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Codes Désignation Capacité Emb./Qté Prix unitaire Montant H.T
Article TVA (EUR) (EUR)

3340152 9 HELIUM 6.0 B50 9 M3 1 EMB 3.900,00 390,00
SCIENTIFIQUE par 10 EMB

Lot: 171-25F123 (1 EMB)
CID: 25031101477712

2210152 9 AZOTE 5.0 B50 INSTRUMENT 9,4 M3 1 EMB 880,00
par 10 EMB

Lot: 269-25F106 (1 EMB)
CID: 25031101917499
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Symposium Whisky : 11/06/2025

11 June, 2025
LECO Whisky Science Seminar - Hosted at SWRI

Aroma & Flavour Science in Whisky: Advanced
Characterisation and Troubleshooting Approaches

1 June, 2025

LECO Europe invites you to attend a one-day technical seminar focused on aroma and flavour science in whisky production. This
event will highlight the application of advanced analytical technologies—particularly comprehensive two-dimensional gas
chromatography with time-of-flight mass spectrometry (GCxGC-TOFMS)—in the characterisation, quality control, and sensory
understanding of whisky.

Facilitated by The Scotch Whisky Research Institute (SWRI) and hosted on their premises in Edinburgh, the seminar will feature a
programme of expert-led presentations, technical case studies, and the opportunity to engage with peers from across the industry
and research communities.

Event Location: The Scotch Whisky Research Institute The Robertson Trust Building, Research Ave N, Edinburgh EH14 4AP

Dr. Damien Steyer

CEO - Twistaroma



Envoi des echantillons : 16/05/2025

De  Christine Loeb-Stubbins @ & Répondre (h§ Répondre a tous | Vv || @ Transférer Archiver C,’) Indésirable @ Supprimer (&) Envoyer Plus Tard || Autres v

Pour Damien Steyer @, Hubert Latappy @ 16/05/2025, 15:0°

Sujet Re: Invitation to present at SWRI event on June 11th in Edinburgh
Hi Damien,
Apologies for the delay, it’s been a crazy couple of weeks...

If it’s not too late and you're still up for it, | have a suggestion for a few whiskys for you to test:
I'd like you to test a few very popular scotch whiskeys and compare them to some non-Scottish ones? What do you think?

The goal is to use GCxGC—TOFMS and PCA to explore the diversity within Scotch whiskies and compare them with a selection of non-Scottish whiskies from other regions (e.g. Ireland, USA, Japan, etc.).
The aim is to visualise both how broad the Scotch whisky category is in terms of aroma profiles, and how whiskies from other countries differ or overlap.

Ship To
ILLKIRCH FR

@  Label Created
United Kingdom
29/05/2025,12:36

We Have Your Package
Derby, United Kingdom
29/05/2025, 15:26

© Cleared Import Customs
29/05/2025, 20:21

o

On the Way
03/06/2025, 8:.06

This is tomorrow

In Warehouse
Strasbourg, France
03/06/2025, 8:09

Ount for Delivery

Delivery
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@

Eigashima Shuz
Akashi White Oak
Japanese Whisky,
50 cl

Qty: 1

Sold By: Amazon EU S.a.r.L.

Aberlour 12 Year
Old Single Malt
Scotch Whisky With
Giftbox, 70 cl

Qty: 1

Sold By: Amazon EU S.a.r.L.

Monkey Shoulder
Blended Malt
Scotch Whisky, 70cl
Qty: 1

Sold By: Amazon EU S.a.r.L.

Old Pulteney 12
Years Old Single
Malt Scotch Whisky,
70cl

Qty: 1

Sold By: Amazon EU S.a.r.L.

Track shipment

Run it again

8 Ny =

£29.00

£33.97

£24.50

£23.78

Track shipment

Buy it again >

Delivered

Delivery Estimate:
Sunday, 25 May 2025

Amrut Indian Single £47.45

Malt Whisky | 46

Percent | 70cl | Rich

and

Qty: 1

Sold By: Amazon EU S.a.r.L.
Track shipment >
Buy it again >

Payment method

Mastercard/EuroCard ending in 1486

Dispatch to

Buy it again

Delivered

Delivery Estimate:
Monday, 26 May 2025

The Famous Grouse £14.97
Finest | Scotch |

Blended Whisky |

Dried Fruit

Qty: 1

Sold By: Amazon EU S.a.r.L.

Auchentoshan £47.99
Three Wood |

Scotch | Lowland |

Single Malt Whisky

|

Qty: 1

Sold By: Amazon EU S.a.r.L.

Track shipment >

Buy it again >

Delivered
Delivery Estimate:

@ & ¥ o]

16:18

Delivered

Delivery Estimate:
Monday, 26 May 2025

Rittenhouse
Straight Rye
Whisky | Bottled-
In-Bond | 70cl |
50% ABV |

Qty: 1

Sold By: Amazon EU S.a.r.L.

Brenne Estate Cask
Whisky, 70cl - 40%
ABV French Single
Malt Scotch

Qty: 1

Sold By: Amazon EU S.a.r.L.

v Powers Gold Label
@ Distiller's Cut Irish
Blended Malt
Whiskey, 70cl
Qty: 1

Sold By: Amazon EU S.a.r.L.

Finlaggan Old
Reserve Single Malt
Scotch Whisky 70 cl
Qty: 1

Sold By: Amazon EU S.a.r.L.

Sl Q Search or ask a question & 9

£40.95

£55.68

£30.90

£34.52



m Whisky Name Type / Maturation [Tasting Notes & Aromas

Maritime, salty, vanilla,
honey, citrus
Auchentoshan Three Wood Scotland Bourbop, Qloroso & | e, hEs, darlf L
2 Pedro Ximénez casks chocolate, spice
Smooth, malty, light
smoke, dried fruit,

Old Pulteney 12 Years Old Scotland Ex-bourbon casks

The Famous Grouse Finest Scotland Exbourbon & sherry

casks .
3 sweet grains
Monkey Shoulder Scotland Ex-bourbon casks ez, TEE, [rane,
4 malt, orange zest
Double cask Rich, sherried, nutty,
5 iz 112 Vieer Ol seetems (bourbon & sherry) spice, dried fruits
Ex-bourbon casks 5 ¢ moky, fodine
Finlaggan Old Reserve Scotland (Islay) (undisclosed g’. Y) ’
. rine, earthy
6 distillery)
. . . Shochu, bourbon & Light, floral, apple,
7 AN ST Japan wine casks (varies) toffee, malt
Fruity, banana, tropical
8 Brenne Estate Cask France Cognac casks fruit, custard, light oak
Tropical fruit, spice,
Amrut Indian Single Malt India Bourbon casks oak, honey, intense due
9 to climate aging
New charred oak SpiEY, GRIEIEl,
Rittenhouse Straight Rye USA (Kentucky) cinnamon, black pepper,
barrels .
10 bold finish
Powers Gold Label Cut (likely "Powers Gold Label”) Ireland Bourbon casks P, hongy, apple,
11 cereal grain, vanilla
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& blancs .

1mL whisky SPME CAR/DVB/PDMS
9mL NaCl 5M 1cm
+IS (1,4 dibromobenzene) 10 incubation 50°C

20 extraction 50°C
Injection port 250°C S5min




1st dimension : Rxi-5ms (30 m x 0.25 mm i.d. x 0.25 pm film thi
DB-Wax Ul column (1.7 m x 0.25 mm i.d. x 0.25 pm film thicknes
Modulation : 2.3 sec
Hot pulse : 0.69 sec
Cool time : 0.46 sec

GCxGC/BTX
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Quality Auto Chromatograph Mass Data Report Mass Calibration Retention
Control Sampler Spectrometer Processing | Designer Table Index

