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Characterization data for petroselinic acid (1).

'H-NMR (400 MHz, CDCly): &, 0.88 (3H, t, J=6.8 Hz, CHs), 1.26-1.36 (18H, m, 9xCH},), 1.37-1.44 (2H, m,
CH,(CH,),COOH), 1.62-1.69 (2H, m, CH,CH,COOH), 2.01 (2H, dxt, J=7.0 Hz, J=6.9 Hz, CH,CH=CH), 2.05
(2H, dxt, J=7.1 Hz, J=7.1 Hz, CH,CH=CH), 2.36 (2H, t, J=7.5 Hz, CH,COOH), 5.29-5.41 (2H, m, CH=CH),
11.60 (1H, br s, COOH). *C-NMR (100 MHz, CDCly): 8¢ 14.1 (CHa), 22.7 (CH,), 24.3 (CH,CH,COOH), 26.8
(CH,CH=CH), 27.2 (CH,CH=CH), 29.1 (CH,(CH,),COOH), 29.3, 29.4, 29.6, 29.7, 29.7, 29.7, 31.9 (8xCH,),
34.0 (CH,COOH), 128.9 (CH=CH), 130.6 (CH=CH), 180.1 (COOH). T: 30-31°C.

Characterization data for petroselinic acid based diacetylated sophorolipid lactone (5).

'H-NMR (400 MHz, MeOD): 8, 1.23 (3H, d, J=6.2 Hz, CHCHs), 1.31-1.50 (16H, m, 7XxCH,(CHy),,
CH,H,CHCHs, CH,H,CH,CHCH,), 1.53-1.59 (2H, m, CH,H,CHCH;, CH,H,CH,CHCH3), 1.61-1.74 (2H, m,
CH,CH,C=0), 2.03-2.11 (4H, m, 2xCH,CH=CH), 2.06 (3H, 5, CH;C=0), 2.07 (3H, 5, CHsC=0), 2.33-2.47 (2H,
m, CH,C=0), 3.29-3.36 (2H, m, 2xCHOC), 3.45 (1H, dxd, J=9.1 Hz, J=7.7 Hz, CHOC), 3.46-3.50 (1H, m,
CHOC), 3.58 (1H, dxd, J=9.1 Hz, J=9.1 Hz, CHOC), 3.60 (1H, dxd, J=9.4 Hz, J=9.4 Hz, CHOC), 3.66 (1H,
dxdxd, J=10.0 Hz, J=3.8 Hz, J=3.8 Hz, CHOC), 3.71-3.79 (1H, m, CHsCHO), 4.09-4.14 (2H, m, CH,0Ac), 4.21
(1H, dxd, J=11.8 Hz, J=6.4 Hz, CH,H,0OACc), 4.38 (1H, dxd, J=11.8 Hz, J=2.1 Hz, CH,H,OACc),4.46 (1H, d,
J=7.6 Hz, CH(O),), 4.67 (1H, dxd, J=7.7 Hz, CH(O),), 4.84-4.89 (1H, m, CHOC), 5.33-5.43 (2H, m, CH=CH).
BC-NMR (100 MHz, MeOD): 8¢ 19.3 (CHsC=0), 19.5 (CHsC=0), 20.5 (CHsCH), 23.9 (CH,CH,C=0), 25.1
(CH,CH,CHCH5), 26.1 (CH,CH=CH), 26.6 (CH,CH=CH), 28.5 (CH,(CH,),), 29.0 (CH,(CH,),), 29.2
(CH2(CHa)2), 29.7 (CHA(CHy),), 29.7 (CH(CHy)y), 29.8 (CH,(CHy),), 30.0 (CH,(CHy),), 33.2 (CH,C=0), 37.2
(CH,CHCHs), 62.7 (CH,0AC), 63.4 (CH,0Ac), 70.2 (CHOC), 70.5 (CHOC), 72.0 (CHOC), 73.4 (CHOC), 73.6
(CHOC), 75.2 (CHOC), 76.5 (CHOC), 78.7 (CHOC), 81.9 (CHOC), 102.2 (CH(O),), 103.8 (CH(O),), 128.6
(CH=CH), 130.5 (CH=CH), 107.8 (C=0), 171.3 (C=0), 172.9 (C=0).

Characterization data for 17-L-([24-O-p-D-glucopyranosyl-g-D-glucopyranosyl]-oxy)-cis-6-octadecenoic
acid (7).

