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                                                                                                                     Sample Number

Area / Peak Height at multiple m/z values

1 m/z 524.36943 35.15 min

2 m/z 649.34179  37.6 min

3 m/z 699.10305 35.81 min

4 m/z 784.71729  37.6 min

5 m/z 1046.7223 35.18 min

�pÌ �tz||z{� por pqmnosr xylz{p|znlp{u �|zv�Í �umon{po�pq pqmno{so|Í �lzxsuu �ylz{p|znlpvy� Îp|p W@P@h?@Y A@D@A@Xh@ e@>fW LW eA@D@AA@Yj Ze?LCX>PPQ CX@ dLMK? OW@ FZ= >D?@A iU= Ï>W@Y CX?K@ DOPP RSFW CA TUFWj SX h>W@W LX gKLhK ?K@ WKLD?W >A@ A@>PPQ hCdePLh>?@Y Ð@�>deP@ ÑÒ� L? LWeA@D@AA@Y ?C W?>A? gL?K > d>XO>P >PLMXd@X?� DCPPCg@Y ÏQ @L?K@A FZ= CA iU=j SX ?K@ PL?@A>?OA@g@ DLXY dCA@ ?K>X ÓÔ YLDD@A@X? >PLMXd@X? >PMCAL?KdW� >PP K>�LXM ?K@LA eACÕW >XY hCXÕWj=@Ï@PL@�@ ?K>? ?K@ hCdÏLX>?LCX CD ?K@ Ñ >PMCAL?KdW LdeP@d@X?@Y LX HWFCde>A@ h>X WCP�@ >XQ>PLMXd@X? eACÏP@djHWFCde>A@J Ö>?> DACd ?K@ @�>deP@ Ï@PCg LW DACd ELW?M>A?@X @? >Pj SX ?C?>P Ó× W>deP@W ÐPCg P@�@P WeLf@YÒ LX ?gC MACOeW g@A@ d@>WOA@YCX ERBj Ø>hK CD ?K@ W>deP@W hCX?>LXW dCA@ ?K>X ÙÔÔÔ e@>fW ÐU@>f ULhfLXM A@WOP?W DACd HU@>fWÒj RK@ U@>f H>?hKLXM ACO?LX@ CDHWFCde>A@ ÐDLMOA@ ÓÒ g>W OW@Y ?C h>PhOP>?@ >hhOA>?@ >A@>W >XY e@>f K@LMK?W CD >PP e@>fWj ÚC W@e>A>?LCX CD ?K@ ?gC MACOeW h>X Ï@CÏ?>LX@Y CX ?K@ DOPP Y>?> d>?AL�� CA CX ?K@ A>g RSFWGTUFW ÐÛLMOA@ ÜÒj UFÝ >XY UEIÞÖÝ YLY XC? ML�@ W>?LWD>h?CAQ A@WOP?W >W ?K@ A@P@�>X?e@>fW >A@ �@AQ Wd>PP >XY XC? Ï>W@Y CX > P>?@X? D>h?CA dCY@Pj Ý WLdeP@ W?A>LMK?DCAg>AY A>?LC >X>PQWLW eLhfW CO? ÓÙ A@P@�>X? e@>fWj ÝD?@AA@dC�>P CD �ßF LWC?Ce@W ÓÔ e@>fW A@d>LX� ML�LXM > e@AD@h? W@e>A>?LCX ÐDLMOA@ Ñ� ×Ò
àmn �á âu�z{vpls k�sl�msÌã l�o �spw âp|xymon zopqq up{vqsuÍ �msÌ äå|lpx|sr ~zo ��llso|u poruvsx|lpá äpumq� �mor lsqs�po| rm��slsoxsu usvplp|montz|y nlz�vu �umon â�q|m�plmp|s âs|yzru àmn æÍß }zv ç ��� zo ��qq rp|p {p|lmåÍ uyzÌmonozÌ usvplp|mzoá èz||z{ ç ��� pvvqmsr |z {zu|rmuxlm{mop|mzo vspwu �lz{ p lp|mz popq�umuá àmn �Íé }zv ç �lsp �lz�mqs �qz|u �zl p o�{tsl z�ymnyq� rmuxlm{mop|mon vspwuá èz||z{Í uz{s z� |ysusqsx|sr vspwu uyzÌmon xzêsq�|mzoÍ Ìymxylsë�mlsu prrm|mzopq xysxwu zo |ys vspwu por |ysmlâì uvsx|lpá àmn í �zo|z�l vqz|u z� up{vqs porxzo|lzqÍ uyzÌmon xz{vqsåm|� z� î��âìrp|p us|uï:ð��`^�]21243 ñ6^ò�òó64672_ `^�]212439ï:ð��`^�]21243 ñ6^ò�òó64672_ `^�]212439ï:ð��`^�]21243 ñ6^ò�òó64672_ `^�]212439ï:ð��`^�]21243 ñ6^ò�òó64672_ `^�]212439?>Wf g>W ?ChCde>A@ M@X@?Lh PLX@>M@ CD ôÔ CAM>XLWdW gL?K ?K@hKACd>?CMA>eKLh eACDLP@W d@>WOA@Y ÏQ EFGHIj RK@A@ >A@>ÏCO? õÞö hPOW?@AW Ï>W@Y CX M@X@?Lh PLX@>M@ EFGHI Y>?> >A@ `1a47 �67a÷�12ò59øa7�^a1 `^�ù�_70_72ñ27� �_^6642439`1a47 �67a÷�12ò59øa7�^a1 `^�ù�_70_72ñ27� �_^6642439`1a47 �67a÷�12ò59øa7�^a1 `^�ù�_70_72ñ27� �_^6642439`1a47 �67a÷�12ò59øa7�^a1 `^�ù�_70_72ñ27� �_^6642439Ý ?CeLh CD MA@>? LX?@A@W? hCXh@AXW ?K@ WhA@@XLXM DCA >h?L�@X>?OA>P eACYOh?W DACd KLMK@A eP>X?W LX ?K@ W@>AhK DCA X@gP@>Y >X?LÞLXDP>dd>?CAQ >M@X?W EFGHI g>W OW@Y ?C WhA@@X DCA