Acquired Samples 2 Chromatogram - TWGCGC-729-1-1
Acauired Samples * Twistaroma * iuin Mlﬂh. ABC ‘ Normalin ~ ==
Name Modified Modified By Version —
§ TwGCGC-711 6/4/2025 4:54:45 PM Twistaroma 3 1.269 4
§ TwGCGC-711 - Source and... 6/4/2025 5:20:15 PM Twistaroma 2
TwGCGC-711 - Mass Calbr... 6/4/2025 5:21:15 PM Twistaroma 3 1.0e0
TwGCGC-711 - Gain Optimi... 6/4/2025 5:24:30 PM Twistaroma 2
TwGCGC-711 - Tune Valida... 6/4/2025 5:26:38 PM Twistaroma 3 0809 4
TwECGC-712-7-2 6/7/2025 11:58:03 PM Twistaroma 10
TWGCGC-713-4-2 6/8/2025 12:11:54 AM Twistaroma 9
TWGCGC-714-9-2 6/8/2025 12:43:33 AM Twistaroma 7 0.6e9 4
TwGCGC-715-3-1 6/8/2025 1:01:43 AM Twistaroma 7
TwGCGC-716-2-2 6/8/2025 1:19:11 AM Twistaroma 7 0.4e9 o
TWGCGC-717-11-2 6/8/2025 1:33:53 AM Twistaroma 7
TwGCGC-718-11-1 6/8/2025 1:48:28 AM Twistaroma 8 0269 4
TwGCGC-719-5-1 6/8/2025 2:04:53 AM Twistaroma 7
TwGCGC-720-8-2 6/8/2025 2:15:21 AM Twistaroma 7 ‘ i N
TWGCGC7211-2 6/8/2025 2:31:46 AM Twistaroma 8 o7 1 SO R — T 0 500 1000 1500
TWGCGC722-104 6/8/2025 2:49:24 AM Tuistaroma 8 1st Time (s) 24842 499.14 749.86 998.28 1249 1499.72 1748.14 1998.86 2249.58
TWECOC793.417 6/8/2025 3:05-52 AM Tvistaroma 2 2nd Time (s) 1.580 0.860 0.140 1720 1.000 0.280 1.860 1.140 0.420
TwGCGC-724-5-erreur 6/8/2025 3:17:45 AM Twistaroma 7 —a A A 1 /UL‘J#U e
§ TwGCGC-725-7-1 6/8/2025 3:32:34 AM Twistaroma 7
E TWGCGC-726-blanc Twistaroma 6 7Peak Table - TWGCGC-729-1-1 Retentio dex Table able 9 pectra v
o TwGCGC-727-erreur Twistaroma 7 R
§ Tw6CGC-728-8-1 6/8/2025 4:15:46 AM Twistaroma 6 [I;,l] l_l =
§ TWGCGC-729-1-1 6/8/2025 4:32:29 AM Twistaroma 5 R -
¥ TwGCGC-730-10-2 6/8/2025 4:50:15 AM Twistaroma 5 Peak # Description | Grou 2nd Dimensic| 1st Dimensio | CAS Name Sample Area Probabili Similari FWHH (s’ Retention Inc|Lib. RT Observed Ior | Type Synonyms Synonyms Lis| Base Mass | Concentra
TWGCGC 73132 6/8/2025 5:03:57 AM Tuwistaroma 4 2o o : STt : 2 oo ; e e = I
TwGCGC-731:2 7 6/8/2025 5:19:56 AM Twistaroma 6 il . . . e
TwGCGC-732-6-2 6/8/2025 5:34:42 AM Twistaroma 5 662 9 9 9 9 9 9 9 9 9
TwGCGC-733-2-1 6/8/2025 5:49:07 AM Twistaroma 4 2350 5 5 5 d 5 5 5
TwGCGC-734-9-1 6/8/2025 6:03:49 AM Twistaroma 4 3574 9 D d 9 9 9 D D
TwGCGC-735-4-1=duplicat ~ 6/8/2025 6:17:01 AM Twistaroma 5 2182 : : i 2 . :
TWGCGC-736-5-2 6/8/2025 6:30:36 AM Twistaroma 4 ;:; & b ; ! : S } ;
TwGCGC-737-8-2-2 6/8/2025 6:44:26 AM Twistaroma 4 = 2 3 2 a
TWGCGC-738 6/8/2025 6:44:27 AM Twistaroma 4 123 9 9 d 9 9 9 9 9
New 6/8/2025 6:44:28 AM Twistaroma 3 1188 9 d d 9 9 9 9 97.09
New:2 6/8/2025 6:45:08 AM Twistaroma 5 3406 s 5 5 s 93.9
TwGCGC-738 1 6/8/2025 6:58:34 AM Twistaroma 6 3939 d 9 99 9 9
TwGCGC-739 2 6/8/2025 7:12:22 AM Twistaroma 5 e 2 2 2 2
TWGCGC740 3 6/8/2025 7:24:10 AM Twistaroma 5 o : ; - e ] el S = 2
§ TwGCGC-741 4 6/8/2025 7:36:52 AM Twistaroma 5 3880 = = b z = = b b =
¥ TwGCGC-742 5 6/8/2025 7:49:29 AM Twistaroma 5 4370 i o 5 d d
TwGCGC-743 7 6/8/2025 8:01:12 AM Twistaroma 6 4942 99.9 d d d 9 5 9 5 9
¥ TwGCGC-744 6 6/8/2025 8:16:47 AM Twistaroma 7 3423 9:89116-19 9 9 9 9 93.09
3563 9 D d 9 9 9 9 9 b b
4599 9 9 9 9
e 4854 strade d, ethyl este 9 9 9 d d
[ Acquired Samples 733 s epten 2 on, 6-me s 5 5 98339
2670 9 Be d d ethyl este 9 9 o 9 Be d,Be d
u:':h Libraries 2735 091,375 7280 z Pt 5 0 50 o doc: Me T
523 5 derivative 5 5 5 055.6.0
[ References () 2 2 2 e
1978 9 ene, decahyd dime 9 9 9 ene ene 9
|~ Quantitation 272 S i i i i i i st
2819 9 9 ente e, 2-pe 9 ente ente 9
s ses 2866 9 d, e este 9 9 9 9 9
B Acquisition Queue 3905 g dine G i ; A

»
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ChromdC FISYNC

Sync2D

Alignment details

(® Semi-standard non-polar
() Standard non-polar

) Polar
Filter hits that are at least units out of tolerance with computed retention index
@ Library search Note: Use of this feature requires at least two landmarks with retention indices
Library |dentity Search Mode I.iblalisrtorsealch:
@ Normal mainlib
. nist_ri
Quick o
o replib
Library Search Mode
@) Forward
() Reverse ®Statislical processing
- — Rank hits by
Alignment name ilit
Ig e ® Probability () Landmarks (1)
Untitl O Similarity
Alignment type ) Reverse Similarity Name RT.(sec) Rl
GEXGC - . .
| Maximum number of hits: 4 |Hepial|e | |‘|lIl | ‘TCI] | Remave
Minimum mass te library search: (7) o] |Octane | |234-8 | ‘34]] | Remove
(~) Sample set (32 samples) -
5‘]\ & /IJ; Maximum mass to library search: (2) 1000 |Nunane | |3'."J.T | ‘901] | Remave
L W e -
- . e
C Samples to compare: Rate: 200 spectrajsec  Mass range: 29 401 Minimum molecular weight allowed: (Z) (I |Décane | |552.4 | ‘mm | Remove
) MainDatebese Loation Name Date Class Saale Fector | Galor 3 Masimum molecular weight allowed: (Z) fow | |Undécane | [so0s | [1100 | Remove
@ MainDatabase\Twistaromabjuin  TWGCGC-713-5-1  6/5/2025 12:35:18 AM 1 | Relative abundance threshold (0-998); (2) -
@  MainDatabase\Twistaromatjuin  TWGCGC-736-5-2  6/5/2025 74113 BM [ = o o . |Dodecane | |851-6 | ‘1201] | Remave
) Minimum similarity for matches {0-999): (7
@ MainDatabase\Twistaromaljuin  TwGCGC-742 5 6/6/2025 1:10:40 AM 1 = |Tridécams | |‘|l]132 | ‘1;['] | Remove
@ MainDatabase\Twistaroma\juin  TWGCGC-714-0-2  6/4/2025 70755 PM 1 [ Mini imilarity before hit is assigned (0-999): (2
@ MainDatabase\Twistaromaljuin  TWGCGC-734-9-1  6/5/2025 60003 PM 1 [ ] Retrieve retention indices |Te1[adecane | |1172_g | ‘14‘]] | Remove
@ MainDatabase\Twistaromaljuin  TWGCGC-7460  6/6/2025 43501 AM 1 i| @ Semi-standard non-polar |pentadécane ||‘|328.4 | ‘151]] | Remave
@ MainDatabase\Twistaroma\juin  TWGCGC-T16-2-2  6/4/2025 10:03:14 PM 1 [ ] () Standard non-polar
@ MainDatabase\Twistaromajuin  TWGCGC-733-2-1  6/5/2025 5:09:43 BM 1 [ ] ) Polar |H:xadecane | |‘I4T?.‘\ | ‘161]] | Remove
@ MainDatabase\Twistaromaljuin  TwGCGC-739 2 6/5/2025 10:39:37 PM 1 il Filter hits that are at least nits out of tolerance with computed retention index |Hepiadé:ane | |‘|616_8 | ‘1?{!] | Remaove
@ MainDatabase\Twistaromaljuin  TwGCGC-728-8-1  6/5/2025 10:26:00 AM 1 .‘ MNote: Use of this feature requires at least two landmarks with retention indices
i Octade 17449 1800
@ MainDatabase\Twistaromaljuin  TWGCGC-737-8-22  6/5/2025 8:3215 PM 1 m Libraries to search: | ccane | | | ‘ | Remave
@ MainDatabase\Twistaroma\juin  TWGCGC-745 B 6/6/2025 3:43:59 AM 1 E |Nunadécane | |1859 | ‘1901] | Remaove
MainDatabase\Twist juin TWGCGC-712-7-2  6/4/2025 527:43 PM 1 "
@ Mainl e\ Twistaromahjuin % ashima Shuzo -\ |E|msane | |19568 | ‘ | Remave
@ MainDatabase\Twistaromatjuin  TWGCGC-725-7-1  6/5/2025 7:54:03 AM 1 [
@ MainDatabase\Twistaromatjuin  TWGCGC-7437  6/6/2025 2:01:44 AM i ] |Heneicosane | |2035.7 | ‘Z'HII | Remove
ba z L
@ MainDatabase\Twistaromajjuin  TwGCGC-749 7-4 6/6/2025 706:27 AM ashima Shuzo 1 i‘ |[)ocosa“e | |2‘B3.5 | ‘zzm | Remove
@ MoinDatabase\Twistaromaljuin  TWGCGC-732-6-2  6/5/2025 419:28 PM 1 [
@ MoinDatabase\Twistaroma\juin  TWGCGC-T446  6/6/2025 2:5249 AM 1 [ ] |T'iCC'SH“E | |2"27-7 | ‘Ziﬂﬂ | Remove
@ MainDatabase\Twistaromaljuin  TWGCGC-7134-2  6/4/2025 6:1740 M [Mankey Shoulder] [1 :| |Te1lacosane | |2‘\35.8 | ‘2401] | Remove
@ MainDatabase\Twistaromaijuin  TWGCGC-741 4 6/6/2025 12:19:34 AM 1 ] N
Add | Sort | Clear Export ¥ | Import~

® Feature Filter

® Alignment log
Copy to clipboard




1mL whisky
+H5 (1,4
dibromobenzene)

SPME CAR/DVB/PDMS
1cm

10 incubation 50°C
20 extraction 50°C
Injection port 250°C
5min

1 day

—

Chromdit FISYNC

Focan)



S 40 40 45 45 25 45 25 45 45 45 45 45 45 45 45 45 45 45 4B ¢

Results

0.95
093
0.93
0.93
0.93
0.96
0.95
0.93
0.82
0.0
0.54
0.80
0.81
0.95
0.95
0.89
0.96
0.94
0.83
0.95

MName

tau.-Cadinol

(-]-Aristolene
(+-)-2-Phenylbutyronitrile
(+])-2-Bornanone
{1-Propoxy-pentyl)-cyclopropane
(1-Propoxy-pentyl)-cyclopropane
(1R,35,4R, 55)- 1-Isopropyl-4-methyl
(1R, 4R, 4a5,8aR)-4,7-Dimethyl-1-(pr
(1R)-2,6,6-Trimethylbicyclo[3.1.1]he
(15,3a5,45,55,7aR, 8R)-5-Isopropyl-1
(2-Methyl[1,3]dioxclan-2-yl)thioace
(2-Methyl[1,3]dioxolan-2-yljthioace
(2-Methyl[1,3]dioxolan-2-yljthioace
(2-Methyl[1,3]dioxolan-2-yljthioace
(2-Methyl[1,3]dioxolan-2-yljthioace
(2-Methyl[1,3]dioxolan-2-yl)thioace
(2R, 4R}-4-Methyl-2- (2-methylprop-
(2R, 55)-2-Methyl-5-(prop-1-en-2-y
(25,6R, 75,8E)- (+)-2,7-Epoxy-4,8-me
(25,6R,75,8E)- (+)-2,7-Epoxy-4,8-me

