Gu: Deconvoluting AMPK adenine nucleotide binding and sensing

Supplemental Table 3: AHDX-MS peptide list for the a1- and B2-subunits. Resolved peptides are listed in the first column and % changes in
HDX are indicated by numbers and heat map color.

4.5mM ATP 3.8mM ATP

Wild Type a1 0.4mM ADP 1.0mM ADP

2.5mM 2.5mM 0.04mM AMP 0.3mM AMP
. 2om
AMP ATP (Non-stress (Energy stress
AXP mixture)  AXP mixture
-

Sequence Charge Start End WT AMP alphal WT ATP alphal WT Mix1 alphai WT Mix2 alphai
FRHPHIIKL 2 88 96 -5 (1) (2 601 6 (1)
FRHPHIIKL 3 88 96 B (1) 6 (1) 6 (1) 601
YAVISTPSD 1 97 105 7(3) 2 (4)* 4(2) 3(2)
YEAVISTPSDIF 1 97 107 5(3) 1(3) 2(2) 2(2)
YQVISTPSDIF 2 97 107 5(3) 1(3) 3(2) 2(2)
YWSGGEL 1 112 118 802 -11(3) -10(2) -11(3)
FOYICKNGRL 2 119 128 T3 -10 (4) 5(2) -10 (3)
FDYICKNGRL 3 119 128 9 (4) T 102 A
DAHMNAKIADFGLSNM 2 165 180 -12(3) =28 (4) -19 (2} -18 (4)
DAHMNAKIADFGLSNM 3 165 180 =13 (3) -24 (4 -18 (2) -18 (3)
MAKIADFGLSNM 1 189 180 7 (4) -25 (5) -15 (4) -16 (4)
MAKIADFGLSNM 2 189 180 T3 -23 (5) -16 (3) -16 (3)
FGLSNM 1 175 180 1(4) -25 (5) MIA =11 (4
LRTSCGSPNYAAPEVISGRL 3 187 206 404) -15.(5) 2(3) S11(4)
YAGPEVDIWSSG 1 207 218 B3 -13(3) 11 (1) -11(2)
IWSSGVIL 1 214 221 NIA -10(3) 801 801
ALLCGTLPFDDOHVETL 2 223 239 02 MIA -2(2) -2(2)
LCGTLFFODODDOHVPTL 2 225 239 2(3) MIA 0 (2) 0(2)
CGTLPFDDDOHVPTL 2 226 239 3(3) -1(3) 0(3) -1(2)
FKKICDGIF 1 240 248 10 (4) 8(3) 10(3) 3(3)
FKKICDGIF 3 240 243 10(3) 8 (4) NIA 7(3)
IREHEWFKQDLPKYLF 4 79 294 A 5(3) 5(2) 5(3)
IREHEWFKQDLPKYLFFEDPSY 4 279 300 104) MIA -1(3) -2(3)
FKQDLPKYLFPEDPSYSSTM 3 285 304 94 MIA MIA 5 (3)
IDDEALKEVCE 2 305 315 (1) NiA 2(1) 21
YNRNHGDPLAWAY 2 329 341 2(3) -2(3) 0(2) 0(2)
YNRNHQDPLAVAY 3 329 341 203 130 0(2) 0(2)
YNRNHGDPLAVAYHLIDNRRIMNE 4 329 353 MiA -3(3) MIA -1(2)
YNRNHGDPLAYAYHLIDNRRIMNEAKD 4 329 356 203 -2 (5 -1(2) -2(2)
HLIDMN 1 342 347 MiA MIA MIA -4 (2)
FYLATSPPDSF 1 357 367 12(5) 404 7 (5) 4(3)
FYLATSPPOSF 2 357 367 8(5) MIA MIA 5 (3)
FYLATSPPOSFL 2 357 368 9(5) MIA 5 (5) 4(3)
YLATSPPDSF 1 358 367 11 (5) MIA 7 (5) MIA
YLATSPPDSFL 1 358 368 10 (8) 45 & (5) 487
AEVCRAIKGLD 2 428 438 -1 (2 MIA MIA 0 (3)
AEVCRAIKGLDYE 2 428 440 00y MiA MiA o (1)
IKGLDYE 2 434 440 0 (1) NiA A 0(2)
WKNVVNPYYL 2 441 449 1(2)* MIA MIA 12
YSKMSLAL 1 461 468 102 03 102 027
YSKMSLGL 2 461 4563 o (1) 12 o1 0 (0)*
YAVDSRT 2 469 475 3(4) 3(3) 1(3)* 1037
YEVDSRTYL 2 459 477 2(2) 12 12 12
DSSPVDLTPRPGSHTIEF 2 535 552 6 (3) 4(2) 4(1) 4(2)
FEMCANL 1 553 559 o1 12 o1 o(1)*
IKILAG 2 560 565 o1 101 001 0 (0)*
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Wild Type 32

