Supplementary info to:

The Effect of Combined Oral Contraceptives Containing Drospirenone and

Ethinylestradiol on Serum Levels of Amino acids and Acylcarnitines
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Fig S1: PCA scores plots for the two datasets investigated, with the variation explained indicated in
parentheses. A = Amino acid data; B = Acylcarnitine data
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Fig S2: OPLS-DA classification performance. A = Amino acid data; B = Acylcarnitine data
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Fig S3: Boxplots representing the compounds detected via the amino acid method



Carnitine 218

Original Canc. Normalized Conc

Acetyl-carnitine 260

Original Canc.

Normalized Conc.

g

2] .
1
o
-1

@

s

ra

o i‘i

0.04

0.02:

0.01

0.00

012

0.08

0.06

0.04

0.00

k=] w w B w w B w w B w w
i w w B w w B w w B w w
5 g 8 5 g 8 ] | 2 s g 8
a] o o Q o o o o o (5] o o
0 173 0 173 t W t t
o o o o o [v4 [iq [iq
[=} [=} [=} [=} a [=} a a
Propionyl-carnitine 274 Butyryl- / Isobutyryl-carnitine 288
Original Conc. Normalized Conc. Original Conc. Normalized Conc.
. 0.30 .
25 . .
0.25
00 0.20
0.15
s 0.10
0.05
-5.0 - 0.00 . .
£ i i g o i E i i E o o
s & 2 £ 8 2 £ 8 2 £ 8 2
() o o (%) [ o (%) [ [N Q a a
W) w v [l W W v v
[i4 [i4 o ['4 o [i4 o o
[=} [=} [=} [=} [=] [=} [=} [=}
Tiglyl- I 3-Methylcrotonylcarnitine 300 Isovaleryl-12-methylbutyryl-Ipyvaroyl-carnitine 302
Original Conc. Mormalized Conc. Original Conc. Normalized Conc.
o] . 0.08
.
.
0.06 of*
o »
0.04
-2
0.02
* ?
- .
4 . - 0.00 .
B o i B o] i E o] o E i i
: & 8 : g 8 : g 8 : & 8
Q o o Q o o 5] o o Q a a
) W) W) 0 W) o) 173 173
[:4 [s4 [+ o [+ [:4 o o
(=} [=} (=] [=} (=] (=} [=} [=}
3-Hydroxybutyrylcarnitine 304 Hexanoylcarnitine 316
Original Conc. Mormalized Conc. Original Conc. Normalized Conc.

e
-
—

0.06

0.04

0.03

B
=
N

0.00

Control
DRSP/20EE
DRSP/30EE

Control
DRSP/Z0EE
DRSP/30EE

Control
DRSP/Z0EE
DRSP/30EE

Control

DRSP/20EE

DRSP/30EE




0.06:

0.04

0.03

0.00

0.04

0.00

0.04

0.02

0.00

3-Hydroxyisovaleryl -/ 2-methyl-OH-butyryl-carnitine 318

Criginal Conc.

Normalized Conc.

Octanoylcarnitine 344

Original Conc.

Normalized Conc.

3
. 05 .
04
2 . . .
03 .
. . .
1 0z
.
0
00
0.1 .t
-1
.
0.2
g i i g i i H i i g i i
5 g 8 5 g 2 5 g 2 5 g 2
[¥] o o o o [ (8] o o (%] o [
W) uwl W) 17 ul 17 ul ul
[i4 [i4 o o o o o o
o [=} [=] [=} [=} [=} [=} [=}
Malonyl-carnitine | 3-OH-octanoyl-carnitine 360 Decanoyl-carnitine 372
Criginal Cone. Mormalized Conc. Original Conc. Normalized Conc.
3 . 0.8
2 . 06
. 04
0z
o
00
-1
0.2
E i i E o] i g o o g o o
: g g 2 g g E g g g g g
() o o () [ o o a a (%) [ [
W) w) W) 0 1] w 0 0
o [i4 o o o o o o
[=] [=} (=] [=} a [=] [=} [=}
Methylmalonyl I Succinyl-carnitine 374 Glutaryl- carnitine /3-OH-decanoyl-carnitine 388
Criginal Conc. Mormalized Conc. Original Conc. Normalized Conc.
0.20 .
1 .
0.15
0
0.10
-1
0.05
-2
s - - . . 0.00
E i i E o] i E o] i E i i
& g a & & & 5 & ] £ 8 8
5} o o 3} o @ Q o o Q o @
[ wl % 173 % o 173 173
[i4 [i4 o o o [id o o
& a a a a & a a
Cis-5-Tetradecenoyl-carnitine 426 Myristoylcarnitine 428
Original Conc. Normalized Conc. Original Conc. Normalized Conc.
. 0.10
2
0.08
B 0.06
o 0.04
0.02
-1
0.00 .

Control
DRSPI20EE
DRSP/30EE

Control
DRSP{20EE
DRSPIIOEE

Control
DRSP{20EE
DRSP/30EE

Control

DRSPI20EE

DRSPI30EE




0.00

0.15

0.00

0.20

0.10

0.00

Palmitoylcarnitine 456

3-Hydroxypalmitoyl-carnitine 472

Criginal Conc. Mormalized Conc. Original Conc. Normalized Conc.
0.25 .
5 1
0.20
i}
1 0.15
-1
[} 0.10
-2
1 0.05
2 0.00 -3 ) - .
E i i E o] i E o] i E i i
g & 8 g & & & & ® & & &
5} o o 3} o @ Q o o Q @ @
Wl wi wl 17 wl W 1] 1]
i3 o [i4 o [i4 i3 o o
=1 a a a a o a a
Oleyl-carnitine 482 Stearoyl-carnitine 484
Original Conc. Normalized Conc. Original Conc. Normalized Conc.
2 0.15
2
1
0.10 0
o
0.05 -2
-1
0.00 “ -
E i i E o] i E o] i E i i
g & 8 g & & & & ® & & &
5} o o 3} o @ Q o o Q @ @
Wl wi wl 17 wl W 1] 1]
i3 o [i4 o [i4 i3 o o
=1 a a a a o a a
3-Hydroxystearoyl-carnitine 500
Original Conc. Normalized Conc.
s s s 3%e . " . .‘
.

ES ) o
-’
of
.
.

Control
DRSP/20EE
DRSP/30EE

Control
DRSP/Z0EE
DRSP/30EE

Fig S4: Boxplots representing the compounds detected via the acylcarnitine method




