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Supplementary	   Figure	   1	   |	   Example	   spectra	   for	   glycerophosphoethanolamine	   (PE)	  
iden=fica=on.	  Mass	  spectra	  of	  a)	  PE(16:0/16:0)	   lipid	  standard	  b)	  PE(15:0/15:0),	   the	  
main	   glycerophosphoethanolamine	   in	  M.	   xanthus,	   and	   c)	   combined	   PE(16:2/15:1)	  
(blue);	  PE(15:2/16:1)	  (orange);	  PE(17:2/14:1)	  (red)	  spectrum.	  Fragment	  signals	  derive	  
from	   [RCOOsn-‐1]-‐	   /	   [RCOOsn-‐2]-‐	   as	   well	   as	   [M-‐H-‐RCHO]-‐	   and	   [M-‐H-‐RCHO-‐H2O]-‐	   (not	  
assigned)	   ions	   (27).	   Carboxylate	   ions	   with	   the	   higher	   relaQve	   abundance	   were	  
assigned	  to	  the	  sn-‐2	  posiQon	  of	  the	  glycerol	  backbone	  (31).	  	  
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Supplementary	  Figure	  2	  |	  Example	  spectrum	  for	  1Z-‐alkenylglycerophosphoethanolamine	  (PE(P))	  
iden@fica@on.	  Mass	  spectrum	  of	  PE(P-‐15:0/15:0).	  Fragment	  signals	  derive	  from	  [RCOOsn-‐2]-‐	  as	  well	  
as	  [M-‐H-‐RCHO]-‐	  and	  [M-‐H-‐RCHO-‐H2O]-‐	  ions	  (4).	  
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Supplementary	  Figure	  3	  |	  Example	  spectra	  for	  glycerophosphoglycerol	   (PG)	   iden>fica>on.	  Mass	  
spectra	  of	  a)	  PG(18:0/18:0)	  lipid	  standard	  b)	  PG(15:0/15:0),	  the	  main	  glycerophosphoglycerol	  in	  M.	  
xanthus.	   and	   c)	   combined	   PG(16:0/16:1)	   (blue);	   PG(15:1/17:0)	   (red);	   PG(15:0/17:1)	   (orange)	  
spectrum.	  Signals	  derive	  from	  [RCOOsn-‐1]-‐	  /	  [RCOOsn-‐2]-‐	  ions	  as	  well	  as	  [M–H–74–RCH2COOH]-‐,	  [M-‐H-‐
RCHO]-‐/[M-‐H-‐RCHO-‐H2O]-‐	   (the	   laRer	   not	   assigned)	   (32).	   Caboxylate	   ions	  with	   the	   higher	   relaUve	  
abundance	  were	  assigned	  to	  the	  sn-‐2	  posiUon	  of	  the	  glycerol	  backbone	  (31).	  	  
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Supplementary	   Figure	   4	   |	   Example	   spectra	   for	   N-‐aclysphinganine	   (Cer)	   iden?fica?on.	   Mass	  
spectra	   of	  a)	  Cer(d19:0/17:0)	   and	  b)	  Cer(d19:0/17:0	   2-‐OH).	   Structure	   elucida@on	  was	   performed	  
according	  to	  (50).	  The	  top	  spectrum	  was	  obtained	  from	  the	  [M-‐H]-‐	  and	  the	  boJom	  spectrum	  from	  
the	  [M+HCOO]-‐	  molecular	  ion.	  Molecular	  composi@on	  was	  confirmed	  using	  hrMS	  (see	  Table	  3).	  	  
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Supplementary	   Figure	   5	   |	   Example	   spectra	   for	   glycerophosphoglycerophosphoglycerol	  
(Cardiolipin,	   CL)	   iden?fica?on.	   MS2	   fragment	   spectra	   of	   a)	   CL(1’-‐[14:0/14:0],3’-‐[14:0/14:0])	  
standard	  and	  b)	  putaBve	  CL(60:0).	   Fragments	  are	   [PA+131]-‐,	   [PG-‐H2O]-‐,	   [lPA]-‐	  and	   [lPA-‐H2O]-‐	   (26).	  
Fragments	  with	  green	  numbers	  in	  b)	  derive	  from	  CL(1’-‐[15:0/15:0],3’-‐[15:0/15:0])	  and	  those	  in	  red	  
from	  isotopic	  overlap	  with	  CL(60:2)	  (28).	  
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Supplementary	   Figure	   6	   |	   Example	   spectra	   for	   diacylglycerol	   (DG)	   iden=fica=on.	  MS2	   fragment	  
spectra	  of	  a)	  DG(18:0/18:0)	  standard	  b)	  DG(15:0/15:0)	  and	  c)	  DG(33:0)	   from	  [M+NH4]+	  molecular	  
ion.	   Fragment	   ions	  derive	   from	  neutral	   loss	  of	   faIy	  acid	  derived	   ketene	  moieLes	   and	  water	   [M-‐
NH3-‐H2O-‐RCHCO]+	  (37).	  	  



