(3-Bromo-5,5,5-richloro-1,1-dimethylpentyl)-1,3-dioxolane #

9
72l 117 182 269 388
i
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1242404 RT: 867 AV:1 AV: 5 SB.

12 2307-2402 2406-2411 NL: 1.49E5

100+ 898 NL: F: {0.0} +c El Full ms [50.00-400.00]
B TA49ET .
E TICF:{0.0} + 100 5
o0 < El Full ms
3 [50.00-400.00] 0]
1 MS ICIS 12 E
B0+ 08 e
| 80+
7] E
| 70
i £ o
£ o 5 o]
§ “F; i 40 1131
30; B30 Rar
2] 2]
10; 103
q oo 8.50 &7 E 1501 n4p 267.0 3248 3088
o L i
8.2 84 8.6 88 a0 5 200 50 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
8.67 686 801 8.78 replib C8HIBO 130
8.67 696 758 8.78 replib C8HIRO 130
8.67 700 784 8.78 replib C8HIRO 130
8.67 698 759 8.09 mainlib CIOH17F302 226
8.67 691 818 6.20 mainlib C8HI16 112
Hit Spectrum Delta Compound Structure
51 700, RSI 784, replib, Entry# 5209, CAS# 111-87-5, 1-Octanol 1-Octanol
Formula C8H180, MW 130, CAS# 111-87-5, Enlry# 5209
56 Octyl alcohol
100 1
55
90| . o
g l 13
8
5 61 I\ L_‘M 177 267 325
: EL LD
= H
£ -5 \/\/\/\/o
=
2
B
B e e e e e e e e
100 200 300 399
1-Octyl trifluoroacetate
Formula C10H17F302, MW 226, CAS# 2561-21-9, Enlry# 32070
— 55 69 Octyl trifluoroacetate
90|
e 70
3
S 70+
g oo & g
F 50
£ a0
5
B3 L
20+
B e 100 200 300 399
50 100 150 200
miz
S 696, RSI 758, replib, Entry# 1017, CAS# 111-87-5, 1-Octanol

41

Relative Abundance

1-Octanol
Formula CBH180, MW 130, CAS# 111-87-5, Entry# 1017
Octyl alcohol
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Hit Spectrum Delta Compound Structure
Cyclopropane, pentyl-
Formula C8H16, MW 112, CAS# 2511-91.3, Entry# 20792
. i Pentane, 1-cyclopropyl-
13
5
g 57
k| L L IJJ4 177 267 325 347
5 - ‘
3
2
2 5
=5
4
B
T
100 200 300 3
S1 686, RSI 801, replib, Entry# 5208, CAS# 111.87-5, 1.Octanol 1-Octanol
Formula CBH180, MW 130, CAS# 111-87-5, Enlry# 5208
56 . Octyl alcohol
55 a9 113

Relative Abundance .
p38555538348

"LL h LM 177 267 375 347
"
H
r \/\/\/\/D

LA S R e e e e e e e ey |
100 200 300

399
RT:826-9.34 SM: 13G 12#2439 RT: 879 AV: 1 AV: 5 SB: 12 2432-2437 2441-2446 NL: 144E5
. 898 ;";gk—, F: {0.0} + c El Full ms [50.00-400.00]
TICF: {00} + 100
€ El Full ms.
[50.00-400.00] a0
MS ICIS 12 3
Q.09 h
80+
£ E
70
£ £ o
2 g
= 2 s
i i
30
20
1 103
B0 ALE 3 } Jhdn mo B3 amo
84 86 88 2.0 92 5' ”"HH'éall ﬁllﬁ‘llﬂll ‘3@‘”'
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
8.79 774 825 7.25 mainlib C22H45CI3Si 442
8.79 770 839 6.40 mainlib CI12H260 186
8.79 771 820 6.40 replib CI12H260 186
8.79 762 822 4.65 mainlib CI10H220 158
8.79 761 781 4.47 replib C20H400 296
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Hit Spectrum Delta Compound Structure
Silane, trichlorodocosyl-
Formula C22H45CI3Si, MWW 442, CAS# 7325-84-0, Entry# 5777
43 Docosyltrichlorosilane
100 1
90
57
80} 5 n
@ 85
S 70 52
g [df100 168 196 267 335 368
2 oo
2 s0
2
2 .o 2 Q‘}g\/\/\/\/\/\/\/\/\/\/\
=5 I
2 3o
20 1
10
o 125 168 266 294 L T
100 200 300 400
miz
1-Octanol, 2-butyl-
Formula C12H260, MW 186, CAS# 3913028, Enlry# 2140
2-Butyl-1-octanol
100+
90
80
@
§ 10
196 267 335 3
g 80 i
2 s0
2
£ a0
=5
2 30 0
20+
10-]
—
o 200 300 398

267 335 368

Relative Abundance

~

f—5% 168 196 267 335 368

Relative Abundance
e ok
iill i Ll

1-Octanol, 2-butyl-
Formula C12H260, MW 186, CAS# 3913-02-8, Entry# 22453
2-Butyl-1-octanol

1-Heptanol, 2-propyl-
Formula C10H220, MW 158, CAS# 10042-59-8, Enlry# 7476
2-Propylheptanol
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100 200 300

