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Supplementary Fig. 1. Mass spectra of C,; 1,2 diol (a) and Cys 1,2 diol (b), and tentatively
identified Cy; 1,2 diol (¢) and Cy4 1,2 diol (d) TMSi derivatives. Major fragmentations are shown in
(a). All TMSi derivatives have common fragments with m/z 73 [(CH:)sSi],

[CH,O(CH3)3Si]"

[CH(CH3)3SiOCHzOSi(CH3)3]+ caused by a-fragmentation of 1,2 diols.

m/z 103
, m/z 147 [(CH3)3SiOSi(CH3)2]+, which is characteristics for diols, and m/z 205

zopress



Isoprenoid GDGTs Branched GDGTs

HO
GDGT-0 " 0\/\/\/\/\/\/\r\/k/\/\/\/\/\ﬁ
m/z 1302 o /|a7022 = 01
" © OH
s VY\/W\*A)\/\)\/\O
GDGT—1 -I:Z |b Ho—ko \/\Wo
1900 WA/\O OVWV\/\/Y\)\/\/\/\/\/\/\
OH m/z 1020 (&} P

HO
GDGT-2 HO mo
m/z 1298 lc —to 01
miz 1018 o\/\/\/\/\/\/\'/\/d\/\w OH
OH

HO

GDGT-3 Ho
‘m/z 1296 lla IOMVWY\)\MWO:I-
0.
m/z 1036 o i

& . HO o mo
Ty o e ol ]

) Ho.t:molm

H llc
GDGT-4' m/z 1032

OM
(Cren’) O% jOH
m/z 1292
0 HO
Ia ‘tz\/V\/\/WY\JVV\A/k/V\O:I\
Sl m/z 1050 V\/\r\/\/\/j/\/j\/\/\/\/\/\/\o o

HO HO \/\/W\p/\)\/\/\/\/l\/\/\o

a o 0.

om-epaTo [T [~eccesd UUNNU |
m/z 1318 Q o m/z 1048

OH

HO-[:WYVYMMAO;[ e HO Ovvv\/\p/\)\/\/\/\/kA/\Oq-OH

H
GDGT-4

(cren)
m/z 1292

OH-GDGT—1 TOWO
m/z 1316 m/z 1046

Supplementary Fig. 2. Molecular structures and m/z diagnostic values [M+H]" of the detected
GDGTs. See Liu ef al. (2012b) for a detailed approach on the molecular structures of glycerol ether
lipids.
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