
PEPTIDES AND GRAPHICS BY DANIEL J. DONOGHUE MASS SPECTROMETRY BY LAURENCE M. BRILLPROTEIN PREPARATION BY APRIL N. MEYER

Ser239

DIVVSEDLNGTVKF

IVVSEDLNGTVKF

VRGPVSGS[ 167] PDSMNASR

GPVSGS[ 167] PDSMNASR

VRGPVS[ 167] GSPDSMNASR
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LSQPGQLMSQPSTASNS[ 167] LPEPAKK

VRGPVS[ 167] GSPDSMN LSQPGQLMSQPST[ 181] ASNSLPEPAKK

LSQPGQLMSQPSTAS[ 167] NSLPEPAKK

LSQPGQLMSQPST[ 181] ASNS[ 167] LPEPAKK
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MVTGTIHTYPVTEDES[ 167] LQSLK

MVTGTIHTYPVTEDESLQS[ 167] LK

PVTEDES[ 167] LQSLK

TYPVTEDESLQS[ 167] LK

PVTEDESLQS[ 167] LK

PVTEDESLQS[ 167] LKAR

MVTGTIHTYPVTEDES[ 167] L

VTGTIHTYPVTEDES[ 167] L

LVHILNMVTGTIHTYPVTEDESLQS[ 167] LKAR

LVHILNMVTGTIHTYPVTEDESLQS[ 167] LK

LVHILNMVTGTIHTYPVTEDES[ 167] LQSLK

NMVTGTIHTYPVTEDESLQS[ 167] LK

EQDQS[ 167] FTALD

NAIQDTVREQDQS[ 167] FTA
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DTVREQDQS[ 167] FTAL

TVREQDQS[ 167] FTAL

VREQDQS[ 167] FTAL

NAIQDTVREQDQS[ 167] FTAL

EQDQSFTALDWS[ 167] WLQTEEEEHSCLEQAS

EQDQS[ 167] FTALDWSWLQTEEEEHSCLEQAS

EQDQS[ 167] FTALDWS

TALDWS[ 167] WLQT

LQTEEEEHSCLEQAS

VRGPVSGSPDSMNASR

GPVSGSPDSMNASR

LSQPGQLMSQPSTASN

LSQPGQLMSQPSTASNSLPEPAK

LSQPGQLMSQPSTASNSLPEPAKK

PVSGSPDSMNASRLSQPGQL

ASRLSQPGQL

LSQPGQLMSQ

LSQPGQLMSQPST
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MSQPSTASNSLP

KQGGTLDDLEEQARELYR
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KQGGTLDDLEEQAR
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ALQTDIVDLQR

GTLDDLEEQAR

TLDDLEEQAR

MKNSMASMSQQLK
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LVHILNMVTGTIHTYPVTEDESLQSLK

MVTGTIHTYPVTEDESLQSLK
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ITYETQISPR
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ENAIQDTVREQDQSF

NAIQDTVREQDQSF

TVREQDQSF
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ELDQGSLCTSFVGTLQY
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ITYETQISPRPQPESVSCILQEPK

ELWNLLK
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alphaFbeta10

Kinase Domain (16-307) NEMO Binding Domain (705-742)Ubiquitin-Like Domain (310-394)

Unique Peptides Identified in IKKbeta

FSSSLPY[ 243] PNNLNSVLAERIIDLGY[ 243] AK ITY[ 243] ETQISPR VIY[ 243] TQLSKLGT[ 181] GGFGNVIR KQGGT[ 181] LDDLEEQAR

QGGT[ 181] LDDLEEQAR VIYT[ 181] QLSKQKS[ 167] EVDIVVSEDLNGTVK

SEVDIVVS[ 167] EDLNGTVK

FS[ 167] SSLPYPNNLNSVLAER

FSSSLPYPNNLNS[ 167] VLAER

NLNS[ 167] VLAERIVVS[ 167] EDLNGTVKF

TVKFSSS[ 167] LPYPNNL

SSSLPYPNNLNS[ 167] VL

PNNLNS[ 167] VLAER

FSS[ 167] SLPYPNNLNSVLAER

FSSS[ 167] LPYPNNLNSVLAER

TVKFS[ 167] SSLPYPNNL

TVKFSS[ 167] SLPYPNNL

ITYETQIS[ 167] PR

ITYETQIS[ 167] PRPQPESVSC

ITYETQIS[ 167] PRPQPESVSCILQEPK

PQPES[ 167] VSCILQEPK

TQIS[ 167] PRPQPESV

TQIS[ 167] PRPQPESVS

LFDNS[ 167] KITYE

ITYETQIS[ 167] PRPQPESVS

YSEQTEFGITS[ 167] DK

LLLQAIQS[ 167] FEK

VEEVVS[ 167] LMNEDEK

ENAIQDTVREQDQS[ 167] F

NAIQDTVREQDQSFT[ 181] A

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 610 620 630 640 650 660 670 680 690 700 710 720 730 740 750
KALDDILNLK LVHILNMVTG TIHTYPVTED ESLQSLKARI QQDTGIPEED QELLQEAGLA LIPDKPATQC ISDGKLNEGH TLDMDLVFLF DNSKITYETQ ISPRPQPESV SCILQEPKRN LAFFQLRKVW GQVWHSIQTL KEDCNRLQQG QRAAMMNLLR NNSCLSKMKN SMASMSQQLK AKLDFFKTSI QIDLEKYSEQ TEFGITSDKL LLAWREMEQA VELCGRENEV KLLVERMMAL QTDIVDLQRS PMGRKQGGTL DDLEEQAREL YRRLREKPRD QRTEGDSQEM VRLLLQAIQS FEKKVRVIYT QLSKTVVCKQ KALELLPKVE EVVSLMNEDE KTVVRLQEKR QKELWNLLKI ACSKVRGPVS GSPDSMNASR LSQPGQLMSQ PSTASNSLPE PAKKSEELVA EAHNLCTLLE NAIQDTVREQ DQSFTALDWS WLQTEEEEHS CLEQAS

