Chemical Probe-derived modification Molecular Theoretical | Determined
Probe PDM tagged with DMP Residue p.p-m.
Structure (PDM) formula mass mass
o) -
IPM //\NJ\/' g s\)ok SN oﬁ c C16H26N602 334.212 334.211936 0.191495
= H - T('\/ N N S > . . .
o H/\ TOW/b N N:N'N/\/r\ﬁ-iJ
o H NH o NH SW\N H
N
ENE N PP //Nm/bs\/\n/\/\\ “g)v E e N c C19H31N502 361.248 361.247984 0.044291
\ [e]
O
o) Q o) Q
e NN 3N NN 3N C C18H26N603 374.207 374.206833 0.446277
o OMS o) N‘\N xNH OMS 0 N:NI NH
NPM /ﬁ)
of HN™ N
H H ~ el
N Sp(N// . #Nb Ny ° c C18H28N604 392.217 392.217324 0.826073
o} o} s Y
HO” ™0 N
HO:\(OT
\ H
PPMS O\\S/ “NHNH / " NNN% C C14H23N50S 309.162 309.162492 1.591396
~ --NH NH — . . .
7 S/\ s s 0
O S o S
9
] N8 Uy
VSF o8 HTX\/ 01\ = C C18H31N503S 397.215 397.214913 0.219025
5 .
o) \




o HN HN
(@] N=N o}
NHS wdp CNH {_\; n ;/fﬂ NN~ AN K C17H27N502 333.216 333.216616 1.848647
o HN

i HN" 0 .
o F. NaO3S H " HN™ o O/Q
L . K C16H25N502 319.201 319.201086 0.269423
STP NOIQF T('\/\/\H)K/\\\ B NTOW/'\/\/\H)K/\:\N’\/,\?J
£ SN

o HN” \ R
H H NJQﬂ Ny >Ny
A _-N S N Z H 2 o N_ C C17H28N602 348.227 348.226821 0.514033
1 \)J\N/\ \”/k/ \/\ﬂ/ \/ Wy S f o
H o) 0 ‘ N
2 i W~ »ﬂ
2 CI\)J\N/\\ \‘NJI\;/\s/\n/N\/ o} " NiN\NINH C C16H26N602 334.212 334.212189 0.565509
H X H HN\\ o) \\N)K,/\S/WN\A/
HN. o]
0O HN” /(,) N s 0 H
/, X“ N
3 /\//SQN/\ oﬁ)\/s\/\,?w/\% ol TN Y c C16H28NBO3S 384.194 384.194074 0.192611
o H % NH (e} H NH N=N

o) HN"
H H = - N
4 /J\ /N\ﬂ/bs A NF N N T@b C C17H26N602 346.212 346.211568 1.247792
Z Ny Y WL Wa A




N
/

‘ . 22227 13.1
N7 N et s,%‘}\—NH N o C18H28N602 360.227 360 9 3.1058
HN._ =
“NH
"
§ o Ho O)\EN\
HJ\/\S vo. Q C21H29N502 383.232 383.232662 1.727410
N HN\ Q\@/\ o N
A ™ ~
A N:N/N’\/’\?_‘J
o OH
O/Kfo \NJJ\/\S O HOHN \N:
: ! o
HN\©\ bR AN S m”&p C22H30N603 426.238 426.238631 1.480391
X
A
X
--NH HN--- H
% o /= “-NH HN--- A~ ANy
o] s NH ) @&
\/ONH\ H OMQJ\WCCN © C18H28N604 392.217 392.217276 0.703692
HO HO




= N
HN@—: % HN@—[,N/\/ f/’\‘b
9 ﬂ N NN WA C22H30N602 410.243 410.243582 1.418669
o] H o H
_NH
H HNTT - QN
W= | s e
N — N m H
10 Y Y C23H32N602 424.259 424.258998 0.004714
/ﬁo o o} fKAﬁO
N | R
0 HN" o g
H N N R
1 Br._J_ ’NTW/'VS\)J\ noA SN e T C16H26N602 334.212 334.211816 0.550549
- N N
”/\ 5 H\ . Tg\/
Br Jl
H - z N/\/
12 N_ZFZ by HN HN HW(bT)LM N% C17H28N602 348.227 348.22717 0.488187
0 //N\H/'\/S\’/&O o]
O
o HN" o) -9
H HN \)\\/\(\N/\/N
Br H S N =N
13 %H/\ ’/NTW/'VS\)LH/\ N{v NooneN T C16H26N602 334.212 334.211819 0.541573
Br o) o]