Hit Spectrum Delta Compound Structure
Octadecane, 1-(ethenyloxy)-
Formula C20H400, MW 296, CAS# 930-02-9, Entry# 2167
13 Ether, octadecyl vinyl
100 1
90 57
80 41
@
§ 10
2 sl 2 168 197 267 335 368
2 5o
2 a0 o9 g3 e e e e S T g
2 a0
[:3 85
20+ 97 A
" 112”31401%224253231 B e e o A BE SAR e
L e e 398
50 100 150 200
miz
RT:838-9.42 SM: 13G 12 #2471 RT: 890 AV: 1 AV: 5 SB: 12 2484-2489 2473-2478 NL: 1.29ES
1 RT: 880 ;‘lq_gg F: {0.0} +c El Full ms [50.00-400.00]
TICF: 1007
‘cEl Full ms.
MS IC1S 12 E
80+
=
£ o
g
2 s
i
a0
20
10] 1683
a1, | 11 l 2081 2811 3251 396.1
84 a8 a8 2.0 a2 24 5"'"‘:0”'%0” ‘ZI‘JDI.Z‘H*‘IIH!'QII ‘3&7”.
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
8.90 791 839 7.86 replib C12H24 168
8.90 805 861 7.86 mainlib C12H24 168
8.90 794 848 5.39 mainlib C12H24 168
8.90 792 842 4.97 replib C12H24 168
8.90 792 845 4.97 replib C12H24 168
Hit Spectrum Delta Compound Structure
2-Dodecene, (E)-
Formula C12H24, MW 168, CAS# 7206-13-5, Enlry# 18390
el 55 1 (2E)-2-Dodecene
90
80 5
8 83
5 i To'diﬁb 168 208 281 325 389
2 5o [
£ a0 5 S R T AT
=5
2 30
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o
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Hit Spectrum Delta Compound Structure

Relative Abundance

Relative Abundance

Relative Abundance
w
9

6-Dodecene, (E)-
Formula C12H24, MW 168, CAS# 7206-17-9, Enlry# 18775
(6E)-6-Dodecens

83

5 i 55
53) I 136 208 281 325 389

-5¢ ' \/\/\/\/\/\

-1

150

3-Dodecene, (E)-
Formula C12H24, MW 168, CAS# 7206-14-6, Enlry# 4455
trans-3-Dodecene

3-Dodecene, (E)-
Formula C12H24, MW 168, CAS# 7206-14-6, Entry# 953

1
5

55 83 g,

53]_“1 136 208 281 335 389

Relative Abundance
w
g

2-Dodecene, (E)-
Formula C12H24, MW 168, CAS# 7206-13-5, Entry# 4598
(2E)-2-Dodecene
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1242494 RT: 898 AV: 1 AV: 5 SB: 12 2487-2482 2496-2501 NL: 4.11E7

miz

RT:888 NL: F: {0.0} +c El Full ms [50.00-400.00]
d T.49ET 100, 81
TIC E:{0.0} + J
€ El Full ms.
[50.00-400.00] 90
MS ICIS 12 E
80+
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§ o]
E g 1151
- 2 s0]
i j o
30+
0]
10]
3 L' 1712 2150 2530 2800 3369 3831
a6 a8 a0 82 24 5 ||‘)D |§a 21‘)0 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
8.98 709 716 40.37 mainlib C12H2203 214
8.98 681 691 11.65 mainlib C21H4202 326
8.98 674 676 8.93 mainlib CI10H2002 172
8.98 667 684 6.84 mainlib C9H1603 172
8.98 658 664 4.96 mainlib C21H4202 326
Hit Spectrum Delta Compound Structure
1,3-Dioxan-4-one, 2-heptyl-6-methyl
Formula C12H2203, MW 214, CAS# 99902-24-6, Enlry# 33005
69 2-Heptyl-6-methyl-1,3-dioxan-4-one #
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90
80
@
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5
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J_ ml ) se LN L s e |
I e e e e PR B e 100 200 300 399
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miz
1,3-Dioxepane, 5-methyl-2-pentadecyl-
Formula C21H4202, MW 326, CAS# 56599-34-9, Enlry# 83314
15 69 5-Methyl-2-pentadecyl-1,3-dioxepane #
100 1
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80 5
@
S 70+ A
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£ o0 oty
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ey 200 399
50 100 150 2 50 300
4-Methoxymethoxy-ocl-2-ene
Formula C10H2002, MW 172, CAS# NA, Eniry# 16453
o 45 s - (2E)-4-(Methoxymethoxy)-2-octene #
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Hit Spectrum Delta Compound Structure
1,3Dioxan-4-one, 2-(1,1-dimethylethyl)-5-methyl-, (2s-cis)-
Formula COH1603, MW 172, CAS# 107289-32-7, Enlry# 23371
. 57 . 2-tert-Butyl-5-methyl-1,3-dioxan-4-one #
N &9
8 5
§ 7 69 115
3 67 171
5
2 5 2 -
z. s &
3
& 305
2 43 =1
1 58 A
J 72 |88 103 [176 128 T
L e e e e — 100 200 300 399
50 100 150
miz
1,3-Dioxolane, 4-(1-methylethyl)-2-pentadecyl-
Formula C21H4202, MW 326, CAS# 56599-35-0, Enlry# 83333
115 69 4-Isopropyl-2-pentadecyl-1,3-dioxolane #
100+ 1
90
80 5
@
2 70 5721
100 7N
§ oo 03—t
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2 a0 -5
= 69
2 30
20+ A
10+ 116
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{ e B e e e e e e A LS 399
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RT: 856-963 SM: 13G 12 #2527 RT-908 AV: 1 AV § SB: 12 2520-2525 2529-2534 NL: 3 31E7
NL: F: {0.0} + c El Full ms [50.00-400.00]
003 7.49ET 6.1
E TICF: {0.0} + 1oa
o0 < El Full ms
3 [50.00-400.00] a0
E MS ICIS 12 E
80 RT:9.09 E
] 80
709 E
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g BDE e ] 1151
£ g =3
i j o
a0 0
2] 2]
10% 10
P o /T 1712 2071 2601 3720 3630 3091
86 aa a0 92 9.4 96 5 N‘:D |éﬂ 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
9.09 725 729 36.14 mainlib C12H2203 214
9.09 711 809 22.62 mainlib CT7TH1402 130
9.09 700 707 15.52 mainlib C21H4202 326
9.09 686 689 9.71 mainlib C21H4202 326
9.09 662 675 3.25 mainlib C9H1603 172