'H-NMR (400 MHz, MeOD): 8, 1.27 (3H, d, J=6.2 Hz, CH,CH), 1.30-1.48 (17H, m, 8XCH.(CH,),,
CH,H,CHCH,), 1.60-1.67 (3H, m, CH,H,CHCH,, CH,CH,COOH), 2.04-2.11 (4H, m, 2xCH,CH=CH), 2.31
(2H, t, J=7.4 Hz, CH,COOH), 3.47 (1H, dxd, J=8.4 Hz, J=8.4 Hz, CHOC), 3.58 (1H, dxd, J=8.7 Hz, J=8.7 Hz,
CHOC), 3.66-3.71 (2H, m, 2xCH,H,OH), 3.82-3.89 (3H, m, 2xCH,H,OH, CHOC), 4.47 (1H, d, J=7.7 Hz,
CH(0),), 4.66 (1H, d, J=7.8 Hz, CH(O),), 5.33-5.43 (2H, m, CH=CH). *C-NMR (100 MHz, MeOD): 8¢ 20.5
(CH3CH), 24.3 (CH,CH,COOH), 24.9 (CH,(CH5),), 26.4 (CH,CH=CH), 26.8 (CH,CH=CH), 28.9 (CH»(CH,),),
29.0 (CH5(CH,),), 29.3 (CH5(CH,),), 29.5-29.5 (3XCH,(CH,),), 29.6 (CH»(CH,),), 33.5 (CH,COOH), 36.4
(CH,CHCH3), 3.24-3.36 (5H, m, CHOC), 3.40 (1H, dxd, J=8.7 Hz, J=8.7 Hz, CHOC), 61.3 (CH,OH), 61.6
(CH,0H), 70.1 (CHOC), 70.4 (CHOC), 74.4 (CHOC), 76.3 (2xCHOC), 76.8 (CHOC), 76.9 (CHOC), 77.5
(CHOC), 80.5 (CHOC), 101.3 (CH(O),), 103.2 (CH(O),), 128.9 (CH=CH), 129.9 (CH=CH), 176.2 (COOH).



Characterization data for methyl 17-L-(]28-O-f-D-glucopyranosyl-g-D-glucopyranosyl]-oxy)-cis-6-
octadecenoate (8).

'H-NMR (400 MHz, MeOD): &, 1.27 (3H, d, J=6.2 Hz, CH,CH), 1.31-1.50 (17H, m, CH.H,CHCHj,
8xCH,(CH,),), 1.60-1.67 (3H, m, CH,H,CHCH;, CH,CH,COOMe), 2.03-2.10 (4H, m, 2xCH,CH=CH), 2.34
(2H, t, J=7.4 Hz, CH,COOMe), 3.23-3.36 (5H, m, CHOC), 3.40 (1H, dxd, J=8.9 Hz, J=8.9 Hz, CHOC), 3.45-
3.49 (1H, m, CHOC), 3.58 (1H, dxd, J=8.7 Hz, J=8.7 Hz, CHOC), 3.65-3.70 (2H, m, 2xCH,H,OH), 3.67 (3H, s,
OCHjy), 3.81-3.89 (3H, m, 2xCH,H,OH, CHOC), 4.47 (1H, d, J=7.7 Hz, CH(O),), 4.66 (1H, d, J=7.8 Hz,
CH(0),), 5.32-543 (2H, m, CH=CH). “C-NMR (100 MHz, MeOD): §c 20.5 (CHsCH), 24.2
(CH,CH,COOMe), 24.9 (CH,(CH,),), 26.4 (CH,CH=CH), 26.8 (CH,CH=CH), 28.9 (CH,(CH,),), 29.0
(CH,(CHy),), 29.3 (CHy(CHy),), 29.5 (3XCH,(CH,),), 29.6 (CH,(CH,),), 33.3 (CH,COOMe), 36.5
(CH,CHCHjy), 50.7 (OCHz), 61.4 (CH,0OH), 61.7 (CH,OH), 70.1 (CHOC), 70.4 (CHOC), 74.5 (CHOC), 76.4
(2xCHOC), 76.8 (CHOC), 76.9 (CHOC), 77.5 (CHOC), 80.5 (CHOC), 101.3 (CH(0O),), 103.3 (CH(0),), 128.9
(CH=CH), 130.0 (CH=CH), 174.5 (COOMe).