U Z A J AA AC AN E M G K L AT AV AWBE BA AU AF AZ BG BH F Q BF X Y BD AB I AM V AOBC C AS AY R AX AD AJ B D AI BI W T AL AQ S H N P O
0

0.1

0.2

0.3

0.4

0.5

0.6

0.7

0.8

0.9

1

Clustering Results EXT Chrom. Data

Sample No. / Name

S
im

ila
ri

ty

CONCLUSIONS

Import LC/MS

and LC/MS/MS   

Data Files

Pre-Processing

Data Mining

Peak Picking 

De-Isotoping

Charge States

MS and EIC 

Viewers

Differential Analysis

Sample versus 

Control/Reference

Detect unidentified

Differential Peaks

Metabolite Profiling

Peak Detection

Control Checking

Mass Defect

Filtering

Isotope Search

Quantitative 

Proteomics 

GSH Adducts

MS Viewers

SILAC

14N / 15N

ICAT, ECAT
MIDAR

Br, Cl, Cl2, GSH

Control Check

Reporting

MS and EIC

Viewers

The Browser

MPeaks

IPeaks

Alignment Algorithms����	���� �����
�� �
�� ��
��	��� �����
��	� ���� ��� �� ���
��
�
����� �� ��ú����
��� �û�� �
��
���� ���� ���� 	
��� ���� ���	�
���
�� �� ��� ���
����� �����
��	��
•
;]]ò67 :�^^6_72�49;]]ò67 :�^^6_72�49;]]ò67 :�^^6_72�49;]]ò67 :�^^6_72�49>eePQ DL�@Y ?Ld@ WKLD? Ï>W@Y CX WLXMP@ W@P@h?@Y e@>fjI@P@h? ?K@ e@>f d>�LdOd CD > A@D@A@Xh@ e@>f ?C hCAA@h? ?K@ DOPPhKACd>?CMA>dj