ChemLab Technologies - GC/MS Report

Hit Spectrum Delta Compound Structure
1,3-Dioxan-4-one, 2-heptyl-6-methyl
Formula C12H2203, MW 214, CAS# 99902-24-6, Entry# 33005
69 115 2-Heptyl-6-methyl-1,3-dioxan-4-one #
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90+ n
80| E
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1,3-Dioxane, 2,4,6-trimethyl-, (23,42,62)-
Formula C7H1402, MW 130, CAS# 19145-91-6, Enlry# 83285
m-Dioxane, 2,4, 6-trimethyl-, cis-2,4 cis-2,6-
a
g
2
5 val
2
s
2
E:
2
=
3
——
200 300 399
1,3-Dioxepane, 5-methyl-2-pentadecyl-
Formula C21H4202, MW 326, CAS# 56599-34-9, Entry# 83314
115 69 54 -pentadecyl-1,3-dioxepane
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2
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1,3-Dioxolane, 4-(1-methylethyl)-2-pentadecyl-
Formula C21H4202, MW 326, CAS# 56599-35-0, Enlry# 83333
69 4-Isopropyl-2-pentadecyl-1,3-dioxolane #
100 L 1 propyl-2-p y
90|
80| 5
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Hit Spectrum Delta Compound Structure
1,3Dioxan-4-one, 2-(1,1-dimethylethyl)-5-methyl-, (2s-cis)-
Formula COH1603, MW 172, CAS# 107289-32-7, Enlry# 23371
. 57 . 2-tert-Butyl-5-methyl-1,3-dioxan-4-one #
b &9
8 5
g 69 115
k] 671_J71 129 171
2 s al 87
2, 18 5
=5
& 3075
2 43 =1
1 58 A
J 72 |88 103 [176 128 L e o e |
gy = T 100 200 300 399
50 100 150
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RT:883-969 SM: 13G 12 #2548 RT:9.16 AV: 1 AV: 5 SB: 12 2541-2546 2550-2555 NL: 167E6
. 888 ;‘la_ga F: {00} + ¢ El Full ms [50.00-400.00]
£ 6.1
TICF: 1007
‘cEl Full ms.
[50.00-400.00] 0]
MS IC1S 12 E
80+
=
£ ol
g
2 s
LI
30+
20
10] 1201
3 1722
3 JJ l | 194.4 2612 208.3 334.1 388.1
88 2.0 22 24 9.6 5 o 'N‘)D o |éﬂll 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
9.16 691 711 16.72 mainlib C9H2002 160
9.16 678 697 16.72 replib C9H2002 160
9.16 691 717 16.72 mainlib C9H1602 156
9.16 673 911 8.62 mainlib C9H1602 156
9.16 659 717 5.40 replib C6H1402 118
Hit Spectrum Delta Compound Structure
2-Propenoc acid, 2-methyl-, pentyl ester
Formula COH1602, MW 156, CAS# 2849-98-1, Enlry# 3221
Methacrylic acid, pentyl ester
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Hit Spectrum Delta

Compound Structure
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1,3-Propanediol, 2-butyl-2-ethyl-
Formula C9H2002, MW 160, CAS# 115-84-4, Entry# 32085
BEP

54
51 73 100 112 473 949
T
-5
-1
R
100 200 300 398

1,3-Propanediol, 2-butyl-2-ethyl-
Formula C9H2002, MW 150 cns# 115- 54 4, Eniry# 8189

Hjt/

2-Propenoic acid, 2-methyl-, 1-methylbutyl ester
Formula C9H1602, MW 156, CAS# 94159-12-3, Enlry# 3100
1-Methylbutyl methacrylate

2-Ethyl-2-methyl-1,3-propanediol
Formula C6H1402, MW 118, CAS# 77-84-9, Entry# 3918
2-Methyl-2-ethyl-1,3-propanediol
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1242570 RT: 924 AV: 1 AV: 5 SB: 12 2563-2568 2572-2577 NL: 1.32ES

e NL: F: {00} + ¢ El Full ms [50.00-400.00]
: . my
o0 < El Full ms
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1 MS ICIS 12 E
B0+ .09 e
E 80+
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i £ o
E =0 E 50
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2 2
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5 100 150 200 250 300 350
miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
9.24 642 725 21.60 mainlib C9H2002 160
9.24 656 727 21.60 replib C9H2002 160
9.24 628 751 6.23 replib C10H220 158
9.24 622 770 4.90 mainlib CTH160 116
9.24 621 749 4.71 mainlib CTH160 116
Hit Spectrum Delta Compound Structure
1,3-Propanediol, 2-butyl-2-ethyl-
Formmia CoH2002, MW 160, CASE115-84-4, Entryd 8189
&9
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1.3-Propanediol, 2-butyl-2-ethyl.
Formula C9H2002, MW 160, CAS# 115- 34-4 Entry# 32085
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T
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3-Octanol, 3,7-dimethyl-
Formula C10H220, MW 158, CAS# 78-69-3, Entry# 9068
Linalool tetrahydride

~ 173 254

5 344 388 H
=5
=1

™
100 200 300 399
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Hit Spectrum

Delta

Compound Structure

1-Hexanol, 5-methyl-

!
Formula CTH160, MW 116, CAS# 627-98-5, Entry# 6922

5-Methyl-1-hexanol

@
k| 2 254 280 344 388
2
2
=5
4
B
T
100 200 300 399
1-Hexanol, 3-methyl-
Formula C7H160, MW 116, CAS# 13231.81.7, Enlry# 6824
3-Methyl-1-hexanol
100+
90
80
@
§ 10
g0 254 344 388
2 5o
£ a0
=5
2 30
20+
10-{
T
o 300 9
RT:883-988 SM: 13G 12 #2806 RT:- 936 AV: 1 AV 5 SB: 12 2589-2604 2608-2613 NL: 6.21E5
NL: F: {0.0} + c El Full ms [50.00-400.00]
8l 74967 100, 51
TICF: {0.0} + B
€ El Full ms.
[50.00-400.00] a0
MS ICIS 12 3
80
=
£ ol
g
2 50
i
30
20
“’E 1201 1722
=== E'Y A l | 2002 2650 3063 3574 3060
20 92 24 96 28 5 Y '"H o |§ClI ! ‘Zﬂ)ﬂ 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
9.36 685 716 13.92 mainlib C9H1602 156
9.36 684 791 13.38 mainlib C9H1602 156
9.36 679 903 10.78 mainlib C9H1602 156
9.36 664 816 6.53 mainlib C5H10028 134
9.36 660 684 5.52 mainlib C9H2002 160
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Hit Spectrum Delta Compound Structure