Characterization data for methyl 17-L-(]2”,3°,3”,4°,4”,6°,6”-heptaacetoxy-2’-O-B-D-glucopyranosyl-g-D-
glycopyranosyl]-oxy)-cis-6-octadecenoate (9).

'H-NMR (400 MHz, CDCly): 8y 1.22 (3H, d, J=6.2 Hz, CHsCH), 1.26-1.41 (17H, m, CH,H,CHCH,,
8xCH,(CH),), 1.56-1.68 (3H, m, CH,H,CHCH;, CH,CH,COOMe), 1.98-2.08 (4H, m, 2xCH,CH=CH), 1.98
(3H, s, CH,C=0), 2.00 (3H, s, CHsC=0), 2.01 (3H, s, CH;C=0), 2.03 (3H, s, CHsC=0), 2.06 (3H, s, CH;C=0),
2.06 (6H, s, 2xCH,C=0), 2.31 (2H, t, J=7.5 Hz, CH,COOMe), 3.63-3.75 (4H, m, 2xCHCH,0Ac, CH3;CHO,
CHOC), 3.67 (3H, s, OCHs3), 4.06-4.10 (2H, m, 2xCH,H,OAc), 4.22-4.31 (2H, m, 2xCH,H,OAc), 4.48 (1H, d,
J=7.6 Hz, CH(O),), 4.73 (1H, d, J=8.0 Hz, CH(0),), 4.91 (1H, dxd, J=8.9 Hz, J=7.8 Hz, CHOC), 4.93 (1H, dxd,
J=9.6 Hz, J=9.6 Hz, CHOC), 5.06 (1H, dxd, J=9.5 Hz, J=9.5 Hz, CHOC), 5.13 (1H, dxd, J=9.3 Hz, J=9.3 Hz,
CHOC), 5.16 (1H, dxd, J=9.5 Hz, J=9.5 Hz, CHOC), 5.29-5.40 (2H, m, CH=CH). **C-NMR (100 MHz,
CDCly): 8¢ 20.5 (CH4C=0), 20.5 (2XCH3C=0), 20.6 (CH,C=0), 20.7 (2xCH3C=0), 20.8 (CH;C=0), 21.2
(CHsCH), 24.6 (CH,CH,COOMe), 25.1 (CH,(CH,),), 26.8 (CH,CH=CH), 27.2 (CH,CH=CH), 29.2
(CH2(CHy)2), 29.3 (CH2(CHy)2), 29.6 (CH(CH,),), 29.7 (CH2(CHy)2), 29.7 (2xCH,(CHy),), 29.8 (CHL(CH,),),
34.0 (CH,COOMe), 36.5 (CH,CHCHgs), 51.4 (OCHs), 62.0 (CH,0Ac), 62.2 (CH,OAc), 68.2 (CHOC), 68.9
(CHOC), 71.3 (CHOC), 71.7 (CHOC), 71.8 (CHOC), 73.1 (CHOC), 74.6 (CHOC), 77.7 (CHOC), 77.9 (CHOC),
100.4 (CH(0),), 101.1 (CH(O),), 129.0 (CH=CH), 130.5 (CH=CH), 169.2 (CH;C=0), 169.4 (CH,C=0), 169.7
(CH5C=0), 170.0 (CH4C=0), 170.3 (CH3C=0), 170.6 (CH,C=0), 170.6 (CH,C=0), 174.1 (COOMe).

Characterization data for 8-L-(]2”,3’,3”,4°,4”,6,6”-heptaacetoxy-2’-O-B-D-glucopyranosyl-f-D-
glucopyranosyl]-oxy)-dodecananal (4).

