Supplementary data S1

mAU
120 =

110 =

6.12267

100 -

90 =
2R,3R-DHQ
80 =
70 =
60 =
50 =
40 -

30 -
20 -
10 -
0 A

0 1 2 3 4 5 6 7 8 9 10 mi

Figure S1. The LC-MS-ESI-IT-TOF/MS chromatogram of the 2R,3R-DHQ standard (50 uM). The chromatogram
presented were based on the detection at 290 nm.

x1000000
2.0 4

—_
V)]
1

303.0535

417.0474

Relative Intensity
(e
1

=]
()}
1

Illl N T 1

T T T
200 400 600 800 1000

e
=
. .

Figure S2. ESI-IT-TOF MS spectrum of the small peak observed in the chromatogram of the 2R,3R-DHQ standard that
appeared directly after the peak of 2R,3R-DHQ (Figure 1). Based on this spectrum, this peak was attributed to 2R,35-
DHQ.

In the LC-MS-ESI-IT-TOF/MS chromatogram of the 2R,3R-DHQ standard (50 uM),
there was a small peak alongside 2R,3R-DHQ (Figure 1). The small peak had the same
mass as 2R,3R-DHQ, 303.05 m/z (Figure 2), and therefore the peak was attributed to
2R,35-DHQ that apparently present as a small impurity in the standard. That the 2R,3R-
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DHQ and 2R,35-DHQ have different retention time in our system is consistant with the
results obtained by Li et al. [1] who by using a column comparable to the one as we used,
also observed different retention times of the epimers. This corroborates that the 2R,3R-
DHQ can be detected separately from 2R,3S5-DHQ in our analytical system.
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