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Identification of Monosaccharide

I

[~} o
unknown sample Add CB[7] with NH,0Ac Perform Then, we can determine
into the sample solution Mms2 d the haride.

@ Quantification of Monosaccharide

Rinix = Radty + Rpep@per

S
\}J e . i ﬁ R aaR:f = ZOrj:eM x slope

@
Add CB[7] and 20 pM of D-All Perform Then, we can estimate c,
with NH,OAc into the sample solution MS? experiment using above two equations.
- Quantification of Mon harides in a binary mixture
‘ + @ % Ropix = Raaq + Rpag
\ ) @, 5
) @ A=Ay slope

\/ 25
. N %‘ ag Cp
i EXi O stopo o
\/ - 4

© cgVo+V x 10 uM

10 uM of B N
Perform Then, we can estimate c, and cg
Prepare two sample solutions MS? experiment using above equations.
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S A ek =A7A (Isothermal calorimetry calorimetry, ITC) =4

TE ITC AgL 25 Coﬂ/ﬂ VP-1TC €3 =4 A (Microcal, Northampton, MA, USA)% AREst] SA4sksith. 1TC
A Yol 0.4 mMe CB[7] &9< 10 mMe] TFF FE&do] FfFE ARXZ FA4sATt. Ad o £F4 &9
< grlsslen, A} = 40 395, FIH2 6 plio. =7 #HY WJ% 1000 s, ¢ 742 300
sAT.

SR S 93 o] F AR (Tanden NS, MS) A3 ESI 222 ZH% Thermo Scientific LTQ Velos ©]%
ol Ef) A& 4 (San Jose, CA, USA)E AH&ste] ik, &5 Ak 3.5 kV, Ao 2=+ 300
C, Agt 7F2=9] S &5 (sheath gas flow) 18(arbitrary units)©|$ltt. CB[7]19] H%+ 150 uM, 42w 93¢
=% 9 FEE 300 pMelgltt. 72 v AR #A4& 945} D-allose®] H%+ 20 pMo® A3t U
TRl o AR Ale] AatstE FEANUA(CEvm) 2 ZFH7PH o8 A A9 AarstE FEolUXA
(CEyorn) 2 ZHZF 15%9} 18%% A A3k}

DN E AZFREA AFL Thermo Q-Exactive Orbitrap e EA7|2 St B A 4.00 kV, RA
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AtFdet.  CBI7]1H ddFE9 & Z= uelmE(force field parameter)™ CHARMM general force field
(CGENFF) 0.2 58 A-$A1#H th(Vanommeslaeghe, K. et al. J. Comput. Chem. 2010, 31, 671).
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Hyperchem 7.5 (Hypercube Inc., Gainesvile, FL, USA)E A}-g&3slo] Ao, 71~ A B
5317] st AEdEelE = odES S3adh. 300 old® ARl F(90 ns)e) wAY LS FEE}aL,
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o] AthEel &4 H](abundance ratio)E 5T, Mandt Frut 23¢9 9ddHF 23 5899 A9 n/z
653.8 I 671.85 AHZo| A&3¥+=dl, ol= Man¥ Fruel m/z 662.8 per 671.89] EA|8|7} FAFSH]
witoltt, 27 T ALY A% 5 o= FESUTE. o], d7] A (DI 7] & 18 AMESte] 7 dERES
a @S ARSI

Rpwe = By VY B, = Haoy + Rl —ay.

¥ 1
m/z 590.7 599.2 653.8 662.8 671.8 680.8
All 0.09 0.02 0.07 0.08 0.73 0.01
Gal 0.01 0.01 0.01 0.01 0.71 0.25
Glc 0.10 0.04 0.01 0.44 0.36 0.05
Man 0.15 0.17 0.01 0.17 0.49 0.01
Fru 0.14 0.15 0.52 0.05 0.13 0.01
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Identification of Monosaccharide

unknown sample Add CB[7] with NH,0Ac Perform Then, we can determine
into the sample solution MS?2 experiment the monosaccharide.

Quantification of Monosaccharide

Tt

Rynix = Ra@g + RrepQrer

T4 Ca
= X slope
Tpey  20pM 0P
Add CB[7] and 20 pM of D-All Perform Then, we can estimate c,
with NH,OAc into the sample solution MS? experiment using above two equations.

Quantification of Monosaccharides in a binary mixture
Rpix = Raaq + Rpag

€a
— = — X slope
Cp

eV

cgVo + Vo x 10 uM

a4
— = slope x
g

10 pM of B
e Perform Then, we can estimate ¢, and cz

Prepare two sample solutions MS? experiment using above equations.
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