'H-NMR (400 MHz, CDCls): &y 1.22 (3H, d, J=6.2 Hz, CH5;CH), 1.26-1.43 (13H, m, 6xCH,(CH,),,
CH,H,CHCHjy), 1.55-1.69 (3H, CH,H,CHCHj;, CH,CH,(C=0)H), 1.99 (3H, s, CH;C=0), 2.00 (3H, s,
CHsC=0), 2.01 (3H, s, CH3C=0), 2.03 (3H, s, CH3C=0), 2.06 (3H, s, CHsC=0), 2.08 (6H, s,
2xCH,C=0), 2.42 (2H, txd, J=7.4 Hz, J=1.9 Hz, CH,(C=0)H), 3.63-3.74 (4H, m, 2xCHCH,OAc,
CH;CHO, CHOC), 4.06-4.10 (2H, m, 2xCH,H,0Ac), 4.22-4.31 (2H, m, 2xCH,H,0Ac), 4.47 (1H, d,
J=7.6 Hz, CH(O),), 4.72 (1H, d, J=8.0 Hz, CH(O),), 4.91 (1H, dxd, J=9.3 Hz, J=8.4 Hz, CHOC), 4.93
(1H, dxd, J=9.7 Hz, J=9.7 Hz, CHOC), 5.06 (1H, dxd, J=9.6 Hz, J=9.6 Hz, CHOC), 5.13 (1H, dxd,



J=9.4 Hz, J=9.4 Hz, CHOC), 5.16 (1H, dxd, J=9.5 Hz, J=9.5 Hz, CHOC), 9.76 (1H, t, J=1.9 Hz,
HC=0). ®C-NMR (100 MHz, CDCls): 8¢ 20.5 (CH;C=0), 20.5 (2xCH;C=0), 20.6 (CH;C=0), 20.7
(2XxCHsC=0), 20.8 (CHsC=0), 21.3 (CHsCH), 22.1 (CH,CH,(C=O)H), 25.0 (CH,(CH,),), 29.1
(CH2(CH2)2), 29.3 (CH2(CH2)2), 29.4 (CHa(CHy)z), 29.7 (CHx(CHy)2), 29.7 (CH,(CH,)2), 36.5
(CH,CHCHg3), 43.9 (CH,(C=0)H), 62.0 (CH,0ACc), 62.3 (CH,0ACc), 68.3 (CHOC), 68.9 (CHOC), 71.3
(CHOC), 71.6 (CHOC), 71.8 (CHOC), 73.0 (CHOC), 74.7 (CHOC), 77.6 (CHOC), 78.0 (CHOC), 100.4
(CH(0),), 101.2 (CH(O),), 169.3 (CHsC=0), 169.4 (CHsC=0), 169.7 (CH,C=0), 170.0 (CH;C=0),
170.3 (CH5C=0), 170.6 (CH;C=0), 170.6 (CHsC=0), 203.0 (HC=0).



Current Data Parameters
NAME EUCOT_krist2
EXPNO 1
PROCNC 1
F2 - Acquisition Parameters
Date_ 20140402
Time 9.20
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPRCG zg30
TD 65536
SOLVENT CDC13
NS 8
DS 2
SWH 6393.862 Hz
FIDRES 0.097563 Hz
AQ 5.1249151 sec
RG 30.95
DWW 78.200 usec
DE 6.50 usec
TE 298.,2 K
D1 1.00000000 sec
TDO 1
======== (CHANNEL fl ========
SFO1 400.1324710 MH=z
nuc1 1H
Pl 7.50 usec
PLW1 31.62295919 W
F2 - Processing paramesters
sI 65536
SF 400.1300098 MHz
WDW EM
SSB 0]
LB 0.30 Hz
GB a

;ﬂ ﬁtx ‘ PC 1.00

L. .

13 12 11 10 ¢ 8 7 6 5 4 3 2 1 0 ppm
ij g 5515 8=
o (4] Nl | N mw o]

Fig. S1. *H-NMR spectrum for compound 1
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Fig. S2. *C-NMR spectrum for compound 1
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Fig. $3. 'H-NMR spectrum for compound 5
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Fig. S4. 3C-NMR spectrum for compound 5
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Fig. S5. 'H-NMR spectrum for compound 7
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Fig. $6. **C-NMR spectrum for compound 7
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Fig. S7. 'H-NMR spectrum for compound 8
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CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 31.62299919 W
PLW12 0.18%966000 W
T T T T T T T T T T T T T T T T T T T T T F'2 — Processing parameters
ST 32768
200 180 160 140 120 100 80 60 40 20 0 ppm:; 100.6127650 MEs
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