Formula
CasHz0
CasHas
CagHauN
CagHacO
CHz0
CiHz0
CazHz 02
CasHas
QOH1G
CisHz:0
CazHz0:5
CazHzn0s5
CazHz0s5
CazHz0s5
CizH20s5
CazHz0:5
CroHaeO
CiroHasO
CazHzO
CazHz00

MW,

%R

145

2337

HEEEEEEEEEEER:

bability (%)
815 an 7.65
745 750 52.52
814 814 80.21
845 845 68.19
739 770 84,88
764 764 93.26
790 800 12.20
782 791 4469
a an 18,66
774 207 417
772 772 3763
772 772 37.63
786 786 95.26
772 772 37.63
772 772 37.63
772 772 37.63
733 733 55.70
715 719 30.85
797 797 66,45
783 299 73.58

CAS

5837-11-1
6831-16-9
69350-73-8
464-49-3
94283-97-3
94383-97-3
62181-91-3
92692-39-2
7785-70-8
21966-93-8

5258-11-7
54750-69-5
108342-25-2
108342-25-2

Quant mass

204

145
152
13
113
136

93

147

a7

a7

ar

139

137
107

Rl cale
1638
1425
1260
1145
1569

1295

1465

913

1350

Rl lib

1447
MN.A,
1144
MN.A,
MN.A.
1281
1457
932

MN.A.
N.A,
N.A.
MN.A,
N.A.
MN.A,
N.A.
27

MN.A,
N.A.

Rl A SN

1419.85
485.19
792,15

1081.76
532.67

2113.36

117209
859.21
734.87
632,74
537.81
113.36
478,77
636.77

1008.25
234.64

272110

1592.78
123.93
406.71

Leading (X}
0.0004
0.0001
0.0002
0.0002
0.0001
0.0007
0.0004
0.0001
0.0001
0.0001
0.0001
0.0000
0.0001
0.0000
0.0000
0.0000
0.0009
0.0009
0.0000
0.0000

Loading (Y}
-0.0003
-0.0000

0.0004
-0.0000
0.0000
-0.0009
-0.0001
-0.0001
-0.0002
-0.0000
0.0001
0.0000
-0.0000
-0.0000
-0.0001
-0.0000
0.0002
0.0012

. 0 | B 0.000
e T e s
N @.ﬂg{i =N Lg

>

0.000
0.000
0.000
0.000
0.000
0.018
0.000
0.000
0.009
0.000
0.000
0.000
0.000
0.000
0.003
0.008
0.000



Data treatment

Feature filter settings

Show only features that satisfy the following conditions:
Simple Rules | Advanced Rules

' Similarity

| Greater than or equal (=)

1800

AND

| Formula

| Does not contain

'Si

AND

(RLA

| Is not empty

Add rule | Remove all rules



Filtering

@ 4 Home » Alignments > whisky triplicate 4 ? ‘ @ @ | @ @ raaQ) @ @ |

A
50 100 150 200 250 300 350 4000 Overlaid profiles | Side-by-side profiles = Area bars ‘Area lines | Contours. ‘ "3
1

! . - l - B TWGCGC-719-5-1 A~
B TWGCGC-7365-2 | 160409 |
23 I TwGCGC-742 5
a I TWGCGC-714-9-2
800 B TWGCGC-734-9-1 140400
70 N TwGCGC-746 9
. N TwGCGC-716-2-2
55 B TWGCGC-733-2-1 120400
N TWGCGC-739 2
: B TwGCGC-728-8-1
o Lowddld | B TWGCGC-737-8-2-2  1e+09
B TWGCGC-745 8
I TwGCGC-712-7-2

o o I TwGCGC-725-7-1 8e+08
I TwGCGC-743 7
I TwGCGC-749 7-4
I TwGCGC-732-6-2 6e+08 |
I TwGCGC-744 6
I TwGCGC-713-4-2
I TwGCGC-741 4 4e+08
N TwGCGC-721-1-2
I TwGCGC-729-1-1 II I
._—-_.. I—-_____———
LIS N N N N S B Y N I O B Y N O O O B B O R B B B R B R B

1200

N TwGCGC-738 1 2e+08 |
N TwGCGC-717-11-2
Feature: | 1-Butanol, 3-methyl-, acetate I TWwGCGC-718-11-1

TwGCGC-748 11 v -0
. o - y - .
Library Hit: | + 823/823/73.64 1-Butanol, 3-meth... Unassign I'I } A \.

819253 1829 51722122028 1 1126321627 224 9 13216 7 31101430 4 1523

Id (1018) MName Formula M.W. Similarity Reverse Probability (%) CAS Quant mass R calc Rl lib RI. A S/kv,l

: 1-Butanol, 3-methyl- CsHy20 88 818 828 56.59 123-51-3 70 750 736 14 ~
315 1-Butanol, 3-methyl- CsHi20 88 918 918 70.25 123-51-3 57 761 736 25
701 1-Butanol, 3-methyl-, acetate CiHL0, 130 837 841 86.92 123-92-2 70 857 876 -19
706 1-Butanol, 3-methyl-, acetate C;Hu0, 130 823 823 73.64 123-92-2 70 858 876 -18
726 1-Butanol, 3-methyl-, acetate C:Hq.0; 130 836 836 79.11 123-92-2 70 861 876 -15
731 1-Butanol, 3-methyl-, acetate CiHi0, 130 917 925 90.31 123-92-2 87 863 876 -13
740 1-Butanol, 3-methyl-, acetate C7Hq.0; 130 918 925 89.19 123-92-2 43 864 876
9369 1-Butanol, 3-methyl-, benzoate Ci2H1602 192 956 956 81.02 94-46-2 105 1442 1439
9397 1-Butanol, 3-methyl-, benzoate Ci2H1602 192 941 941 76.61 94-46-2 105 1443 1439
1322 1-Butanol, 3-methyl-, propanocate  CsH:c0: 144 943 943 76.23 105-68-0 101 955 969
1342 1-Butanol, 3-methyl-, propancate  CsH:60: 144 842 851 65.40 105-68-0 87 958 96@

5877 1-Butanone, 1-phenyl- CioH120 148 902 918 68.99 495-40-9 105 1260 12

<




Publication Chemical class CAS

/ [/

; Talana Open 10 (202¢) 100345 T2 Kely el Talanta Open 10 (2024) 100346
ELSEVIER Journal homepage: www sclencedirect.com/journaltalanta-open Table 2 Table 3 frongimet) Table 3 {contimued)
Volatile congeners identified in Irish Whiskey samples. Grontiomel contiomd
Mecihed Metted Methed
P — e T m Womber  Chemical cliss  Compeund s ronom Nember Chemical class  Compound chs I onom
@ Bmabgr Gl pound Nt Nusber
. N s . 5 . E Ester Propyl decascate 30673 74 Beazee p-Cymene wars  nd
Comparison of head space solid phase micro extraction with conventional (= 1 e kgt scmte nm wa 7 memm  Cuelesn wes
£ Ester Propyl dodevancate 3581 nd 1
= S 2 Enter Ethyl propanaae losare o 785 76 Beaeae Paeudocumene ssess  nd ¢
and comprehensive gas chromatography mass spectrometry for volatile e o S e Plaeme  imal i 7 ke Lo nms o o
. 5 s e st 7 8 Aseahal 1-Pessanal 740 ol ¢
profiling of Irish whiskey o e S SO PR ey acee e 7 ko 1 Dctt e
7 5
z
R - Ester Heptyl acetate 1206 nd ¢ 80 Aseahal 1-Decansl Nz nd
ab . - L . b s abc.* 5 Eser Ethyl heptancate 106-30- 1 1
Thomas J. Kelly ”, David T. Mannion *, Christine O'Connor °, Kieran N. Kilcawley . - N . - o _ — hie - lechal 1.Dodkcanel .
B e 1
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1mL whisky

9mL NaCl 5M

+IS (1,4
dibromobenzene)

SPME CAR/DVB/PDMS
1cm

10 incubation 50°C
20 extraction 50°C
Injection port 250°C
5min

1 day

ChromalC EISYNC
LECO
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Famille
Acetal
Acetal
Acetal
Acid
Acid

| Alcohal
Alcohol
Alcohal
Alcohol
Alcohol
Alcohol
Alcohal
Alcohol
Alcohol
Alcohal
Alcohol
Aldehyde
Aldehyde
Aldehyde
Aldehyde
Aldehyde
Aldehyde
Aldehyde

Pivot table

TwGCGL-716-2-2 TwGCGC-733-2-1 TwGCGC-712-
-1leas - Etiquettes de lignes ~ | Auchentoshan Three Wooc = Auchentoshan Three Wooc = Eigashima Sht
709364 Butane, 1,1-diethaxy-3-methyl- 21658262,41 20900544,99
105-57-7  Ethane, 1,1-diethoxy- 2081668,213 1171468,224
1741-41-9  Propane, 1,1-diethoxy-2-methyl- 1695535,008 1615450,991 9
143-07-7  Dodecanoic acid 1021214878 733513,0838 4
33448-5  n-Decanoic acid 448578,3584 211091,4425 2
137326 [1-Butanol, 2-methyl- 1 2816945965 3075437069 3
123513 L-Butanol, 3-methyl- 4894540225 6153753766 1
112301 1-Decanal 5552041559 5154328227 El
112-53-8 1-Dodecanal 69189011,47 236435098,9 n
36653-82-4 1-Hexadecanal 2598031,482 2488021,144 1
111675 1-Octanol 275678655,7 309083359,4 1
71-410  1-Pentancl 70164795,78 134458274 2
11272-1  1-Tetradecanol 18719091,7 19657098,6 2
628-99-9 2-Nonanal 35144672,15 37909307,97 1
1653301 2-Undecanol 1047238,015 651547,2342 2
60-12-8 Phenylethyl Alcohol 1547981742 619886979,6 1
18829-566 2-Nonenal, (E)- 8408272153 106414389,6 T
100527  Benzaldehyde 190748699,3 206210207,2 3
112549 Dodecanal 2165421,143 1549690,85 1
111-71-7 Heptanal 1051706,432 2307913957 5!
62980-1  Hexadecanal 104484,6955 72793,9222
66-25-1  Hexanal 2212052916 2154947572 1
124-196  Nonanal 192706976,2 200891979,3 !