a!

b!

c!

607.5!

200! 300! 400! 500! 600! 700! 800! 900! m/z!

299.0!327.1!

533.6/!
535.6/!
537.7!

547.7/!
549.7/!
551.7!

575.7/!
577.8!

804.1!

200! 300! 400! 500! 600! 700! 800! 900! m/z!

561.3/!
563.8/!
565.8!

523.6/!
521.6/!

[M+NH4]+ !
908.8!

[M+NH4]+ !
783.1!

[M+NH4]+ !
821.1!

O!
O! O!

O!

O! O!N!H!4!+!

O!
O! O!

O!

O! O!N!H!4!+!

O!
O! O!R!1!

R!3!
O!

O!
R!2!

O!N!H!4!+!

607.5!

523.6!523.6!

200! 300! 400! 500! 600! 700! 800! m/z!

Supplementary	   Figure	   7	   |	   Example	   spectra	   for	   triacylglycerol	   (TG)	   iden=fica=on.	  MS2	   fragment	  
spectra	   of	  a)	  TG(18:0/18:0/18:0)	   standard	  b)	  TG(15:0/15:0/15:0)	   and	   c)	   TG(48:3)	   from	   [M+NH4]+	  
molecular	   ion.	   Fragment	   ions	   derive	   from	   neutral	   loss	   of	   faIy	   acids	   and	   ammonia	   ([M-‐NH3-‐
RnCOOH]+)	   (corresponding	   to	   faIy	  acids	  C14:1	   to	  C18:2)	  and	   faIy	  acid	  derived	   [RnCO	  +	  74]+	   ions	  
(37).	  The	  exact	  assignment	  of	  faIy	  acyl	  residues	  to	  glycerol	  backbone	  was	  not	  possible	  under	  these	  
condiUons.	  
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Supplementary	   Figure	   8	   |	   Ra3o	  of	   lipid	   species	   present	   in	   lipid	   extracts.	  Ra1os	   of	   lipid	   species	  
present	  in	  various	  strains	  of	  M.	  xanthus	  given	  in	  per	  mil	  of	  total	   lipid	  AUC	  determined	  for	  the	  DG	  
and	   TG	   in	   the	   posi1ve	   and	   all	   other	   lipid	   species	   in	   the	   nega1ve	   ionisa1on	   mode.	   TG:	  
triacylglycerols;	  DG:	  diacylglycerols;	  CL:	  glycerophosphoglycerophosphoglycerols	  (cardiolipins);	  PG:	  
glycerophosphoglycerols;	   PE(P):	   1Z-‐alkenylglycerophosphoethanolamines;	   PE:	   glycerophospho-‐
ethanolamines;	  PI-‐Cer:	  ceramide	  phosphoinositols;	  Cer:	  N-‐acylsphinganines.	  	  
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