Relative Abundance

Relative Abundance

Relative Abundance

Relative Abundance

2-Propenoic acid, 2-methyl-, pentyl ester
Formula C9H1602, MW 156, CAS# 2849-98-1, Enlry# 3221
Methacrylic acid, pentyl ester

129 172 343 268 368 396 M/\[/K

1T 1
300 400

100 200
Cyclopropanecarboxylic acid, 2-pentyl ester
Formula C9H1602, MW 156, CAS# NA, Entry# 3093
, 1-Methylbutyl cyclopropanecarboxylate #
55 70
54§ 129 172 243 268 368 396
54
Bl
T
100 200 300 400

2-Propenoic acid, 2-methyl-, 1-methylbutyl ester
Formula C9H1602, MW 156, CAS# 94159-12-3, Enlry# 3100
1-Methylbutyl methacrylate

- AWV
T

69

71 129 172

7

miz

o
o

LI e
50 60 70

400

T
BO

2-Methylthiolane, S,S-dioxide
Formula C5H1002S, MW 134, CAS# 1003-46-9,

Entry# 32086
2-Methyltetrahydrothiophene 1,1-dioxide #

368 396

134 I o SIS NEEENE
-
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Hit Spectrum

Delta Compound Structure

1,3-Propanediol, 2-butyl-2-ethyl-
Formula C9H2002, MW 160, CAS# 115-84-4, Entry# 32085
BEP

100 1
90 H
80
@
g 70 H
'§ o0 _173 268 396
2 5o
£ a0
=5
2 30
20 -
10
L o s o e e e e |
o 2 400
RT:885-999 SM: 13G 12 #2837 RT: 947 AV: 1 AV: 5 SB: 12 2630-2635 2639-7844 NL: 7.B7TE4
100 NL: F: {00} + ¢ El Full ms [50.00-400.00]
| raEr 100
3 TICF: 1
90 cEl Full ms &
1 [50.00-400.00] 20
1 MS IC1S 12 E
BDE m;
mé mé
£~ £ o
£ o 3 o]
i i
a0} a0
2 ]
10; 103
o ;
20 22 24 96 28 50 100 150 200 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
9.47 707 788 66.41 replib CI0HIBO 154
9.47 745 814 66.41 mainlib CI0HI8O 154
9.47 679 752 10.48 mainlib CI0HIBO 154
9.47 628 778 2.11 mainlib CTHI20 112
9.47 621 697 1.61 mainlib CI0HIBO 154
Hit Spectrum Delta Compound Structure

Relative Abundance

2-Heptenal, 2-propyl-
Formula C10H180, MW 154, CAS# 34880-43-8, Enlry# 2744
2-Propyl-2-heptenal

2
101 149 337 271 322 377

T 1
100 200 300 398
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Hit Spectrum Delta Compound Structure

Relative Abundance Relative Abundance

Relative Abundance

Relative Abundance

2-Heptenal, 2-propyl-
Formula C10H18O, MW 154, CAS# 34880-43-8, Enlry# 992
2-Propyl-2-heptenal

79 83
L kal
i ,ﬁ 'i.;.— 107 177 237 271 322 377

-5

-1

T T
100 200 300 398
40 &0 80 100 120 140

2,4-Pentadien-1-ol, 3-pentyl-, (22)-
Formula C10H180, MW 154, CAS# NA, Entry# 47252
(2E)-3-Pentyl-2,4-pentadien-1-ol #

237 271 322 377

T B0 559 8

T L L e e e e e ey |
100 200 300 398

4-Methyl-2,3-hexadien-1-ol
Formula CTH120, MW 112, CAS# NA, Entry# 63336

322 377

177 237 271

+ 5 P 549 8

T  SELSLINL I o e o |
100 200 300 398

2-Oxabicyclo[2 2 1]heptane, 1,3,3,7-tetramethyl-, (1R.45,75)-(+)-
Formula CTOH180, MW 154, CAS# 15404-57-6, Entry# 45421
81 79 1.3,3,7-Tetramethyl-2-oxabicyclo[2 2 1]heptane #

~

125 322317

83 177 237 211

588§

41

il il

31|uul{1\|w

50 1

95
5359 LL 72l o3
+
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RT:9.13-10.18 SM,‘BG: 12 #2800 RT: 985 AV: 1 AV: 5 SB: 12 2683-2688 2692-7897 NL: 8 76E4
i NL: F: {00} + ¢ El Full ms [50.00-400.00]
B 4 6BEB %
] Tepn 3
1 MS ICIS 12 E
BDE m;
. .
E 101.1
i ol
E =0 E 50
i i
a0} ]
2 2
|oé 103
) 9' o 9'4 il 9.‘5 i B‘B ! !C‘i 0' o 50
Time (min)
RT SI RSI  Probability Library Molecular Formula Molecular Weight
9.65 638 781 26.01 mainlib C9H200 144
9.65 616 749 10.28 mainlib C6H1202 116
9.65 597 695 4.99 mainlib C10H220 158
9.65 596 658 4.79 replib C9H1802 158
9.65 594 717 4.42 replib C6H140 102
Hit Spectrum Delta Compound Structure

3,3-Dimethyl-4-heptanol
Formula C9H200, MW 144, CAS# 19549-78-1, Entry# 18430

69 101 H

5

61] % 159 254 254 331 3me
b I |‘||

5t

-1
115 126 — T
100 200 300 397

Formic acid, 3-methylbul-2-yl ester
Formula C&6H1202, MW 116, CAS# NA, Entry# 15819