C16H26N602

334.212

334.211819

0.541573

C18H27F3N602

416.215

416.214821

0.430066

C20H27N902

425.229

425.228992

0.018813

C16H26N60

334.212

334.212081

0.242361

C16H26N60

334.212

334.212081

0.242361




o) C16H25FN602 352.202 352.202218 0.618963
o HN sﬁr _NH
NH
/N
HN (o] |
(6] % K \—(N\:N
17 J\/Br
7 \ O
F NH
H _ N
0PN N2 o 0.282965
0] — ~ :>\ C16H26N602 332.196 332.196094
NH /\/NH
= N= Oy my  © \\(/jrlq
N=/ NH N=N
NH |, ;
(0] =
S 0\/ HOYi/@/ 1N}Hj C23H31N504 441.238 441.238627 1.421000
HO\H/K/©/ S %
o]
o o /
A 6] AN N'/N\
18 \N)K/\EN\> N N O\/‘Q/N/\/NH
O H o R \N N LD VN C23H31N504 441.238 441.238627 1.421000
O/\\\ - HO
HO o}
(0]
HN ~"~0 #0
el NE o )
O =
° /\N/,:NXNEJ C23H29N503 423.227 423.22761 1.441305

\
HN

HN
|




19

C21H27N503

397.211

397.212016

2.557828

20

AN

C22H27N703

437.218

437.21722

1.78401

21

C23H40N603

416.344

416.344658

1.580421

22

C26H36N602

464.290

464.289821

0.385535

23

C24H32N602

436.259

436.25756

3.300802




C20H26N602

382.212

382.211935

0.170063

C21H28N603

412.222

412.222921

2.234228

C28H34N802

514.281

514.280278

1.403904

C28H34N802

514.281

514.280278

1.403904

C18H32N60

348.264

348.26432

0.918842




C18H32N60

348.264

348.26432

0.918842

--NH HN--

C22H31N702

425.253

425.253893

2.099922

C21H27N503

397.211

397.211773

1.946065

C17H24CIN9O

405.179

405.179908

2.24098

C17H24CIN9O

405.179

405.179908

2.240980




HN
NH--  Cl NH-= Gl Q
N)\N \%\/Nﬁ\i AN C17H24CIN9O 405.179 405.179908 2.240980
0)\\N/H\NH/\\ o N NH/]\T\NINH
0 @
---HN NH—- _ . HN{
o N = C19H25N503S 403.168 403.167674 0.808597
), NH--- it
Fod o, %C}g\s\ JQ/E
/7 o)
# o
N
S Z NH HN--
N " Qé/©/ ° : / N/\/HY\)Nb C19H25N503S 403.168 403.167674 0.808597
TO(‘\/\AH/ S N i@{"“ o
— N\ A\
32 = © > ° N@O O i C23H29N503 423.227 423.228288 432
N/l-)l_/—/_/;o = N;’/JJHo A~ A 5 : : 3.043275
oHC & Hn--- d N .
Q — HN” 0 . Q
o) >\f H Y HN” o
33 @éfN N n-C “ N £ _ o N C16H25N502 319.201 319.201162 0.507517
5 \on 5 N IO T SN




o
- 1 O H% NH C18H24N603 372.191 372.191319 0.857086
/o T N N H NN : : ’
34 O%}NH P To(k/\/\u N\ 0 HW'\L\—N}N1 (j\\/N
0 N N
_ H
HN Q HN 9 /Q 9.201331 1.036963
H I H ) o N C16H25N502 319.201 319.
_N -C N .C _
\//O o . TO('\/\/\H \/\ TOW/kA/\N \/\N/:;N’\/'}_‘J
FN
35 NP
- *NH Q NH 0 /Q 319.201331 319.201331 1.036963
I N C16H25N502 : : -
F )\_/\S/C\/\ A ¢ _ Q
° HN. T v\N/:;N/\f“?**//
0 ' 3y
oY 0 : NN p H24NBO2 320.196 320.196345 1.077464
36 4 NJI\N/\\ "NT]/k/\AN/[LN H\Hg\/j” " \/\H&Rp C15
(N;’ H S o] H H/\\\ N Y
b AN 2 o N 9 oQ C18H29N502 347.232 347.232039 0.112317
/NE/k/\/\H/C\/\/\ NE)\MNC\/V\E;,N’\/,\E’J
e
37 \©;/S‘NJLO)W\
Q2 o ’Q
--NH $-C S/CWNXOV C18H29N502 347.232 347.232039 0.112317




N HN . Ne C27H32CIN702 521.231 521.231414 0.794273
\@\ HN CN O/_Q\/N\/\ /[K/N
Cl o %
38 O _ i
N:C:NOO _
e A
B d 2.775424
A\ o NH HZQ MH&N C20H26N502 368.232 368.233022
HN HN
/ [0) ’ o]
’NMO\(“(N ) o) o) ﬁ \©\o _
5 5 & [10\ g F C25H37N702 467.301 467.301698 1.493682
4 oy
39 ‘\_\N:C:N—Qfo =
O RIS
O 2.775424
S HN 0] .
NH Y . OQ mﬁ&p C20H27N502 368.232 368.233022
HN HN
’ O ! O
0 = o
HNJKA - =
o o s IY\N’\’
40 X NN % o N oA NeN NH C22H35N503 417.274 417.27497 2.324606
)(J:\ " ; s (6] ) o N
HN.