Etiquettes de lignes ESomme de Finlaggan Old Reserve Somme de Aberlour 12 Year Old2 Somme de Old Pulteney 12 Years Old3 Somme de Auchentoshan Three Wood

Acetal
Acid
Alcohol
Aldehyde
Alkane
Alkene
Benzene
Ester
Furan
Ketone
Lactone
Norisoprenoids
Phenol
Terpenoid
HN/A

28193190,67
447622049,3
7574129304
561483619,2
15195960,92
8247735,327
1145528694
38316224983
4052210281
119452284
529760347,8
771807104,4
28347125,37
464480743,6
1,95802E+11

12107978,98
346472498,1
11188723225
472791029,4
17889501,43
2863934,399
1327461376
38048868520
3891647113
75749493,88
1040604330
447476278,5
78077791,62
237724753,7
1,52648E+11

13576702,21
242608296,6
8619033419
453902067
15857841,87
3304584,232
1610445025
39172609011
1757180131
93163282,63
348369797,2
599915153,7
127153659,8
408015103,9
1,52045E+11

25435465,63
1469793,236
10287313584
572344966,2
13460292,62
3638141,555
1054907729
34383474460
2566944863
34726754,54
357612678
560364971,2
28885389,54
446328380,3
1,35142E+11



Composition

Finlaggan Old Reserve

‘ /
3%
x___._____- Acetal
1% 0%
1%

Phenol
0,05%

Aldehyde

Alkane
Benzene _/ Alkene 0%
29 0%
Pulteney 12 Years Old
Phenol
0,24%
Furan
3,2 cetal
Autre 0,03%
————2,95% Acid
o Ketone
0,17%
Aldehyde

0,85%

Benzene g1y
3]01% ’ 0,03%

Aberlour 12 year old

Phenol
0,14%

Autre

\ Ketone

0,13%

Benzene Alkene Alkane Aldehyde

2,32% 0,01% 2% 083%

Auchentoshan Three Wood

Phenol
0,06%

Furan
5,1
Autre
,84%  Acetal \ Ketone
0,07%

Benzene Alkene Aldehyde Alkane
2,10% 0,01%  1,14% 0,03%




Statistical analysis

TWGCGC-716-2-2 TwGCGC-733-2-1 TWGCGC-712-
Famille -1 CAS - | Etiquettes de lignes = Auchentoshan Three Wooc = Auchentashan Three Wooc ~ Eigashima Shu
| Acetal 709364 Butane, 1,1-diethoxy-3-methyl- 2165826241 20900544,39 L
| Acetal 105-57-7  Ethane, 1,1-diethoxy- 2081668,213 11714686,224 1
| Acetal 1741-41-8  Propane, 1,1-diethoxy-2-methyl- 1695535,008 1615450,991 9
| Acid 143-07-7  Dedecanaic acid 1021214,878 733513,0838 &
 Acid 334485  n 448578,3584 211091,4425 z
| Alcahol 137-32-6 |18ulanu\, 2-methyl- ] 2816945965 30754370,69 5
Alcchol 123-51-3  1-Butanol, 3-methyl- 4894640225 6153753766 1
| Alcchol 112-30-1  1-Decancl 5552041553 515432822,7 El
| Alcohol 112:538  1-Dodecanol 69189011,47 236435098,9 Ed
| Alcohol 36653-82-4 1-Hexadecanol 2598031,482 2488021144 n
| Alcohol 111-87-5  1-Octanol 275678655,7 309083359,4 u
| Alcchol 71410 1-Pentancl 7016479578 134458274 2
| Alcohol 112-72-1  1-Tetradecanol 187150917 19657098,6 2
| Alcohol 628999 2-Nonanol 35144672,15 37909307,97 n
| Alcahol 1653-30-1  2-Undecanol 1047238,015 651547,2342 2
| Alcohal 60-128  Phenylethyl Alcohol 1547981742 619886979,6 1
Aldehyde  18829-56-6 2-Nonenal, (E)- 84082721,53 106414389,6 1
Aldehyde  100-52-7  Benzaldehyde 1907486993 206210207.2 3
Aldehyde  112-54-9  Dodecanal 2165421,143 1549690,85 1
Aldehyde 111717 Heptanal 1051706,432 23079139,57 5
Aldehyde  629-80-1  Hexadecanal 104484,6955 727939222 H
|Aldehyde  66-25-1  Hexanal 2212052916 21548475,72 i
Aldehyde  124-19-6  Nonanal 192706976,2 200891979,3 !




1mL whisky

9mL NaCl 5M

+IS (1,4
dibromobenzene)

SPME CAR/DVB/PDMS

1cm

10’ incubation 50°C

20’ extraction 50°C
Injection port 250°C 5min

Integration

Function

1 day

1 day

ChromalC EISYNC
LECO
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1 —




Before Normalization

After Normalization

Metaboanalyst=> normalization of the dat
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Dendrogram
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Compléments

) TwGCGC-722-10-1 TwGCGC-725-7-1 TwGCGC-728-8-1  TwGCGC-730-10-2 TwGCGC-731-3-2 CGC-729-1-1 TwGCGC-732-6-2 TwGCGC-744 6 mean2 T
Rittenhouse Straight Ry« = Eigashima Shuzo Akash ~ |Brenne Estate Cas = Rittenhouse Straight Ryt \The Famous Grouse Finest ~ | Gfd Pulteney 12 Years Ol - | Finlaggan Old Reserw = Finlaggan Old Reserv = Finlaggan Old Reservi = | A
9356941,451 16889631,57 31450066,15 11072033,66 CE 1509952191 25595703 29111697,93' 27353700,47
2937859,87 1330226,548 692312,6064 3749043,228 1152938,59 1147315,584 667449,2252 1222763,412' 945106,3185
600712,9736 371054,5247 378560,3667 995326,9536 641725,9416 1624334,861 1930038,443 2245878,891" 2087958,667
631683,2571 1383247186 97028860,92 892982,0654 35074217,35 188295929,4 447409684 92115114,05' 269762399
108897,8898 130167,4605 2840,407378 1296620,166 134117896 528693,8041 212365,328 45293,55741' 129331,9977
6252463744 1805117509 1850595410 141956450,2 128571642,9 528018934,2 184328411,8 240098754,7” 512213583,2
3615456479 1654429752 154262867,3 4522569998 1392475393 2890384354 3667389990 2997420195’ 3332405093
1061725090 569012820,8 13881359,74 899624314,2 517431740,1 1374691618 2027748898 1551075757' 1789412827
18037436,87 78000357,81 30929414,13 36530205,15 217696205,6 480579019,4 262309459,1 272059105,3” 267184282,2
7394479826 1245055,404 457464,1644 762779,0461 2200702,233 1848836,171 2647032,692 252!590,093' 2635311,393
404040927,7 159482944,8 31041850,89 576398254,7 289625068,6 658781186,6 737817890,1 311145047,5' 779481968,8
64162978,15 26756106,86 27492804,89 82134312,27 40047945,86 60653633,41 121600014,6 104196579,3' 112898347,2
5498930,161 17957023,54 3027565,722 5638271,96 17760043,87 57075422,44 45925252,59' 50706211,2
23011161,87 31830812,58 4434468,313 29625927,98 22933691,07 3246061958 267691337,8 435184973,3' 377988155,8
447750,3769 161823,7568 Q 307391,5766 60764,92856 686286,756 4321758,132 9321249,443' 7071503,788
1988394261 1445360108 359406834,3 4181346343 1798265271 3040752850 2427883413 3709973996 1976381169
30257025,18 14847561,07 2018945,577 41760557,46 17612409,47 58921815,22 102054846,4 152439995,9' 1272474211
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579413,5314 2951106,163 738718,4057 543168,4507 2127734,052 1519234,718 1286572,279 361933.9195' 1074278,099
775529,6556 433400,0831 794831,0416 1132729,878 570384,0877 8345827654 2003180,227 15351720,51' 8677450,369
317082,7735 54449,84608 30393,21852 283848,0796 108046,0097 62358,61895 48820,77134 33“5,‘9501' 43633,13317
25076228,63 11553852,84 3225159,9 17794163,12 50193734,01 2988932998 12221446,44 15778335,73' 14500166,11
147832400,9 1252471155 56193783,3 212815010,1 164565430,6 130425591,2 146619051,4 230397563,3' 188508359,9
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114703,8339 97854,29237 99407,10186 131137,5618 135506,2144 163496,4279 166683,7606 115744,9749' 141714,3677
022704 £20544 05 72270884 06 8 4253970 2029970 977403 Q=04 r 012430 2

L I G 11 L L I b ¥ AL L I {1 L .1/ S 1w 54 I+ 7 M/t T £ 0 E ™
+ i 4 — >

Feuil7 | Feuile

| sample | WhiskyName | Origin__

Old Pulteney 12 Years Old Scotland

2 Auchentoshan Three Wood Scotland

Q The Famous Grouse Finest

4 Monkey Shoulder Scotland

5 Aberlour 12 Year Old Scotland
Finlaggan Old Reserve Scotland (Islay)

7 Eigashima Shuzo Akashi Japan

Brenne Estate Cask France
Amrut Indian Single Malt India

0 Rittenhouse Straight Rye USA (Kentucky)
1

11 Powers Gold Label Cut (likely "Powers Gold Label") Ireland



Aberlour 12 Year Old
Amrut Indian Single Maft
Auchentoshan Three Wood
Brenne Estate Cask
Eigashima Shuzo Akashi
Finlaggan Old Reserve
Monkey Shoulder

Old Pulteney 12 Years Old
Powers Gold Label Cut
Rittenhouse Straight Rye
The Famous Grouse Finest

_|: TwECGC-725-7-1
TwGCOGC-T12-7-2

mean3
E TwGCGC-740 3
TWGCGC-731-3-2

TwGCGC-715-3-1

~ F97.R

L TweCGC-745.8

TwGCGC-T42_5
TwGCGC-7236-5-2

TwGCGC-721-1-2

TWGCGC-7195-1
\_,7 TWGCGC-T38_1
TWGCGC-729-1-1

mayennes
4|£ TwGCGC-741 4
TwGCGC-7134-2

TwGCGC-733-2-1
45 TwGCGC-716-2-2
TwGCGC-739_2

.