Sequence Charge

FSLFDSKLPGDKE
FSLFDSKLPGDKEF
FVSWQQDLED
VFISGSFNNW
ISGSFNNW
NNWSTKIPLIKSHNDF
STKIFLIKSHNDF
STKIPLIKSHNDF
STKIFLIKSHNDF
VAILDLPEGEHQYKF
VAILDLPEGEHQYKF
LOLFEGEHGYKF
LOLFEGEHGYKF
FVDGQWWVHDPSERWVWT
WWVHDPSEPWWT
WWVHDPSEPWVVTSGEL
GTINNLIHVKKSDF
GTINNLIHVKKSDF
LIHVKKSDF
IHVKKSDF
DALKLDSM
FRSEERFKSFFILFFHL
VILMKDTNISCD
PALLPEPNHVMLNHL
PALLPEPNHVMLNHL
YALSIKDSWVM
YALSIKDSVMYL
SATHRYKKKYVTTL
SATHRYKKKYVTTL
SATHRYKKIYWTTLL
SATHRYKKIYWTTLL
LYKFI

LYKFI

[ T O B N R R L I L I B R B R R L]

Start

]

90

92

97
100
100
100
113
113
116
116

133
133
147
147
152
153
164
196
215
227
227
242
242
254
254
254
254
268
268

End

112

127
127
127
127
143
143

160
160
160
160
171
212
226
241
241
251
253
267
267
268
268
272
272

2.5mM
AMP

WT AMP beta2
6(5)
NI
35
NiA
12 (5)
-5(4)
-3 (4)
-3 (3)
-3 (47
-3(3)
-3(2)
-6 (4)
-7 (4)
10 (5)
10 (5)
-6 (4)
-4 (3)
-4 (3)
2(4)
4(3)
9(8)
5(3)
NiA
3(3)
3(3)
8(3)
6(3)
1(1)
1(1)
1(1)
101)
04
02

2.5mM
ATP

WT ATP beta2
3 (5
NI
4 (8)
-8 (4)
T3
NiA
-4(3)
44
NiA
-3(3)
-4(3)
-7 (4)
-4 (5)
-8 (4)
NiA
-6 (4)
-5 (4)*
-4 (4
0(4)*
147
NiA
NiA
NiA
0(4)*
2(3)
2(3)
137
/A
02
/A
02
/A
128

(mix 1)
4.5mM ATP
0.4mM ADP
0.04mM AMP

WT Mix1 beta2
4(8)
6 (4)
6 (4)
-2 (4
-7 (3)
-5(3)
-2(2)
-2(2)
-1(3)
-3(2)
-3(2)
-7 (3)
-5(3)
-8 (2)
NiA
-5(4)
-4 (4)
-4 (4
04
3(4)
7(4)
NiA
NiA
2(2)
2(2)
3@3)
22
o)
o)
/A
oo
/A
23e

(mix 2)
3.8mM ATP
1.0mM ADP
0.3mM AMP

WT Mix2 beta2
447
NI
5 (5)
6(3)
93
NiA
-2(2)
=22
2(3)
-3(2)
-3(2)
6(3)
T3
903
NiA
-6 (4)
-5(4)
-6(3)
-1(3)*
137
5(4)*
2(3)
2(4)
128
128
2(3)
22
0 (o*
0 (o*
o)
0 (0)
A3e
A3e
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