Relative Abundance

45

~

103 459 254 294 331 389

Relative Abundance
& o %

FHEFE

39 2
& F 16 &9 |||l 75
H"’“I;' 56 LNl 87 0 L e o e e e e e e
T —i t

40 60 80 100

Butane, 1,1"-oxybis[3-methyl-
Formula C10H220, MW 158, CAS# 544-01-4, Entry# 8222
Isopentyl ether

~

103 159 254 294 331 389

Relative Abundance
538588
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Hit Spectrum Delta Compound Structure

Butanoic acid, pentyl ester
Formula C9H1802, MW 158, CAS# 540-18-1, Entry# 8595
Butyric acid, pentyl ester

1
S
5
]
k| safh ' 159 254 294 331 389
5 T
2
2 -5
=5
4
B
| k' ‘ﬂf“_uls 122 159 L SN L s
100 150
1-Butanol, 2,2-dimethyl-
Formula C6H140, MW 102, CAS# 1185-33.7, Entry# 2502
43 2,2.Dimethyl-1-butanol
100+ 1
90 55 101 H
80
g 704
k| pe 4 103 459 254 294 331 389
2 5o
£ a0
=5
2 30
20+ A
10-]
T
397
RT:9.48- 1080 SM: 13G 12 #2784 RT: 10.00 AV:- 1 AV:- 5 SB: 12 2787-2792 2796-2801 NL- 1.96ES
1 RT: 10.00 :‘lg_fia F: {0.0} *;El'FU\ ms [50.00-400.00]
TIC F: {0.0} + fooy
€ El Full ms.
[50.00-400.00] a0
MS ICIS 12 3
80+
=
§ ol
2 g
= 2 s
s i
30
20
10
3 i Jl"l' 1950 2321 2821 3271 3845
P e ALY P P e o e
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
10.00 820 890 9.20 mainlib C11H240 172
10.00 820 890 9.20 NISTDEMO C11H240 172
10.00 802 859 7.05 replib CI10H220 158
10.00 813 877 7.05 replib CI10H220 158

10.00 802 865 4.83 mainlib Cl1H22 154
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Hit Spectrum Delta Compound Structure
1-Undecanol
Formula C11H240, MW 172, CAS# 112-42-5, Entry# 409
. Undecyl alcohol
E
o 70
= sﬁlsx 87
5 C11-87 165 195 261 327 385
g o ‘ T
2
E:
2
2 54 R W i e e O L W
% H
3
E
T — T
100 200 300 398
1-Undecanol
Formula C11H240, MW 172, CAS# 112-42-5, Enlry# 18777
. Undecyl alcohol
E
a 70
= sﬁlsx 87
5 C11-87 165 195 261 327 385
g o ‘ T
2
E:
2
2 e \/\/\/\/\/\D
% H
3
B
T 1 T
100 200 300 398
SI 813, RSI 877, replib, Entry# 2011, CAS# 112-30-1, 1-Decanol 1-Decanol
Formula C10H220, MW 158, CAS# 112-30-1, Entry# 2011
43 Decyl alcohol
100 1
90|
80~ E 83
3 70
2 70 57—”34 .
7 —%7 137 232 261 327 385
g 50 R
2 s0 "
2
= 40 -5 W\/\/\/D
=5
2 30+
20 A
10+
LENLIN I T Lo | L% |
o 100 200 300 398
Cyclopropane, octyl-
Formula C11H22, MW 154, CAS# 1472-09-9, Enlry# 18565
. Octane, 1-cyclopropyl-
2
2
5 37 232 261 327 385
5
2
2
2 5
=5
3
B
T T T LN DL |
100 200 300 398

50

150
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Hit Spectrum Delta Compound Structure
51802, RSI 859, replib, Entry# 2010, CAS# 112-30-1, 1-Decanal 1-Decanol
Formula C10H220, MW 158, CAS# 112-30-1, Entry# 2010
Decyl alcohol
100 g 1 y
90
s M E -
@ &9
§ " sleB" 115
[0 115 195 232 327 ass
g 80 = bl :
3
50+ '
3 |2 H
£ a0 -5
5
2o |
20|39 1
10+
T
(e 398
40 50 B0 100 120 140
miz
RT:9.72-10.76 SM: 13G 12#2864 RT- 10.24 AV: 1 AV:5 SB: 12 2857-2B62 2866-2871 NL- 3. T4ES
10.00 NL:

F: (0.0} + c El Full ms [50.00-400.00]
731

nee 1003
‘cEl Full ms.
MS IC1S 12 E
80+
=
£ £ o
2 g
= 2 s
i i
30+
20
103
E A] ] 1301 187.1 260.1 322.0 358.9
‘Q!B‘ |l;.|3I ) r"]‘J' ! |C‘H ) Iﬂ"ls‘ o 5' '||‘)D'”|§a” Uﬂ)ﬂ‘“z‘ﬂ)‘”'ﬂ!ﬂ 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
10.24 701 761 20.81 mainlib CI18H3602 284
10.24 680 995 8.85 replib C3H602 74
10.24 667 874 5.72 mainlib C6H1202 116
10.24 664 861 5.05 mainlib C6H1202 116
10.24 659 816 4.07 NISTDEMO C5HI120 88
Hit Spectrum Delta Compound Structure
1,3-Dioxolane, 2-pentadecyl-
Formula C18H3602, MW 284, CAS# 4360-57-0, Entry# 36955
73 87 Hexadecanal cyclic ethylene acetal
100+ 1
90
80
8
5 i 217 260 67 35
2 5o
£ a0
=5
2 30
20+ A
10 43 55 74 LI B e e e e
. .‘Fa. L5 83 167 222 ‘%Evﬁ—u—zf ! 5 300 395
0 100 150 200 250

miz
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Relative Abundance

45

73

Hit Spectrum Delta Compound Structure
1,3-Dioxolane
Formula C3HE02, MW 74, CAS# 646-06-0, Entry# 8899
3 Ethylene glycol formal
E
2
g 87
§ 54 59 v 88 130 197 260 359 385
T o
E
E
2 5
=
4
-1
T T
100 300 395