TWGECGC-746 9
I—: TwGCGC-734-9-1

' TWGCGC-714-9-2

250 200

150

100

a0 Q

_|: TwGOGC-749 74
TwGCGEC-743_7

T'-.‘.'|3|:|3|.--. |'-\.-'2'2
I_|: TwGCGC-728-B-1

Delivered

Delivery Estimate:
Monday, 26 May 2025

The Famous Grouse £14.97
Finest | Scotch |

Blended Whisky |

Dried Fruit

Qty:1

Aberlour 12 Year
Old Single Malt
Scotch Whisky With
Giftbox, 70 cl

Qty: 1

Sold By: Amazon EU S.a.r.L.

\

Old Pulteney 12 £23.78
Years Old Single

Malt Scotch Whisky,
70cl

Qty: 1

Sold By: Amazon EU S.a.r.L.

£33.97



PCA

Amrut Indian Single Malt Scores Plot

o Aberlour 12 Ye
& 0Id Pulteney 1
+ Amrut Indian 5
g » Auchentoshan
< Brenne Estate
Eigashima Shu

@ Finlaggan Old
# Monkey Shoul
+ TWECEE-T34-3-1 Powers Gold L
| NO— Rittenhouse St
- @ The Famous G

+ MWGEOGEC-T1448-2

20

PC 2 { 11.0 %)

Brenne Estate Cask - N

esasii / Finlaggan Old
s R

-20
]
©

&
5
ru

PC 1 ( 26.7 %)
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I N RN . R,

Finlaggan Old £34.52
Reserve Single Malt

Scotch Whisky 70 cl

Qty: 1

Sold By: Amazon EU S.ar.L.

Finlaggan old reserve o B w o= =

class

2-Furanmethanethiol. 5-methyl-

Aberlour 12 Year Old

Amrut Indian Single Malt

Original Cone.
Auchentoshan Three Wood g HS
Brenne Estate Cask 2.5e+08 i»
Eigashima Shuzo Akashi
Finlaggan Old Reserve 2.0e+081
Monkey Shoulder
Old Pulteney 12 Years Old 1.he+08+
Powers Gold Label Cut O
Rittenhouse Straight Rye 1.0e+08 -
The Famous Grouse Finest
5.0e+07 1
00e-00 F¥er =Rl nay NrEdones H;C
'H .ﬂ .‘= - .1 ._ N .I— .i—' N "
oo Z 18 83 % i
(] 5 E 3 T = =
52y &< E 23850
SEfrtEeios iy
5L B couw® - E 5 Y g
2 g =8 889 w0
=R — I — E E 3= @ E =]
<ZEg"8:c 258
o E i = o E W
= = i} o W
] =
< ~

2-furamethanethiol (coffee-like
3,21.22

smell compounds with very low odor thresholds: 0.4 ng/L and 50 ng/L) as products of transformation of furfural and 5-methylfurfural, respectively, in wine medium.

ttps://winebusinessanalytics.com/modals/article/viewArticle.cfm?articleld=15374



8e7 -
1.0e9 A
7e7 T
0.8¢9 - 6e7 7
5e7 E
0.6e9 o 467
0.4¢9 - 71
2e7 B
0.2e9 1e7 -
l lL J 0 l | I A |
0 i . 4 - A, A Iy ) T T T T T T T T T
T T T T T T T T T 1st Time (s) 248.42 499.14 749.86 998.28 1249 1499.72 1748.14 1998.86 2249.58
1st Time (s) 248.42 499.14 749.86 998.28 1249 1499.72 1748.14 1998.86 2249.58 2nd Time (s) 1.580 0.860 0.140 1.720 1.000 0.280 1.860 1.140 0.420
2nd Time (s) 1.580 0.860 0.140 1.720 1.000 0.280 1.860 1.140 0.420

TIC AIC (m/z=95.06)



 Sample | Whisky Name
Old Pulteney 12 Years Old

1
2 Auchentoshan Three Wood
3 The Famous Grouse Finest
4 Monkey Shoulder
5 Aberlour 12 Year Old
1.2e8 A 6 Finlaggan Old Reserve
/ 7 Eigashima Shuzo Akashi
1.0e8 A — 8 Brenne Estate Cask —— AIC TwGCGC-738 1
L —— AIC TWGCGC-739 2
< 9 Amrut Indian Single Malt — AIC TWGCGC-740 3
0.8e8 1 _ _ —— AIC TWGCGC-741 4
10 Rittenhouse Straight Rye — AIC TWGCGC-742 5
0.6e8 — AIC TwGCGC-743 7
11 Powers Gold Label Cut AIC TWGCGC-744 6
— AIC TwGCGC-745 8
0.4e8 AIC TwGCGC-746 9
— AIC TwGCGC-747 10
- —— AIC TwGCGC-748 11
0.2e8
0 | | | | | : | | | |
1st Time (s) 489.939 499.14 508.341 519.842 529.042 538.243 549.744 558.945 568.145
2nd Time (s) 0.061 0.860 1.659 0.158 0.958 1.757 0.256 1.055 1.855
50 100 150 200 250 00 350 400
| | | | | | | |
1200 *
95 .
o Coffee-like
N Perception threshold : 50ng/L

400

L L




Finlaggan Old £34.52
Reserve Single Malt

Scotch Whisky 70 cl

Qty: 1

Sold By: Amazon EU S.a.r.L.

Finlaggan old reserve S

: razine. tetramethyl- : :
Pyrazine. methyl- Py y Pyrazine. 2.5-diethyl-
Original Conc. Original Conc. Original Conc
Se+07 { o= 12500000 4 [a Journal
> | ~
de=07+ 10000000 4 he Institute of Brewing
1e+07 - Research article (@ Free Access
3e+07 - 75000001 . .
Origins of the perceived nutty character of new-make malt
2g+07 £ 000000 4 whisky spirit
Ge+06 1 Emily Boothroyd, Robert S. T. Linforth, Frances Jack, David J. Cook i«
le=07+ 2500000 1 t» First published: 02 December 2013 | https://doi.org/10.1002/jib.103 | Citations: 33
=Y
y i - = dm e ? . p"
Oe+00{__~* TTes wamam> ﬂ_.f’ _ *.' —_— -.‘ — ﬂemqﬁ é'ﬂ'g = o R
o = = 2 = - w = = =x = [ = W T T T T T —T — 1 T
c82E38;304¢ 582888580 a¢ S8E3jgieasd
= = = S & — T - [
EE%ME":&EEEE: Eu%mE‘éEEﬁﬁ'ﬁ F Lo m%‘“EEEE
~S 5 tE8c23€E 4 NS EEFEC Y3 By SR EEEERE
9ﬁgﬁw§oﬁ‘§ﬁe —-ﬁgnfwu:,cmggﬁE ﬁiﬁfﬁggaggg
5 [ [=S ] = 'E ] 5 » @O £ n = [} == = ﬁ in 2
SEESEEESy:s AR R AR ipfsea552189
a2 = B 5 = = 5 @ = B o5 o= e = o g
<55 9 F 2 & TS5 E®DE ¢ = BES 255 8 =
g5 8§ 583 ZEs 8F ZES SR LEE LN Odor
=2 < g in E w =z < g i [ - £ £ g u = £ U : S
o] 3 = o Z = 2 g T om Molecule Threshold Aromatic Description
= =

water

60000 - Nutty, cocoa, green, roasted,
105 000 ppb chocolate, meaty

Musty, fermented soybean,
10ppm  coffee/chocolate-like, heated-lard
notes

Not Likely nutty, roasted, buttery—
2,5-Diethylpyrazine explicitly common pyrazinic profile; no
reported’ precise threshold found

2-Methylpyrazine

2,3,5,6-Tetramethylp
yrazine

“Peaty, smoky, iodine, brine, earthy”




Finlaggan old reserve

o-Guaiacol 4-Ethylguaiacol
Original Conc. Original Conc.
2.0e+07 1.25e+08
F 2
1.00e+08 4
1.5e+074
7.50e+07 4 ¢
1.0e+074 .
5.(0e+07 -
5.0e-+06 1 . .
™o < | "".. “ .,
00e:00{"7* "% Tex =3 " ywre<a 0.00e+00{ 2 -9 w77 e
'|'H l‘= T Tx l_ L] T._ l; ‘1—! L lﬁ lE l,= T Tx l_ T .._ lE TH T .tl—.i
52283853853 ¢¢8 SEERg;83832¢F
= w =z O 2 i 5 w 2 oo = T
B, 22w 8 538 50 BT p g3 E0
= E 5 no 8 g 9 = £ E g iy om g i
NeELd 2 gNz=g o8 N EDZ28 gNnmf oD
SEco® €280 SEc b €280
EEEEE%EEWEE EE:EE%EEWEE
B8 5T g8 =B BEL S 5=~ 2822
< EE®8E 5255 52982 S zE &
E & & it el - R E X @ it S F g UL
<L Q | = rouw <I g i| = rou
<L © = <L = ju

Finlaggan Old £34.52
Reserve Single Malt

Scotch Whisky 70 cl

Qty: 1

Sold By: Amazon EU S.a.r.L.

N

Sweet, smoky,
vanilla-like,

Guaiacol 0.48 ppb medicinal,
bacon/ham
nuances
Spicy, clove-like,
4-Ethylguaiacol (4-EG) ~50 ppb smoky, woody,

sweet-vanilla
nuances

“Peaty, smoky, iodine, brine,


https://www.ladysomm.net/blog/2016/5/30/4-eg-vs-4-ep?utm_source=chatgpt.com
https://www.ladysomm.net/blog/2016/5/30/4-eg-vs-4-ep?utm_source=chatgpt.com

Delivered

Delivery Estimate:
Sunday, 25 May 2025

ﬂﬁ | Amrutindian Single  £47.45
pos-d

Amrut Indian Single Malt MzT

Percent | 70cl | Rich
N
| O
class /
Aberlour 12 Year Old N

and
Qty: 1
Amrut Indian Single Malt

Sold By: Amazon EU S.a.r.L.