Fig. $8. *C-NMR spectrum for compound 8



Current Data Parameters

NAME JE0Z29
EXPNC 3
PROCNO 1
F'2 - Acquisition Parameters
Date_ 20151020
Time 11.17
INSTRUM spect
PRCBHD 5 mm PABBO BB/
PULPRCG zg30
D 65536
SCLVENT cDCl3
NS 8
DS z
SWH 6393.862 Hz
FIDRES 0.09%7563 Hz
AQ 5.1249151 sec
RG 30.95
DW 78.200 usec
DE &.50 usec
TE 298,1 K
D1 1.00000000 sec
TDO 1
======== (CHANNEL fl ========
SFCl 400.1324710 MH=z
NUCl 1H
Pl 6.97 usec
PLW1 31.62299919% W
F2 - Processing parameters
51 65536
i SF 400.1299962 MHz
WDW EM
SSB 8]
LB 0.30 Hz
_ GB o]
il i Il ] ! | I pC 1.00
LR LY m J V
R R D D D I D B
8 7 6 5 4 3 2 1 ppm
N[O W[OS W - 0| | W
=Y =2 [T =12 |92
N[ [Ny [ (4] ﬂ [¢] m 4]

Fig. $9. 'H-NMR spectrum for compound 9
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NAME JE029
EXPNC 2
PROCNO 1
F'2 - Acquisition Parameters
Date_ 201321020
Time 10.33
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG Jmod
D 65536
SOLVENT CcDCl3
NS 172
Ds 4
SWH 24038.461 H=z
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 200.14
DW 20,800 usec
DE 6.50 usec
TE 298.0 K
314§§¥§3¥02mﬂm 145.0000000
CNST11 1.0000000
D1 2.00000000 sec
Dza 0.00689655 sec
DO 1
======== CHANNEL f1 ========
SFO1 100.6228298 MHz
NUC1 13C
Pl 7.94 usec
P2 15.88 usec
PLW1 100.00000000 W
======== CHANNEL 2 ========
SFO2 400.1316005 MHz
NuCc2 1H
CPDPRG[2 waltzle
PCPD2 90.00 usec
PLW2 31.62299919 W
PLW12 0.18%960000 W
T T F2 — Processing parameters
ST 32768
20 0 _Q—u—._._mﬁ 100.6127690 MH=
WDW EM
S5B 0
LB 1.00 Hz
GB 8]
PC 1.40

Fig. $10. **C-NMR spectrum for compound 9
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NAME JEQ30
EXPNC 7
PROCNO 1
F'2 - Acquisition Parameters
Date_ 20151019
Time 20.48
INSTRUM spect
PRCBHD 5 mm PABBO BB/
PULPRCG zg30
D 65536
SCLVENT cDCl3
NS 8
DS z
SWH 6393.862 Hz
FIDRES 0.09%7563 Hz
AQ 5.1249151 sec
RG 30.95
DW 78.200 usec
DE &.50 usec
TE 298.,2 K
D1 1.00000000 sec
TDO 1
======== (CHANNEL fl ========
SFCl 400.1324710 MH=z
NUCl 1H
Pl 6.97 usec
PLW1 31.62299919% W
F2 - Processing parameters
51 65536
SF 400.1295%982 MHz
WDW EM
SSB 8]
LB 0.30 Hz
GB o]
PC 1.00

T

1 ppm

OO

(<

=t |

-

Fig. S11. 'H-NMR spectrum for compound 4
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NAME JEQ30
EXPNO 3
PROCNC 1
F'2 - Acquisition Parameters
Date_ 20151019
Time 9.26
INSTRUM spect
PRCBHD 5 mm PABBO BB/
PULPROG Jmod
TD 65536
SCLVENT CcDC13
NS 172
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 200.14
DW 20,800 usec
DE 6.50 usec
TE 298.2 K
CNST2 145.0000000
CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec
A 1 1 1
======== CHANNEL fl ========
SFOl 100.62282%98 MHz
NUC1 13C
Pl 7.94 usec
P2 15.88 usec
PLW1 100.00000000 W
======== CHANNEL £f2 ======—==
SFQ2 400.1316005 MHzZ
Nuc2 1H
CPDPRG[2 waltzle
PCPD2 90.00 usec
PLW2 31.622999%19 W
PLW12 0.18966000 W
T T T T T T T T T T T F2 — Processing parameters
ST 32768
200 180 160 140 120 100 80 60 40 20 0 ppm; 100.5129690 MHz
WDW EM
S5B 0
LB 1.00 Hz
GB 0
pC 1.40

Fig. S12. ¥*C-NMR spectrum for compound 4