1,3-Dioxolane, 2-(1-methylethyl)-
Formula C6H1202, MW 116, CAS# 822-83-3, Entry# 37058
1,3-Dioxolane, 2-isopropyl-

a7
_Ba

759_15}1}‘ 130 197 260 359 385
T

Relative Abundance

27

i

31

L
T

4

3
1 |Il 30 0
st

57

73

714
s8 |,
i

1,3-Dioxolane, 2-propyl-
Formula CeH1202, MW 116, CAS# 3390-13-4, Enlry# 37065
Butanal, cyclic 1,2-ethanediyl acetal

101 130 197 260 359 385

Relative Abundance

1

3
T

T
40

27
15

-;l

26
" fl
T

T
60

41
sl

miz

45

s

Propane, 2-ethoxy-
Formula CSH120, MW 88, CAS# 425-54-7, Enlry# 1293
Ether, ethyl isopropyl

73

50 55|87 101 197 260 359 ass \K\/
T

88 L e e e e e ey e |
100 200 300 395

20

40

miz
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12 #2879 RT: 10.20 AV: 1 AV: 5 SB: 12 2872.7877 2881-2888 NL: 5.0ME5

miz

1 NL: F: {00} + ¢ El Full ms [50.00-400.00]
1007 1.90E6 100 73
3 TICF: {00} + J
o0 < El Full ms
1 [50.00-400.00] 0]
1 MS ICIS 12 E
80 RT: 10.29 E
| 80+
709 E
| 70
§ § o]
E q 10.60 g
< 50 2 s
jo 5,
3 &
305 30
2] 2]
10 10
E| -l 14,1372 1ot ez zmso M3z 3eno
9[8 150 |d.2 1('}.4 1({6 |d.B 5 ||‘)D |§a 21‘)0 250 300 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
10.29 727 814 12.79 mainlib C10H2002 172
10.29 727 814 12.79 NISTDEMO C10H2002 172
10.29 713 751 8.01 mainlib CI18H3602 284
10.29 710 804 7.07 mainlib C6H1002 114
10.29 710 921 7.07 mainlib C6H1202 116
Hit Spectrum Delta Compound Structure
1,3-Dioxolane, 2-heptyl-
Formula C10H2002, MW 172, CAS# 4359-57-3, Entry# 1394
2-Heptyl-1,3-dioxolane #
100 £ 1 epty
90|
80-{
i 102
2 704
§ 17 137 498 249 296 390
5
£ 50+
£ a0 -5t
=
2 304
20 =
15
10
J 57 4 s i, . 1 ..
T —— T 100 200 300 399
50 100 150
miz
1.3-Dioxolane, 2-heptyl-
Formula C10H2002, MW 172, CAS# 4359-57-3, Entry# 37083
2-Heptyl-1,3-dioxolane #
100 £ 1 epty
90|
80-{
a 102
2 704
§ 17 137 498 249 296 390
£ o0
2 50
F
= 404 -5
=
2 304
20 =
16 15
"JLJ 74 g 110 id 171 B B I S
' * — T 100 200 300 399
100 150
miz
1,3-Dioxolane, 2-pentadecyl-
Formula C18H3602, MW 284, CAS# 4360-57-0, Entry# 36955
5 73 s 87 Hexadecanal cyclic ethylene acetal
90|
80-{
2 70
H 249 296 360 390
2 o0
5
2 50
F
= 404 -5t
=
2 304
20 =
10+ a3
55| 74 283 s T T
~_B3 115 1 197 222 256 | R T TT T T ™
e R S 100 200 300 399
100 150 200 250
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Hit Spectrum Delta Compound Structure
2-Butanone, 3-methoxy-3-methyl-
Formula C6H1202, MW 116, CAS# 36687-98-6, Entry# 36944
o0 73 3 3-Methoxy-3-methyl-2-butanone #
90
80
g 704
g o 55 B7 102 137 191 249 296 360 390
2 5o
£ a0
E
2 30
20+ 1
m—ll c
.” T !I"f. L "o T e s ade
40 &0 80 100
miz
1,3-Dioxolane, 2-(2-propenyi)-
Formula C6H1002, MW 114, CAS# 38653-49.5, Entry# 37063
100 73 3 2-Allyl-1,3-dioxolane #
90
80 5
g 704
e 71 87 102 137 249 598 360 390
2 5o Tl
2 a0 -5
5
2 30
20 A
] 74
o L ‘ ; 00 %9
20 40 &0 80 100
miz
RT: 9.83- 1087 SM: 13G 12 #2897 RT- 1035 AV: 1 AV:5 SB: 12 2890-2895 2889-2904 NL- 1.54E5
. F: {0.0} + c El Full ms [50.00-400.00]
1004 951
80+
80
=
§ o]
2 g
= 2 50
g l% ‘ot 1372
30
20
105 1652 2082
E L J " [ll l MTd 3222 3803
A s e AR AL
miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
10.35 717 822 11.11 replib CI0H160 152
10.35 702 774 6.73 mainlib Cl12H22 166
10.35 701 795 6.47 mainlib CI0H160 152
10.35 696 774 5.21 mainlib C10H17Br 216
10.35 693 756 4.60 mainlib C12H22 166
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Hit Spectrum Delta Compound Structure

Relative Abundance Relative Abundance

Relative Abundance

Relative Abundance

60

Artemiseole
Formula C10H160, MW 152, CAS# 60485-46-3, Enlry# 2699
1.6,6-Trimethyl-4-ethenyl-exo-2-oxabicycio[3.1.0] hexane

E 95
109 137
6?“1 [, 2% 200 322 3m0
=
-5t
-1
7 e
100 200 300 399
100 120 140

3,5-Octadiene, 4,5-diethyl-
Formula C12H22, MW 166, CAS# 67652-84-0, Entry# 62027
4,5-Diethyl-3,5-octadiene

- A/((\/
100 200 300 399

Santolina epoxide
Formula C10H160, MW 152, CAS# 60485-45-2, Enlry# 61795
2-Methyl-2-(3-methyl-1-vinyl-2-butenyljoxirane #