Auchentoshan Three Wood

Brenne Estate Cask

Eigashima Shuzo Akashi Pyrazine. 3-ethyl-2.5-dimethyl- Butanoic acid. 2-methyl-. ethyl ester
Finlaggan Old Reserve

Monkey Shoulder

Old Pulteney 12 Years Old Original Cone. Original Cenc. MOIeCUIe
Powers Gold Label Cut
10e+084 B3
Rittenhouse Straight Rye h l d h l Toasted nut
i 28+081 3-Ethyl-2,5-dimet
The Famous Grouse Finest 7 Gesd7 e yraZ'inye ’ yp0.04 ug/L roasted,
. F nutty
le-ag. e Fruity,
25e+07 . & oere L s green, appl
> L]
0.08+00 - L TS = LSt Dei0 #“ ‘t, ',_‘ ‘? 2'Methyl'ethy|- 0 5 pg/L peel)
355%5553555 gggﬁf—"ggggéﬁ butanoate pineapple,
Fr>.3gs28g0 Fa=0f8zeztc strawberry,
e EgEn gy 223285838830 .
s2cdizrnza; nsff8z223EE tropical
25 8 E 3 5 3 0oz - o]
§Zisebeigis fiitseizgly
ERR= 7 = E = ® Z 5 = H & =
2 =} 'f =L ] i} 3 o w
< =

“Tropical fruit, spice, oak, honey, intense due to climate agi




Brenne Estate Cask £55.68
Whisky, 70cl - 40%
4 ABV French Single

Malt Scotch
D-Limonene otv:1
re n n e S a e aS o 2(3H)-Furanone. dihydro-5-pentyl-
Original Conc. SR T e
=7 |
4e+08+ Original Cone. Butanoic acid. 3-methyl-. ethyl ester
# Original Conc.
Je+08+
lﬁﬁ—'—- I : 7.5e+084 2.0e+09-
= — 2e+081
= E 5 Oe+08- 1.5e+004
- = le+08 1.0e+084
2 5e+081 el ' * ¢
— L L - L S
= ﬂe+{|{]-'li|" —— ‘.".-‘. .‘.- — 1_ 6 ‘kq’ ww 5 De+08+ .
——— = = = ¥ = R w e ¥ ey
?gé‘ 8 g %%EEEE 00e00 -hf - <x Fal s ikl ':l.,‘
= Eesexgaig il BEEIFEEEFLE  0en =
- AR EEEEERE °c2zg88p20Cat T T
1 r~ SeE D28 pNzRag o8 828382585, °cZ 888200k
1. 85257339 N8 E0 8 gnz 5o Sy 23885850
— = t 245 BEZ=¢c 0@ 3 S g w2 ED e ?E NE ERSp 283
4 = §s52ag38 22:E g EEeas8 8y Jeedg8gnzag
— 2 gif gogd Bofag ¥ ErEE SgEEsEEEL by
- =3 U - “EF 2§ S2Ef E-.85:®- 80 E¢
Common Name Odor Threshold (water) Description
=
- .
] Creamy, coconut-like, sweet,
i y-Nonalactone ppb - 30 ppb (water); buttery, waxy; imparts “tropical”
lactonic nuances

. Fresh citrus (orange/lemon zest),
Limonene ;s?e[:\[;gt(ita)tr);‘g?;te)’ RS fruity, tangerine, subtle
green/herbal notes
. . . Not precisely defined; branched Fruitv—ereen apple/pineanple. with
Fru1ty, banana, troplcal ff'Ult, custard, Ethyl isovalerate butanoate esters have very low btly bg ItDP " P t'l{)p” ’
light oak thresholds (estimated in tens ppb) LD iy i (il



2 whiskies very close ?

I

TwGCGC-746_9
TwGCGC-714-8-2

(E)-B-Farmesene Farnesol isomer a
= Aberlour 12 Year Old Original Conc. -
= Amrut Indian Single Malt TwGECGC-725-7-1 -Dngma_l Conec.
= Auchentoshan Three Wood TwGCGC-712-7-2 H_
= Brenne Estate Cask TwGCGC-740_74 -
_ - 2100000 4
= Eigashima Shuzo Akashi TwGCGC-743_7
Finlaggan Old Reserve
= Monkey Shoulder
= Old Pulteney 12 Years Old Je+06 1800000 -
Powers Gold Label Cut
Rittenhouse Straight Rye
= The Famous Grouse Finest 1500000
: 2e+06- '
m:cc;c 742 5 12000004
e .
" T 900000 4
TWGCGC-738.1 = i _"""-
TwGCGC-729-1-1 ﬁ = E
mayenned T E
_‘ E TwGCGC-741 4 g E
TwGCGC-713-4-2 B <L o
TwGCGC-733.2-1 = 8 i
| 4['; TWGCGC-716-2-2 u = 3
TWGCGC-729_2 E I 5
— g E g
g :
i} o o
=] L
| L]
=
=

} { The Famous Grouse Finest |

250 200 150 100 50 a




VOCs signature by country ?

class|

Scores Plot

O France
O India

o lreland
O Scotland

o Japan

Scotland (Islay
O USA (Kentucky

600 0mL
LEELID DML
TEvLLDPML
oL oML
2010699 0ML
101TZL DML
TT8LELDOML
1e-g2L0 ML
SSr00mL
LSz e®mmML
TrTePBPIL
vLerL0OML
Cevrmoom

gueaw

£0rL920ML

L l6zLDmML
reuuakow
Vwrmmm
TrELLDDML
60 mL

LZEELIDIOML

Lero0mL

000

0g

I
0e-

(86 6TT) 2 Od

20

-20

PC 1 (26.6 %)




2.0e+08

1.5e+08

1.0e+08

5.0e+07

0.0e+00

USA ? (Rittenhouse Straight Rye)

trans-B-lonone

Original Conc.

Normalized Conc.

a4

EE

24

France

India ’I

Ireland '.

Japan 5

Scotland i‘
-

USA (Kentucky)

France

India

Ireland I

Japan

.
Scotland -

USA (Kentucky)

Odor Threshold

(water) Aromatic Description

Common Name

Floral-violet,
woody-sweet,
fruity-raspberry,
green; warm floral and
subtle fruity nuances

~-30ng/L (~0.03 pg/L)

B-lonone i
n water

“Spicy, caramel, cinnamon, black pepper, bold fi



Ireland (Powers Gold Label Cut )

Ethyl sorbate

Common Name Qe sl Aromatic Description
Original Conc. (water) .

Ge+07 = &
Fruity,green,
pineapple,
Ae+07 4 Detection threshold: passion-fruit, papaya,
S SEeR(iE ~100 ppb slightly tropical;
ethereal/fresh
2es07 ] nuances
=&
Em=m k -
De+00 1 ..l:.-" =TT eme.
lD l-1= T '_|.£ F_JE L .|_ lE IS L] T
o = E 38 & 3 S O g B
w = a2 5 E L
'EEEEEENEE N
- W= ﬁ 28 v~ @ & B
S B w® - #3288 % O
2 g 38875 ¢a
— = - E o =
fsdag £ : § E
S4 8% zTES - - -
E s = 2 Spicy, honey, apple, cereal grain, vanilla




Difference between scotish wiskies

Scores Plot
© Aberlour 12 Ye.
- o Auchentoshan
& © Maonkey Shoulc Benzene. r:,eTethyl'
o] © Old Pulteney 1 S Dimety lﬁ‘%ene
‘ © The Famous G 4-Acetyl- 3 gdrox
3R.5a

utanoic aud 2 m
Diethyl suberate
1-Hydroxyinden-3-o
o Naphthalene. 1.2.3

1-Butylbicyclo(3.2
Propanoic acid. 2-
Isobutyl |sova|era
Propanoic acid.
Hexanoic acid. e
Sarcosine anhydrid
S Benzeneacetic acid
Succinic acid. but
Ethyl 4-methylhept
Butanoic acid. 2-m
Pentanoic acid, 3-
Benzene. 2-ethyl-1
Benzene. 1-ethyl-2
Cyclohexene. 1-pen
Naphthalene. decah
trans—4a—Meth I-de
trans.trans. -Di

PC 2 ( 15 9%)

-10

2-n-He, Ifuran
cis. <:|spZtyEth Ibi
Hexanoic acid. met
3- (ethoxymethyl) -2
Furan. 2-
i- -1.6

Furan. 2-(1-pe
2-(2-Methylvinyl)t
NoRTe. i-ath
orvaline. N-ef
tnlthlophene class
ene, 2 methy
Bendene. 1.2 Aberlour 12 Year Old
% _ : 1H- Indene 2. 3 dlh
Allopurinol Auchentoshan Three Wood
2-Octanol. acetate
Furan. 2 5-diethox Monkey Shoulder

Acetic acid. octyl

p- Nltmpheﬂ‘/l 1-az Old Pulteney 12 Years Old
I I I I I | Acetic acid. hpfnt\.lr

t - (2-Etl i
-40 =20 aQ 20 A0 60 A’Cagtslc(m 2 ecF\’(tt; The Famous Grouse Finest
Propanoic acid. 2-

Acetic acid. trans

PC1(29.5%) 2-Butanol. 2.3-dim

Formic acid. 2-eth




Hexanoic acid. methyl ester

* Be+081 F
1.0e+07 4 n .
[ ]
7.5e+06 Ge+08 1
5.0e+06 1 - 4e+08+ *:- *
v . S - Odor Threshold Aromatic
T —————— Common Name t Descripti
: g & 38 & & 3 § & % water escription
5 B E’E £ £y & 0§ @ Fruity, sweet,
s 5 £ 3 0@ T E & 0§ B exotic—pineapple
8 % = i B g 8 £ 7 9 Methyl hexanoate  ~10-87 ppb pineappie,
- 2 k 58 = 5 ¢ melon, apple, grape,
E g 2 ‘E - papaya; ether-like
2 °F Minty, herbal
Cyclohexanol. 1-methyl-4-{1-methylethyl)-. cis- 2-n-Heptylfuran i hy,l ’
' = . -60-500 ppb stightly
S - - cis-Menthol : camphoraceous,
'i 3061 * Sl cooling, green
) )
resinous
2e+06+
. . Waxy, green, citrusy,
. - 1-Octanol 2 7opb aldehydic, floral;
€ 9 le+D6+ # ~L. .
- ’ ‘F - (n-Octanol) PP mild mushroom and
- ) E 5 = 1 orange peel nuance
g ¢ § 8 I g 3 & f 3 Woody, nutty,
£y & B 3 s ¢ F 2§ Not well defined  roasted, fatty,
5 £ 0§ 3 B g £ =2 ¥ 2 2-Heptylfuran : .
g E 8 ¥ 4 2 £ £ E (~ppm range) coffee-like, slightly
8 &= 2 w q .
< B : s E g E fruity and tropical
E & &




