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Even loss

(mxr- 18 K (M+X)*- H,O
(M+X)*- HF

(M+X)*- CO or (M+X)*- C,H,
(M+X)*- H,CO

(M+X)*- CH;NH,

(M+X)*- CH,OH

(M+X)*- HCI
(M+X)*- CO,
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Jii B ME R i Mass Accuracy

ppm error = (Mass error/Mw) x 10°

- Ffi ¥ (C33H40N209) AT Himizk 609.28066. '
« HPUAR T i +/-0.1 7 A E =165 ppm (0.1 /609.28 X 10° = 164.128)

HEAAEHIC, H, OfINBS, wffigsr 7NAEHE H-

165 ppm 584
10 ppm 36
5 ppm 17




Agilent Personal Compound Database
Accurate mass and optional RT databases (AMRT)
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Qualitative and Quantitative Analysis

farget sereening = Quantitation — how
Unknown Screening — are specific g .
what's in the samplge? compounds present | Much compound(s) is

& how much? In the sample?

Non-Selective Selective
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Anal. Chem. 2009, 81, 3919-3932

Differential '2C-/'3C-Isotope Dansylation Labeling
and Fast Liquid Chromatography/Mass
Spectrometry for Absolute and Relative
Quantification of the Metabolome

l.’|3[
H
+ R‘KN‘HR 60°C for 60 mm
pH 9.4
N
H3X/ \HXH 3
primary, secondary amines or phenols
1 Dg":'kl'
O—s5——0 H D—S—'D
(XY D
H94
=~ P
R/
N
T
H,X~ XH,

X = B¢C: ¥C-dansyl chloride



Anal. Chem. 2009, 81, 3919-3932

Differential 2C-/'°C-Isotope Dansylation Labeling
and Fast Liquid Chromatography/Mass
Spectrometry for Absolute and Relative
Quantification of the Metabolome

x10°

1.50 1

1.25 -

1.00 - " m '

0.75

M A MUJMVLJ\M )

0.25 -

Intensity

0.00 &——=

|||||||||||||||||||||||||||||||||||||||||||||

Time (min)



On-line SPE (AC / SEC) of cis-diol Compounds in Biofluids

o
YoH AC-Step
NO: pH87
H
F
pH 8,7
o " HO R Hydrolysis
= OH U = y Y
NO. HO pH 3.5 ¥
Transfer
PH 3.5 L Analytical column
Basis maternial : Hydrophilic porous Copolymer; size exclusion limit: approx. 104 Dalton
Ligand : Nitrophenylboronic acid
SPE-column: CAT-PBA, 30 x4 mm ID { RECIPE GmbH, Munich, Germany )

Laboraory of
Boos K.-S. et al., J. Chromatogr. 456 (1988) 93-104 m
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Selectivity

blank sample

SIX sources

Lower limit of quantlflcatlon (LLOQ)

Z /D 50 B2 E W Y.

Accuracy?“ 80-120%, Precision£20%.
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Calibration/Standard Curve

Blank sample (matrix sample processed without
Internal standard)

a zero sample (matrix sample processed with
Internal standard)

six to eight non-zero samples covering the
expected range, including LLOQ

EAEAEL5% N, LLOQH]AE20%
ANFFE SRR A BE € EAHAN 52 W 7 1 1 43T




Stability

Freeze and Thaw Stabllity
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Short-Term Temperature Stability

U R T IR P 4h-24h

Long-Term Stability




QC (Quality control sample)
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Retention Time Deviation

Retention Time Deviation vs. Retention Time
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