C21H33N503

403.258

403.258814

2.018555

C24H30N603

450.238

450.240224

4.939585

X ///
N
>::O
o
o)
=N
4 A

C21H25N504

411.191

411.190907

0.226172

HN

C21H23N503

393.180

393.181864

4.740809

C23H28N602

420.227

420.228508

3.588524




44 uncharacterized uncharacterized C21H31N503 401.242 401.243145 -2.853640

I

N\/\/

(0]
/\o)J\H/\

45 9 uncharacterized uncharacterized C21H31N503 401.242 401.245134 -2.853640

O

' L

N X HNQ{ A
46 7(\ X “~NH HN--- ﬁﬁ / N/\/NY C23H30N602 422.243 422.243748 1.771489

o % < )N b
4 o g --NH HN /—§ N®
o]
(o]
H O o N,
“=NH N “-NH NWNN
)\/\/\/ H\Ke\/\/\H V\N&p C16H25N502 319.201 319.200652 1.090223
< /N H N
O HN-- \ °
o} 0
47 NO%
[e]
0 = N,
>\f . WN’N
--NH S - f — o C16H25N502 319.201 319.200652 1.090223
5 HN" O HN“<_N




C14H21N502

291.170

291.168374

5.584398

C20H25N502

367.201

367.20062

1.034857

C20H25N502

367.201

367.20062

1.034857

4

C21H27N502

381.216

381.216217

0.569231

C21H27N502

381.216

381.216217

0.569231




C20H25N502

367.201

367.2004

1.633985

C20H25N502

367.201

367.2004

1.633985

C16H25N502

319.201

319.198955

6.406663

C16H25N502

319.201

319.198955

6.406663

O HN-_
A\
o
“NH
)\/\S =~
ST =
H 6]
N
O HN-- I\
“NH 0
= A
HN\\
o)
H,N \
/ N
HN s

C22H30N603S

458.210

458.210484

1.056283




0. O 0.0
\ <
o) A Br (o] Br
54 HN&S N HNJEN;” s C24H32BrN503 517.169 517.170439 2.782448
S N:N’N/\~NH
o]
0 © Nj\N 4 o) N\\\N o
e N L dw C22H31N503 413.243 413.243627 1.517265
"N B -/ ., N
H NH N [e] \\\ (0] /NH H
NH
0 // O/\
55
O\ o
4 \ / / =
AN B o HN 5§ ;/0 N~\N~N1 0 C22H31N503 413.243 413.243627 1.517265
\ N
HN HN‘\Q—/ NJ\/
0 @] H
HN — = o
(Iro - Ry C20H25N502 367.201 367.200973 0.073529
HN ! %
7% HN O)_®_(N:‘
HN
56 )= _°
[e) o
--NH HN--- /(j\
N
“NH HN--- o C20H25N502 367.201 367.200973 0.073529




SN N os/ Y C20H25N502 367.201 367.200973 0.073529
4 O)—Q_@O , ~_NH
o N:‘
HN )—@—: o
J o w K C20H25N502 367.201 367.200973 0.073529
HN HN/ N &
2 ) o -
HN
)
o — --NH HN--- Q
o =
57 MO . S
d J s NH N c C20H25N502 367.201 367.200973 0.073529
o@{ © S} O (/‘N/\/NH
J NcN
--NH  NH"~ /<N1
o%o B SN N o Y C20H25N502 367.201 367.200973 0.073529
o>/ < > o%o y A~ ANH
o N:‘
C=N*— Q H oH i
58 OO\\ NJKW T L~ QM”W N-site C21H28N603 412.222 412.222465 1.128032
_ 0




SN oA =z . o
\\NMNWN\QO\/ u&/\/xH " {H N-site C22H30N604 442.233 442.233451 1.019823
o Ho R 0 o _-NH N K S~

N o / N /Q\
\—ﬁN@O L Yo ¥ N © et K C24H33N703 467.264 467.260407 7.689502
= ° HN‘g_/_F ‘\_§N4©70/_(/N:z
[e]
(0] H
. e AN
O / N / N K C27H31N702 485.254 485.254367 0.756304
N HN \ HN H/\ o) N
— N HN =\ NH
\\\ N X / ! NNx