•
:^�òò:�^^61a72�49:^�òò:�^^61a72�49:^�òò:�^^61a72�49:^�òò:�^^61a72�49DL�@Y CDDW@? hCAA@h?LCX Ï>W@Y CX hCAA@P>?LCX LX W@P@h?@YA@MLCXj IK>e@ dCA@ LdeCA?>X? hCde>A@Y ?C WLü@ LX A@hCMXL?LCX CD e@>fWj

•
:�^^61a72�4;c7252ý6ù<a^c243 þ:;<ÿ9:�^^61a72�4;c7252ý6ù<a^c243 þ:;<ÿ9:�^^61a72�4;c7252ý6ù<a^c243 þ:;<ÿ9:�^^61a72�4;c7252ý6ù<a^c243 þ:;<ÿ9K>XYP@W PLX@>A >XY XCXÞPLX@>A WKLD?WjÚ@@YW A@P>?L�@PQ g@PP Y@DLX@Y RC?>P SCX FOAA@X?W CA T>W@ U@>fFKACd>?CMA>dW >XY h>X ?>f@ WCd@ ?Ld@ ?C hCdeO?@j

•
�a4�a1:�^^6_72�49�a4�a1:�^^6_72�49�a4�a1:�^^6_72�49�a4�a1:�^^6_72�49>eePQ WKLD?LXM� W?A@?hKLXM >XY WKALXfLXM LX We@hLDLhA@MLCXWj�A>eKLh>P LdeP@d@X?>?LCXj RC Ï@ >eePL@Y LX �@AQ YLDDLhOP? WL?O>?LCXW CA>W > DLAW? W?@e LX > W@NO@X?L>P >PLMXd@X? eACh@YOA@j

•
`6ab \6]6^64_6<a^c2439`6ab \6]6^64_6<a^c2439`6ab \6]6^64_6<a^c2439`6ab \6]6^64_6<a^c2439 SD RSFW >XY TUFW >A@ XC? g@PP Y@DLX@Y�A@hCXW?AOh? > hKACd>?CMA>d Ï>W@Y CX >O?Cd>?Lh>PPQ CA OW@A W@P@h?@Y dGü�>PO@W ÐPCg CA KLMK A@WCPO?LCXÒ� P@>�LXM CO? KLMK Ï>hfMACOXY LCXWj RK@>PMCAL?Kd >O?Cd>?Lh>PPQ W@P@h?W A@D@A@Xh@ e@>fW ?K>? >A@ g@PP WeA@>Y >hACWW?K@ hKACd>?CMA>d >XY eA@W@X? LX >PP W>deP@Wj Ú@�?� >eePQ > XCXÞPLX@>A WKLD?hCAA@h?LCX Ï>W@Y CX ?K@ eCWL?LCX CD ?K@W@ A@D@A@Xh@ e@>fWj Ø�?A@d@PQ D>W?j

-6 -4 -2 0 2 4 6 8 10 12 14

x 10
5

-3

-2

-1

0

1

2

3

4

5

6
x 10

5

   U   

   Z   

   A   

   J   

   AA  

   AC     AN  
   E   
   M      G      K   

   L   

   AT     AV  
   AW  

   BE  
   BA     AU     AF  

   AZ  

   BG     BH     F      Q   

   BF  

   X   
   Y   

   BD

   AB  

   I    
   AM  

   V   

   AO  

   BC  

   C   

   AS  

   AY  

   R    

   AX  

   AD  

   AJ  

   B   

   D   

   AI   

   BI      W   

   T   

   AL  

   AQ  

   S   

   H   

   N      P   

   O   

PCA Score Plot: EXT Chrom. Data pc  #1 vs pc #2  (x,y)
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