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Table S1. The aim is to see the difference of the solubilization of major molecules present in yeast with different solvents. The relative energy difference (RED)
values of agro-solvents for the extraction allows one to have the prediction of the solubilization of major compounds.

Solvents oD oP oH TAG1 TAG2 TAG3 TAG4 TAG5 TAG6 TAG7 DAG1 DAG2 DAG3 FFA1 FFA2 FFA3 PE1 PE2 PE3 PE4 PC1 PC2 PC3 PC4
Hexane 14 0 0
DMC 155 86 9.7 I 097 089 084
Ethyl Acetate 158 53 72 ] I k k L L 066 066 057 049 05
Ethyl Lactate 16 7.6 125
p-Cymene 173 23 24
Limonene 167 18 31
a-Pinene 164 13 22
MeTHF 164 47 4.6
CPME 167 43 43
PA 158 6.1 164
Ethanol 158 88 194

Il reo-1 RED <1

Triglycerides: TAG 1 (R1: C18:2n-6, R2: C18:2n6, R3: C16), TAG 2 (R1: C18:2n-6, R2: C18:2n6, R3: C18:2n-6), TAG 3 (R1: C18:2n-6, R2: C18:1n9, R3: C16),
TAG 4 (R1: C18:1n9, R2: C18:1n9, R3: C18:1n9), TAG 5 (R1: C18:1n9, R2: C18:2n-6, R3: C18:2n6), TAG 6 (R1: C18:1n-9, R2: C18:1n9, R3: C16), TAG 7 (R1:
C18:2n6, R2: C18:1n-9, R3: C18:1n9).

Diglycerides: DAG 1 (R1: C18:2n6, R2: C18:2n6), DAG 2 (R1: C18:2n6, R2: C18:1n9), DAG 3 (R1: C18:1n9, R2: C18:1n9).

Free Fatty Acids: FFA 1 (R1: C16), FFA 2 (R1: C18:2n6), FFA 3 (R1: C18:2n6).

Phosphatidylethanolamine: PE 1 (R1: C18:2n-6, R2: C18:2n6), PE 2 (R1: C18:1n9, R2: C18:2n-6), PE 3 (R1: C18:1n9, R2: C18:1n9), PE 4 (R1: C16, R2:
C18:1n9).

Phosphatidylcholine: PC 1 (R1: C18:2n-6, R2: C18:2n6), PC 2 (R1: C18:1n9, R2: C18:2n-6), PC 3 (R1: C18:1n9, R2: C18:1n9), PC 4 (R1: C16, R2: C18:1n9).
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Table S2. The aim is to show the difference of the solubilization of major molecules present in yeast with different solvents. COSMO-RS prediction results regarding
the solubility of the major components of Yarrowia lipolytica oil in several solvents.
Solvent TAG1 TAG2 TAG3 TAG4 TAG5 TAG6 TAG7 DAG1 DAG2 DAG3 FFA1 FFA2 FFA3 PE1 PE2 PE3 PE4 PC1 PC2 PC3 PC4
Hexane
DMC
Ethyl Acetate
Ethyl Lactate

IO SN S 022 027 006
p-Cymene |0 [0 0N F0 0N R0 0 083 [ 088 074

Limonene |0 0N F0N [FH0 0 0 0N 088 | 073 | —0.79
a-Pinene -

MeTHF

CPME
IPA
Ethanol

-0.96 -098 -0.89

02 -03 0 [0
-0.76

S0 o
. 097 0 -003 0 -019 -0.19
o

-0,1<x<-0,99 Bl 1<x<5

Triglycerides: TAG 1 (R1: C18:2n-6, R2: C18:2n6, R3: C16), TAG 2 ( R1: C18:2n-6, R2: C18:2n6, R3: C18:2n-6), TAG 3 (R1: C18:2n-6, R2: C18:1n9, R3:
C16), TAG 4 (R1: C18:1n9, R2: C18:1n9, R3: C18:1n9), TAG 5 (R1: C18:1n9, R2: C18:2n-6, R3: C18:2n6), TAG 6 (R1: C18:1n-9, R2: C18:1n9, R3: C16), TAG 7
(R1: C18:2n6, R2: C18:1n-9, R3: C18:1n9).

Diglycerides: DAG 1 (R1: C18:2n6, R2: C18:2n6), DAG 2 (R1: C18:2n6, R2: C18:1n9), DAG 3 (R1: C18:1n9, R2: C18:1n9).
Free Fatty Acids: FFA 1 (R1: C16), FFA 2 (R1: C18:2n6), FFA 3 (R1: C18:2n6).

Phosphatidylethanolamine: PE 1 (R1: C18:2n—6, R2: C18:2n6), PE 2 (R1: C18:1n9, R2: C18:2n-6), PE 3 (R1: C18:1n9, R2: C18:1n9), PE 4 (R1: C16, R2:
C18:1n9).

Phosphatidylcholine: PC 1 (R1: C18:2n-6, R2: C18:2n6), PC 2 (R1: C18:1n9, R2: C18:2n-6), PC 3 (R1: C18:1n9, R2: C18:1n9), PC 4 (R1: C16, R2: C18:1n9).



