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Abstract
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Peak Clustering and Fitting (PC&F)
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current.retention_time « initial_retention_time

|Apply threshold in mass value

|
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Calculate correlation matrix
in threshold’s samples

current_retention_time « current_retention_time +1 fe—

i

current_retention_time « initial_retention_time

peak_cluster « peak data
having the shortest mahalanobis distance
between peaks' data in current_retention_time
and peak_cluster's peak data
obtained in previous tevel

!

—+ current_retention_time « current_retention_time -1

{

peak_cluster « peak data
having the shortest mahalanobis distance
between peaks' data in current_retention_time
and peak_cluster's peak data

obtained in previous level

rrent_retention_time > first_retention_time

rrent_retention_time < last_retention_time
Yes

No

Verify peak cluster by using user defined conditions
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Obtain the last peak_cluster

End
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and
save peak data in peak_clusters
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Results
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Area gkoll
TRER 9 A A 2k Bak Huigk Z2tgk ¥ TR E

F HIu

des-Argl-Bradykinin 904.4681 903.419377 903.415 903.4185 903.414441
Angiotensin I 1296.6953 1295.591103 1295.585 1295.5895 1295.590346
Glul-Fibrinopeptide B 1570.0867 1569.514539 1569.525 1569.5177 1569.508825
ACTH (clip 1-17) 2093.0867 2092.267427 2091.955 2091.9621 2092.244597
ACTH (clip 7-38) 3657.9294 3657.620190 3657.755 3657.7011 3657.578512

¥ 1. PRF & a&8 o]&3le] &2 diEghel n& Ex=F (29 amu)

Retention time 11.218 min 22.469 min 32.319 min
aejsfol & | A ©lely] | meisior & | AA dlel® | mejsiel & | A dlolE]
mass N W v& mass 7l Yol v& mass 744 vl v&
PCEF H] ZHE& A 619 7l 100% 769 7N 100% 498 71 100%
PCEF & Al 29 74 4.7% 3370 4.3% 2571 5.0%

¥ 2. 7} retention time F-ZolA PCAF L¢3 a]FS HEAIHE ot HEA7A ke of EAFS
F3517] Y8l e allol & peak HlolE] A5 o 7H~"r;7} A dlolele] sgrelA A s HE

Retention time 11.218 min 22.469 min '32.319 min 43.437 min
A A dlo]Efell A noise
19.7% 21.1% 25.5% 26.4%
peak H]&

¥ 3. ZF retention time F2°]A A A peak wlolE] WA PC&F FtH o s A% noise peak

Yol Ei7k A she g

1.

= 7} retention F2olA 30
retention time scan line “olA PC&F
G Es HolElE o] &3}3iTt.
PCEF FxnElEFE FHEsr] Hele
peak Hl°]E 2] #&e  nHEIo
TREAS] EAFS Folol X% PCF

IndEe  AEE  Fols  FAD

time

% g5
2E

mass
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TAHEZAZRE VA peak UOJHES
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w2o)xy] wEe] I UlE mass ZLT
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AgAne  Fale]  PCF L FHol

BAFE Fob7] 98] wAlsor @ dlole]




Ao wg FHHor FHF £ YL
geld & AU

mAEte R E 3 oMt PGF AYE
FPPE W noise peak HOJE] A A
oy & aRE AP35t AA
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