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
MSWSPSLTTQ TCGAWEMKER LGTGGFGNVI RWHNQETGEQ IAIKQCRQEL SPRNRERWCL EIQIMRRLTH PNVVAARDVP EGMQNLAPND LPLLAMEYCQ GGDLRKYLNQ FENCCGLREG AILTLLSDIA SALRYLHENR IIHRDLKPEN IVLQQGEQRL IHKIIDLGYA KELDQGSLCT SFVGTLQYLA PELLEQQKYT VTVDYWSFGT LAFECITGFR PFLPNWQPVQ WHSKVRQKSE VDIVVSEDLN GTVKFSSSLP YPNNLNSVLA ERLEKWLQLM LMWHPRQRGT DPTYGPNGCF

Tyr169 Thr180 Ser181 Tyr199Thr23Ser4 Ser6 Tyr261Ser246 Ser256 Ser267 Ser332
Tyr325

Thr324 Tyr397 Ser402 Ser411Ser393 Ser474 Ser476 Thr488 Ser507 Ser550 Thr559 Tyr609Ser600 Thr610 Ser634 Ser672 Ser695Ser682 Ser733Thr735 Ser740

Ser409Thr399

GY[ 243] AKELDQGSL

LEQQKY[ 243] TVTVDY MVTGTIHTY[ 243] PVTEDESL

VTGTIHTY[ 243] PVTEDESL

FKT[ 181] SIQIDLNSMAS[ 167] MSQQLK

NSMASMS[ 167] QQLK TEFGITS[ 167] DKL QTDIVDLQRS[ 167] PMGR

LLLQAIQS[ 167] FEKK

ALELLPKVEEVVS[ 167] LMNEDEK

ALELLPKVEEVVS[ 167] LMNEDEKTVVR

VEEVVS[ 167] LMNEDEKTVVR

ITY[ 243] ETQISPRPQPESVSCILQEPK

ELDQGSLCT[ 181] SFVGTLQ

ELDQGSLCT[ 181] SFVGTLQY

ELDQGSLCT[ 181] SFVGTLQYLAPELLEQQK

ITYET[ 181] QISPR

EQDQSFT[ 181] ALDWS

EQDQSFT[ 181] ALDWSWLQTEEEEHSCLEQAS

Ser670 Ser675 Ser697Thr693

beta2beta1 beta3 alphaC** * * * beta4 beta5 alphaD alphaE beta6 beta7 beta8 beta9 alphaG alphaH alphaI* * * *

Activation Loop (166-192) Scaffold/Dimerization Domain (410-666)

****

Phospho-SER containing peptides. Note: P-Ser has mass of 167 daltons, indicated by [S167]
Phospho-THR containing peptides. Note: P-Thr has mass of 181 daltons, indicated by [T181]

Non-phosphorylated peptides shown at bottom
Structural motifs and conserved kinase residues*
Data presented from trypsin digests (#4882, 4898, 4899, 4993) and pepsin digests (#4991, #5038)

Site of P-Tyr, P-Thr, or P-Ser; INTERMEDIATE SITE

Site of P-Tyr, P-Thr, or P-Ser: ABUNDANT SITE

Site of P-Tyr, P-Thr, or P-Ser: RARELY OBSERVED SITE

KEY to PEPTIDES and other info

Phospho-TYR containing peptides. Note: P-Tyr has mass of 243 daltons, indicated by [Y243]

S[ 167] PSLTTQTCGAWEMK

SPS[ 167] LTTQTCGAWEMK

ELDQGSLCTS[ 167] FVGTLQY

ELDQGSLCTS[ 167] FVGTLQ

ITYETQISPRPQPESVS[ 167] CILQEPK

PQPESVS[ 167] CILQEPK

MMALQTDIVDLQRS[ 167] PMGR

Ser335Ser257 Ser258

VTGTIHT[ 181] YPVTE

SSSLPY[ 243] PNNL

GNVIRWHNQETGEQ

NLAPNDLPL
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DLNGTVKF
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VTGTIHTYPVTEDESL

KARIQQDTGIPEE ALIPDKPATQCISDG

NEGHTLDMDL

QVWHSIQTL

SQQLKAKLDF FKTSIQID

GITSDKLLL

GITSDKLL

AWREMEQAVE

WREMEQAVE

QRSPMGRKQGGTL KVRGPVSGSPDSMNASRLSQPGQL

MNASRLSQPGQL

NASRLSQPGQL

SRLSQPGQL

MSQPSTASNSLPEPAK

AIQDTVREQDQSF

beta1' beta2' alpha1' beta3' beta4' alpha2' beta5' alpha6salpha3salpha2s alpha4s alpha5salpha1s
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Supplemental Figure 2
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