9 _209 322 380
97 ||, ' 1 L B e B s e e e |
3 100 200 300 399
100 120 140

Bicyclo[6.1.0]nonane, 9-bromo-g-methyl-, (14,84,93)-
Formula C10H17Br, MW 216, CAS# 59474-03-2, Enlry# 45957
9-Bromo-9-methylbicyclol6.1.0jnonane #

08 r
12 209 297 322 380
-5
-1

LI L e e |
100 200 300 399
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Hit Spectrum

Delta Compound Structure

Relative Abundance .
13385583838

51181 145 208

58 209

322 380

3,5-Octadiene, 4 5-diethyl-, (E.Z)-
Formula C12H22, MW 166, CAS# 21293-02-7, Entry# 62407
cis trans-4,5-Diethyl-3,5-octadiene

LA L e e e |
100 200 00

399
50 100 150
miz
RT: 10.21-11.32 SM: 13G 12#3025 RT: 10.78 AV:- 1 AV:- 5 SB: 12 3018-3023 3027-3032 NL- 1.83E5
1 11.03 ’:“EEEQ F: {0.0} +c El Full ms [50.00-400.00]
CF: 100, 851
TEER
MS IC1S 12 E
80+
7 E
70
£ £ o
2 g
< 2 s 131
i i
a0
20
1 103
1035 10.60 E L- 1, 1650 2550 23 53 ;62
104 106 108 1.0 112 5 i N‘:ﬂH |éﬂll ‘Zﬂgﬂllz‘ﬂ;‘llﬂgﬂll ‘3&7 o
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
10.79 693 797 65.18 replib C6HIINO 113
10.79 725 868 65.18 replib C6HIINO 113
10.79 756 899 65.18 replib C6HIINO 113
10.79 730 819 19.53 mainlib C10H1802 170
10.79 701 773 5.53 mainlib C12H2202 198
Hit Spectrum Delta Compound Structure
51756, RSI 899, replib, Entry# 424, CAS# 105-60-2, Caprolactam Caprolactam
Formula C6H11NO, MW 113, CAS# 105-60-2, Entry# 424
30 2H.Azepin-2-one, hexahydro-
100+ 1
90 o,
80 5 56
g 704 55 55 J
5 ol 5311 {113 127 322 255 335 396
1 Tl
S 42
el a 13 -
§ 30 84 g5
20+ BIEE ‘
43 -
10-{ 6
I.ZQ“JZT' 744.".“ .I';é‘g.].‘af‘ ol Tk 20 a0 |t
20 40 o 80
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Hit Spectrum Delta Compound Structure
Oxepanone, 7-butyl-
Fortmuda CIGHTE02. MW | 0, C.A08 SoTo-76-2, Enlry# 49926
. 55 85 . 7-Butyl-2-oxepanone
56
? 13
8 84 E
2 83
= 56
k| i LLI27 as1 255 335 306
2 0 fud
s
2 s l
2
= A0y, -5
s
23 2 13
2 43 |57 g9 -1
1 95
54 LeLl | lws g8 152 ap T T ————
L B S S By e B B e ey e e | 100 200 300 400
50 100 150
miz
Caprolactam
Formula C6HTIND, MW 113, CASH 105-60-2, Enly 16473
2H-Azepin-2-one, hexahyd
100
9
8
3, 56 85
g 55] 193
?3 127 272 255 335 398
g 50 bl -
2 s0
2
2 a0
=5
2 30+
20
10+
R v i e e e o
o 100 200 300 400
2.Oxepanone, 7-hexyl-
Formula C12H2202, MW 196, CAS 16429-21-3, Entry# 49927
. 56 i-Dodecalactone
13
2
H 255
k| 335 39
2
s
2
E:
2
=5
3
162 180 181 T TR e L]
50 100 150 200
miz
51693, RSI 797, replib, Entry# 4669, CAS# 105-60-2, Caprolactam Caprolactam
p ry p p
Formula CH1TNO, MW 113, CAS# 105-60-2, Entry# 4669
85 2H.Azepin-2-one, hexahydro-
100
90|
80|
- 4
S 70+ 2 95
2
53 > 135 255 335 396
$ e ]L
£ 50+
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20
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RT: 10.48-11.80 SM- |DG: 12 #3088 RT: 11.03 AV:- 1 AV:- 5 SB: 12 3091-3096 3100-3105 NL- 1.66EB
g RT: 1103 N F: (0.0} + ¢ B Full ms [50.00-400.00]
E TICF: {00} + 1oa
0] <El Full ms
1 [50.00-400.00] 0]
1 MS ICIS 12 E
BDE m;
. .
i £ o
E =0 E 50
i i
a0 ]
=] 20 l
‘03 0 140.2
nf’ﬂ'aj Iwo.:ro . ,J‘ L > ‘1|.|4|a : |I‘.71 E ! i) ‘l‘ l .1.5?'2 ‘21:1.1 253.1 2041 3M.1 396.2
105 1o 15 E 00 150 200 20 M0 350
Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
11.03 926 926 27.74 replib CI2H260 186
11.03 928 929 27.74 replib CI12H260 186
11.03 926 927 27.74 replib CI2H260 186
11.03 964 964 27.74 replib CI12H260 186
11.03 931 933 7.26 replib Cl2H24 168
Hit Spectrum Delta Compound Structure

Relative Abundance

Relative Abundance

1-Dodecanol
Formula C12H260, MW 186, CAS# 112-53-8, Enlry# 4595
odecyl alcohol

-1

LESLIL B B B e e
100 300

1
400

Cyclododecane
Formula C12H24, MW 168, CAS# 294-62-2, Enlry# 4733

1
400

Relative Abundance
@
2

31

1-Dodecanol
Formula C12H260, MW 186, CAS# 112-53-8, Entry# 2001
Dodecyl alcohol

55

ez
55"7—L g5 [28 11

l' 81 (%% [gq [ 125 140 168 T
L.Jl ‘I. [. ['J b 100 200 300 400

T
50 100 150
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RT: 11.40-12.45 SM: 136