1mL whisky
9mL NaCl 5M

+IS (1,4
dibromobenzene)

EVENT SPONSOR

1 day

ChromdlC £
LECO

SYNC



Humulene epoxide | (19888-33-6)
x104 93.0

80.0 121.0

\“ ‘ “H‘M Ml culih
B on an AR adnasnaAn ain

0.3 43.0 107.0

55.0 67.0 ‘
Il

\ L
1n an an an En an

Humulene
epoxyde 2

—~ Humulene
epoxyde 1




Humulene epoxide | (19888-33-6)

X104 93.0 \
0.9 Humulene -
0.8
07 epoxyde 1 u
0.6 “
0.5 80.0 \
0.4 . 121.0

43.0
0.3 550 67.0 107.0 138.0
0.2
0.1 29.0 ‘ ‘ |“ | ‘ 147.0 2 2200
0 I | I' |!| 1 '|.|||I .||| L | '||.. I L. ||!| .||! |||| 'I||||||' ..|.|,|| .'16.?|0 I 17|70' 1870' I 0|50 | '\
1N 2N 2N AN BN /N TN Qn an 1NN 11N 127N 12N 1AN 1EN 12N 17N 1Qn 1an 2NN 7\ 297N ’)‘2\\
Humulene epoxide 2 (19888-34-7)
x10 4 43.0
Humulene
epoxyde 2 —-
41.0 109.0
67.0 96.0 138.0
55.0
81.0
27.0
39.0 45.0 53.0 79.0 410 123.0
1 31I.0 36.0 | 51|.O [ | | 65I'0 1 |73i'0 | 1 | | 8|5|0 |.| | | | 1 | 1 | | 1] | L1l 147.0 152.0
1R 2N 2R 2N 'll:l . AN /1!:. BN . ER nln /AR an TR on [e]~ . Ion (o]~ 1NN ’ 1NR 14n . 11R 127N ‘Ii’)l-'\ 12N I 1"1!: 14N 11AR TEn




140 4R SR 4R AR 4R 4B 4B 4R 40 4B 4R 45 45 4R 45 4 48 45 4B 4B 45 45 4B

Et la suite ?

Mame

Dodecanoic acid, ethyl ester
Furfural

Phenylethyl Alcohol
Dodecancic acid, ethyl ester
Decancic acid, ethyl ester
1-Butanol, 3-methyl-, acetate
Benzaldehyde

Decancic acid, ethyl ester
Decanoic acid, ethyl ester
Octanoic acid, ethyl ester
Ethylbenzene

Heptanoic acid, ethyl ester
Dodecancic acid, ethyl ester
Octanoic acid, 3-methylbutyl ester
Furfural

Dodecanoic acid, ethyl ester
2-Methylbutyl cctanoate
Decancic acid, ethyl ester
Octanoic acid, ethyl ester
Decanoic acid, ethyl ester
1-Butanol, 3-methyl-, acetate
Dodecancic acid, ethyl ester
Octanoic acid, ethyl ester
Benzeoic acid, ethyl ester
1-Butanol, 3-rmethyl-

Formula CAS
CaaHz0
C:H.0;
CeHao0
CraHz0
CizHz0
CiHa40:
C:H:0
CazHz:0
CazHz:0
CaoHzO
CeHao
CaHa=0z
CaaHz0
CazHz0O
C:H.0;
CaaHz0
CasHz0
CizHz0
CaoHz 0
CazHz:0
CrHa20:
CaaHz=0
CaoHz 0
CaH10z
CsHq:0

106-33-2
93-01-1
60-12-8

106-33-2

110-38-3

123-92-2

100-52-7

110-38-3

110-38-3

106-32-1

100-41-4

106-30-9

106-33-2

2035-99-6
93-011
106-33-2
67121-39-5

110-38-3

106-32-1

110-38-3

123-92-2

106-33-2

106-32-1
93-89-0

123-51-3

ocdeurs

alkane
rose

fruit

banana

almond

gas
fruit

fruit

fruit
alkane
fruit
unknaown

fruit

banana
fruit
fruit
fruit

-

1 4
431886304.00
407745472.00
405523552.00
397867680.00
391151904.00
390771962.00
389622592.00
386977504.00
37775273600
375146042.00
352116000.00
316535584.00
308742816.00
308654176.00
307032960.00
305241152.00
300846202.00
283778176.00
281583968.00
270566400.00
266855440.00
266216752.00
262101728.00
259761232.00
254717584.00

2w

7974243200
8595443%6.00
2100498316.00
283916064.00
1391523456.00
44761196800
84514617600
40302252800
485379104.00
460335744.00
12394076000
652060736.00
56384774400
737231296.00
74076409600
42678265600
44409843200
291862624.00
2995488%6.00
308995488.00
501299162.00
29276409600
118529408.00
553951872.00
1729243008.00

2 @

89653296.00
2915311360.00
301128256.00
489532128.00
1526173696.00
6119%97632.00
2707379200.00
288143744.00
444090400.00
338643936.00
445958544.00
1092108288.00
B9672656.00
522%08608.00
£953299968.00
422337952.00
£34319963.00
381871424.00
259492272.00
442158272.00
208321296.00
595729083.00
20790214.00
&/0061760.00
2072393856.00

4 4

92492408.00
569738112.00
473009568.00
27211987200
1687006208.00
1298734848.00
295489824.00
576209088.00
592743424.00
259671472.00
628353152.00
275505376.00
7044841600
395532960.00
460331776.00
£36835520.00
391941248.00
631587392.00
418908512.00
422923008.00
679869824.00
391193120.00
208555952.00
223550912.00
148443728.00

S

213751936.00
1397342720.00
661864704.00
378003040.00
43%681056.00
331105024.00
1143635840.00
536592944.00
451878080.00
309495642.00
49359132.00
T70083008.00
6225670400
458524416.00
6594460000
755504384.00
554409664.00
2179936256.00
365824000.00
41371244800
284395352.00
389789152.00
345100160.00
A70709920.00
2114851200.00

6
100923352.00
24893307200

5345374400
29317958400
2758151620.00
627333024.00
89065080.00
807542592.00
985408762.00
32402262400
35362288.00
5269252428.00
£5983492.00
706891072.00
84674728.00
827807232.00
£15854720.00
686035456.00
282621120.00
705212160.00
592241152.00
928265088.00
17874422400
35719356.00
22076374400

7 4

92198632.00
243356864.00
50263852.00
277817856.00
£33585472.00
374096256.00
76034944.00
117899152.00
988393088.00
176443952.00
40893020.00
483915968.00
75176160.00
717103872.00
62778512.00
922049408.00
42303647
£68119744.00
294040768.00
29428249600
594663104.00
997612608.00
47902408.00
30602938.00
248859872.00

g -
50974572.00
1949571200.00
1753745
267521312.00
1826622208.00
683455936.00
708347264.00
309392976.00
389766048.00
331387200.00
3643222400
704950592.00
46243000.00
418307552.00
1138405632.00
534105792.00
354034336.00
2004460544.00
3N0911712.00
B47379072.00
512235328.00
35249459200
167935696.00
289195104.00

1817317376.00

9
301125472.00
1152511360.00
289593088.00
230140768.00
1668277120.00
314819264.00
430895008.00
679157696.00
508560320.00
325894464.00
T4874488.00
567208192.00
49002432.00
295133536.00
733468992.00
199527680.00
380335584.00
582500096.00
301681472.00
523535712.00
1006214656.00
616690880.00
134122936.00
355716992.00
58296000000

10 4,
27
1302
6t

31¢c

114¢
152
49z
3
26¢
47¢
1111
51
24¢
97C
23
10¢

152
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Pred-03, a web server to predict

molecules, olfactory receptors
and odor relationships

Ollitrault et al, ol

| Olfactory Receptor Info

V.
You Waksia | Kaneko, Mol, Informatircs 20265

reaentors:
Deep IWhinh CDes

x4
opt of empart MLz S8 Chiral recognition |

*Qiu, C. (2020) — Modeling of O
Chemical Structures. Stanford U
(CS229/CS230 project).
*Sharma, A. et al. (2021) — SMILE
Decoding the Structure—Odor Relati
Deep Neural Networks. J. Chem. Inf.
676—688.

Ollitrault, G. et al. (2024) — Pred-O3:
to predict molecules, olfactory receptors
relationships. Nucleic Acids Research,
W507-W512.

Wakutsu, Y.; Kaneko, H. (2025) — Mo
Prediction Using Olfactory Receptor
Molecular Informatics, 44:€2024
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Collecte de données

' Machine Leaming Predicted odor
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receptor activity ?

Molecular Odor Pre
Olfactory Receptor |

SMILES to Smell: Decoding
the Structure—Odor
Relationship of Chemical
Compounds Using the Deep —
Neural Network Approach

Pred-03, a web server

yrfume: A window to the world’s olfactory data
olfactory receptors



Collecte de données
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Project: ProjetBollinger18-04-2023 - Edit is enabled.
AT Rl A. CAS OdorQuality Guillaume Guillaume2 denis denis2
Ana7s 0.000 camphree, epice, curry 1.000RT: 11.97...
A198s 0.000 punaise ecrasee, desagreable. 1.000RT: 11.99...
12,400 0.000 camphree 1.000RT: 12.40...
12435 0.000 1.000RT: 12.43...
12,680 0.000 butyrique 1.000RT: 12.68...
12,690 0.000 2N/A 1.000RT: 12.69...
A12.790 0.000 banane 1.000RT: 12.75...
PP 0,000 herbacee tige coupe intensite faible vegetale T.000RT: 1286,  1.000RT: 12.87..  1.000RT: 12,86,
13170 0.000 abs 1.000RT: 13.17...
A13470 0.000 banane ecrasee, vomi 1.000RT: 13.17..
A13175 0.000 banane ecrasee, vomi 1.000RT: 13.17..
413180 0.000 beurre rance 1.000RT: 13.18...
13,185 0.000 pieds, chaussures 1.000RT: 13.19...
13225 0.000 vomis, tres desagreable 1.000RT: 13.22...
A 13485 0.000 2N/A 1.000RT: 13.40...
13765 0.000 2N/A 1.000RT: 13.76...
13,800 0.000 abs 1.000RT: 13.80...
413,840 0.000 punaise puis A nouveau bouillon pdt cuite 1.000RT: 13.84...
A13.850 0.000 vegetal cuit, choux 1.000RT: 13.85...
413855 0.000 2N/A 1.000RT: 13.85...
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Données