RT: 11.92 NL:

Hit Spectrum Delta Compound Structure
1-Dodecanol
Formula C12H260, MW 186, CAS# 112-53-8, Entry# 2000
43 Dodecyl alcohol
100
90
80 a1| 59 5 69 79
8 ss| 97
8 70| !
g 56 53 “ 112
5 112 169
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1-Dodecanol
Formula C12H260, MW 186, CAS# 112-53-8, Entry# 4614
55 Dodecyl alcohol
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Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
11.92 766 904 7.73 replib C14H28 196
11.92 760 893 6.08 NISTDEMO CI13H280 200
11.92 753 876 4.78 replib C16H340 242
11.92 754 880 4.78 mainlib C16H340 242
11.92 753 886 4.59 replib C14H28 196
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Hit Spectrum Delta Compound Structure
Cyclotetradecane
Formula C14H28, MW 196, CAS# 295-17-0, Entry# 4454
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n-Tridecan-1-ol
Formula C13H280, MW 200, CAS# 112-70-9, Entry# 646
n-Tridecanol
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1-Hexadecanol
Formula C16H340, MW 242, CAS# 36653-82-4, Enlry# 18939
n-Cetyl alcohol

1
5
83
E 4
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1-Tetradecene
Formula C14H28, MW 196, CAS# 1120-36-1, Entry# 1735
n-Tetradec-1-ene
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Hit Spectrum Delta Compound Structure

Relative Abundance

= N W s

RT: 1465-1572 SM: 13G

1-Hexadecanol
Formula C16H340, MW 242, CAS# 36653-82-4, Enlry# 4624
n-Cetyl alcohol
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2
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RT SI RSI  Probability Library Molecular Formula Molecular Weight
15.19 629 648 19.18 mainlib C20H2806 364
15.19 613 628 11.04 mainlib C24H3406 418
15.19 599 619 6.91 mainlib C23H3205 388
15.19 597 672 6.37 mainlib C27H4403 416
15.19 588 698 4.63 mainlib C16H2004 276
Hit Spectrum Delta Compound Structure

Relative Abundance

Formula C20H2806, MW 364, CAS# 52557-29-6, Enlry# 5926
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Hit Spectrum Delta Compound Structure

Formula C24H3406, MW 418, CAS# 77508-67-9, Entry# 10997
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Pregnan-20-one, 3-(acetyloxy)-5,6:16,17-diepoxy-, (34,58,63,165)-
Formula C23H3205, MW 388, CAS# 14231-06-2, Enltry# 202587

. 328 5a-Pregnan-20-one, 5,65:163,17-diepoxy-34-hydroxy-, acetate
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9,10-Secocholesta-5,7,10(19)-triene-3,24,25-triol, (34,52, 7E)-
Formula C27H4403, MW 416, CAS# 40013-87-4, Enlry# 6382
24,25-Dihydroxycholecalciferol
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T T
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Formula C16H2004, MW 276, CAS# 19892-19-4, Enlry# %616
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RT: 1533 16.47 SM: 13G
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12 #4524 RT: 1588 AV: 1 AV:5 SB: 12 4517-4522 45264531

NL: 3.89E5

100 RT: 15.88 NL: F: {0.0} +c El Full ms [50.00-400.00]
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Time (min) miz
RT SI RSI  Probability Library Molecular Formula Molecular Weight
15.88 813 876 52.53 mainlib CI3H14N2 198
15.88 813 876 52.53 NISTDEMO CI3H14N2 198
15.88 796 856 34,98 replib CI3H14N2 198
15.88 774 825 34,98 NISTDEMO CI3H14N2 198
15.88 801 858 34.98 replib CI3H14N2 198
Hit Spectrum Delta Compound Structure
3,3-Diaminodiphenyimethane
Formula C13H14N2, MW 198, CAS# 19471-12-6, Enlry# 215
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3,3-Diaminodiphenylmethane
Formula C13H14N2, MW 198, CAS# 19471-12-6, Enlry# 161610
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Benzenamine, 4.4-methylencbis-
Formula C13H14N2, MW 198, CAS# 101-77-9, Entry# 26389
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Hit Spectrum Delta Compound Structure

Benzenamine, 4,4"-methylenebis-
Formula C13H14N2, MW 198, CAS# 101-77-9, Entry# 26388
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Benzenamine, 4,4-methylenebis-
Formula C13H14N2, MW 198, CAS# 101-77-9, Entry# 1375
198 Aniline, 4,4 methylenedi-
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RT SI RSI  Probability Library Molecular Formula Molecular Weight
16.40 580 642 18.21 replib C26H54 366
16.40 618 647 18.21 mainlib C26H54 366
16.40 587 681 4.96 mainlib C26H54 366
16.40 584 665 4.38 replib C44H90 618

16.40 583 682 4.21 mainlib C26H54 366
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Delta Compound Structure
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Octadecane, 3-ethyl-5-(2-ethylbutyl)-
Formula C26HS54, MW 366, CAS# 55282-12-7, Entry# 7471
3-Ethyl-5-(2"-ethylbutyl)octadecane
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Heneicosane, 11-(1-sthylpropyl)-
Formula C26H54, MW 366, CAS# 55282-11-6, Enlry# 7468
11-(1-Ethylpropyl)heneicosane
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Eicosane, 7-hexyl-
Formula C26H54, MW 366, CAS# 55333-99-8, Entry# 22628
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Hit Spectrum Delta Compound Structure

Octadecane, 3-ethyl-5-(2-ethylbutyl)-

Formula C26H54, MW 366, CAS# 55282-12-7, Enlry# 2226

. 3-Ethyl-5-(2"-ethylbutyl)octadecane

57
l 103 190 191 249 271 343 387
T T

P ¥
T

=10

Relative Abundance
TELERITELY,

L e o e s e e e e e e e |
1 20 300

Fig. S1 GC-MS data of the volatile reaction products.