11 052 molécules
772 labels => 300 labels normalisés

| A

cas______E@nowm

15111-56-5 Ethyl 3-cyclohexenecarboxylate balsamic|floral | fresh | fruity | herbal | musty | sweet| woody | ylang 41598 2024_70696_MOESM1_ESMV2 | ComplementN
3681-82-1 3-Hexen-1-ol, acetate, (E)- apple|banana|banana unripe banana|cortex| dry|floral|fresh|fruity| green|hyacinth|narcissus|no :41598_2024_70696_MOQESM1_ESMV2 | ComplementN
7492-45-7 CID 73555259 apricot| citrus | clean| dairy| fatty| floral | fruity | fruity aroma| green| herbal | nasturtium| oily|peach ~ 41598_2024_70696_MOESM1_ESMV2 | pyrfume_cand
4698-08-2 2,6-Octadienoic acid, 3,7-dimethyl-, (E)- acidic| citrus| dry|feet| floral | flowery| fresh | fruity| grass | greasy| green| herbaceous | herbal | lemon|141598_2024_70696_MOQESM1_ESMV2 | ComplementN
1,4,4-Trimethyltricyclo[5.3.1.02,6]undecan-11-ol balsamic| earthy| moss | mossy| resinous | spicy | woody 41598 2024_70696_MOESM1_ESMV2 |Table_S1_Prec

Menthadien carboxaldehyde fatty| herbal | spicy 41598_2024_70696_MOESM1_ESMV2

1195-92-2 Limonene 1,2-Epoxide green 41598 2024 _70696_MOESM1_ESMV2
536-60-7 p-Cymen-7-ol aromatic | caraway| cinnamon| cumin|floral | herb | herbaceous | herbal | leather|leathery| musk| oily| £ 41598_2024_70696_MOQOESM1_ESMV2 | ComplementN
20662-84-4 Oxazole, trimethyl- bee | beefy|body| boiled | chocolate | fish | food | fruity | green | meat| mustard | nut| nut skin | nutty | roasi41598_2024_70696_MOESM1_ESMV2 | ComplementN
72203-97-5 Isoneral green 41598_2024_70696_MOESM1_ESMV2 |Table_S1_Prec
138-22-7 Butyl lactate apple| apple skin|appleskin|burnt|butter | buttery | caramel | cheese | cheesy|chemical | creamy|dairy 41598_2024_70696_MOESM1_ESMV2 | ComplementN
75587-05-2 Ethyl 5-Hydroxyoctanoate apple|fatty| fruity| pineapple | sweet| tropicalfruit 41598_2024_70696_MOESM1_ESMV?2 | Table_S1_Prec
72214-23-4 1,1,5-Trimethyl-4,6-heptadienyl acetate (isomer 1) bergamot| citrus | cologne | ethereal | floral | fresh | fruity| green | lavender | lemon 41598 2024_70696_MOESM1_ESMV2 |Table_S1_Prec
2110-18-1 2-(3-Phenylpropyl)pyridine bellpepper | cortex| earthy| fresh | green | herbaceous| herbal | metallic| nasturtium| pea| pepper | peppe41598_2024_70696_MOESM1_ESMV2 | Table_S1_Prec
43219-68-7 Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)- camphoraceous | fresh | fruity | herbaceous | herbal | mint | minty 41598 _2024_70696_MOESM1_ESMV2 | ComplementN
87-69-4 (R,R)-Tartaric acid acid| caramel | mild | odorless| tart 41598_2024_70696_MOESM1_ESMV?2 | Table_S1_Prec
62488-24-8 3-Methylbutyl tetradecanoate fatty|fragrant| fruity| mouthfeel | oily | waxy 41598 _2024_70696_MOESM1_ESMV2 | ComplementN
68990-37-4 Propanoic acid acidic| cheese | cheesy| dairy| disagreeable| fatty| fruity | milk| pungent| rancid| silage | sour | soy| spices 41598_2024_70696_MOQOESM1_ESMV2 | ComplementN

(3Z,6Z)-dodeca-3,6-dienal citrus | fatty| herbal 41598 2024 _70696_MOESM1_ESMV2
1117-59-5 Hexyl n-valerate apple| brandy|fruity| green| musk] oily| sweet| unripe | vegetative 41598_2024_70696_MOESM1_ESMV?2 | Table_S1_Prec

Pentadeca-2,4,6-trienal fatty 41598 2024 _70696_MOESM1_ESMV2
2094-69-1 Propanoic acid, 2,2-dimethyl-, phenylmethyl ester apple|chamomile|floral |herbaceous|herbal 41598_2024_70696_MOESM1_ESMV2 | ComplementN
120-51-4 Benzyl Benzoate almond | aromatic| balsam | balsamic| berry| bitter | cheese | cherry| faint| fatty | floral | fruity| herb | hert 41598 _2024_70696_MOESM1_ESMV2 | ComplementN
16630-55-0 3-(Methylthio)propyl acetate alliaceous|asparagus|cabbage|cheese|cheesy| earthy| ester|fatty| fruit| fruity| green | herbaceous|h 41598_2024_70696_MOESM1_ESMV2 | Table_S1_Prec
75-18-3 Dimethyl sulfide asparagus | berry| cabbage | chemical | cooked | corn| creamy | diacctyl | earthy| fishy | fruity| gasoline|gr 41598_2024_70696_MOESM1_ESMV2 | ComplementN
124-76-5 Npc152989 balsamic|camphor | camphoraceous | camphoreous | herbal | resinous | woody 41598_2024_70696_MOESM1_ESMV?2 | pyrfume_cand
562-74-3 Terpinen-4-ol balsamic|citrus|cooling | earth | earthy | floral | fresh | grapefruit| green | herbaceous | herbal | lemon|lil: 41598_2024_70696_MOESM1_ESMV2 | ComplementN
108793-59-5 3,5-Octadien-2-one earthy|fat|fatty|fruit| fruity| green| hay| herbaceous| metallic| mushroom| pungent| pungent herbaci41598_2024_70696_MOESM1_ESMV2 | Table_S1_Prec

40010-99-9 2(3H)-Furanone, 3-acetyl-5-butyldihydro- floral | fruity | jasmin | whiteflower 41598 2024 _70696_MOESM1_ESMV2
_ _dj _ Mﬂlmlhid 41598 2024 70696 MOFSM [\ amplementh
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Drill-down (L3 — top molécules)

Clique un secteur L3 (feuille) pour afficher les 20 molécules oul ce L3 est le plus cité.
Note: si les labels L3 sont cachés, c’est normal (trop de feuilles). Clique/hover.

L3: coconut
INCHIKEY

HLZKNKRTKFSKGZ -
UHFFFAOYSA-N

IAFQYUQIAOWKSB-
UHFFFAOYSA-N

ILIDYMFZBMWGGZ -
UHFFFAOYSA-N

RGZSQWQPBWRIAQ-
CABCVRRESA-N

NEDIAPMWNCQWNW-
UHFFFAOYSA-N

WNZQDUSMALZDQF -
UHFFFAOYSA-N

NGSXTBFUMNXJDK -
UHFFFAOYSA-N

MAUFTTLGOUBZNA-
UHFFFAOYSA-N

XPTXKXKPWKNYKB -
UHFFFAOYSA-N

VMUXSMXIQBNMGZ -
UHFFFAOYSA-N

PSQMUBJIRXIGVIT-
UHFFFAOYSA-N

OALYTRUKMRCXNH-
UHFFFAOYSA-N

IPBFYZQJIXZJIBFQ-
UHFFFAOYSA-N

7TIOSCARGTTYTI -

Nom

1-Tetradecanol

Ethyl Undecanoate
2,3-Dihydroxypropyl 5-
Hydroxydecanoate

Levomenol

2H-Pyran-2-one, 5,6-dihydro-6-pentyl-
1(3H)-Isobenzofuranone
2(3H)-Naphthalenone, 4,4a,5,6-
tetrahydro-7-methyl-

2H-Pyran-2-one, 6-pentyl-
2H-Pyran-2-one, 6-heptyl-5,6-dihydro-
Hydrocoumarin

Pentyl Heptanoate

2(3H)-Furanone, dihydro-5-pentyl-

2(3H)-Furanone, 5-butyldihydro-

2-(Trans-2-Pentenvi\Cvclonen

SMILES

han

han

han

han

cceeecice=ce(=

0)01

0=C10Cc2ccccc2
1

€C1=CC2=CC(=0)
cccaccl

CCCCCclcccc(=
0)ol

cceceeeccice=ce
(=0)01

clccc2c(cl)CCC
(=0)02

nan
ccecec[c@H]icce
(=0)01

ccceeicee(=0)0
1

score

12.00

10.00

8.00

7.00

7.00

7.00

7.00

7.00




<

Anaconda Prompt - conda ac X +

banana

. fermented

. fruit

. apple
ether
cognac
brandy

. apricot

. green

. fatty

.8979
.8696
.8266
. 7428
.6887
.6170
.5284
L4714
L4472
.4185

[ocloNoNoNoNoNoNoNoNol

CAS/SMILES/NAME (topk=10)> myrcene

Resolving NAME via CACTUS: myrcene

Resolved SMILES: CC(C)=Cccc(=C)C=C

[CACTUS] CAS: 123-35-3

2153=31-3

[CACTUS] IUPAC: 7-methyl-3-methylideneocta-1,6-diene

[CACTUS] Names (first 5): 7-methyl-3-methylideneocta-1,6-diene, 7-methyl-3-methylene-octa-1,6-diene, 7-Methyl-3-methylen
eocta-1,6-diene, 7-methyl-3-methylidene-octa-1,6-diene, 123-35-3

[DB] Compound NOT found in internal DB.

Top predictions:
plastic .88u3
. pepper .8706
balsamic .7004
. spicy .6564
. woody .5710
herbal .5440
citrus .5193
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Oriane a réalisé sont stage de BUT3 de chimie a
I'lUT Robert Schuman de I'Université de

Strasbourg...

&4 oriane.mangin@twistaroma.fr
&7 0972259040

Marine Guérif chimie analytique
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