id list per inj.

209

H3.1 K27-R40:
KMe3SAPATGGVKKP

i= 20130708_293THistone

iE 20130708_293THistone

'S Y
_zoom out |

7e+7
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1e+7

were &

peptide

H3.1K27Me3 [prop_d0]

H3.1K27Me3 [pic,prop_d0]
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H3.1_K27-R40: KMe3SAPATGGVKKPHR

210

Quanti event: 28.6-30.0min

injection peptide charge m/z auc 1.5e+7 :
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [prop_d0] 2 822.4832 1.0e+6

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [pic,prop_d0] 2 853.9887 0.0e+0 1e+7 - »
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [prop_d0] 3 548.6579 2.6e+8 :
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [pic,prop_d0] 3 569.6615 0.0e+0 5e+6 -
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [prop_d0] 4 411.7452 9.5e+6 kY
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [pic,prop_d0] 4 427.4980 1.1e+4 Oe+0- _{_._-_;,—.;_&_.---h,_______

| e T o pEED PO e —— T |
28.8 29.0 29.2 29.4 29.6 29.8

Quanti event: 36.9-39.3min

injection peptide charge m/z auc .\

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [prop_d0] 2 822.4832 3.9e+4 6e+7 - yn

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [pic,prop_d0] 2 853.9887 1.6e+7 i

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [prop_d0] 3 548.6579 2.2e+6 1e+7 - !

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [pic,prop_d0] 3 569.6615 1.3e+9 H '

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [prop_d0] 4 411.7452 4.3e+6 2647 |

e+ —
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3 [pic,prop_d0] 4 427.4980 2.7e+7
Oe+0- r—#_v—r—_h__—-—r—rﬁ



H3.1 K27-R40: Prop-KMe3SAPATGGVKKPHR MS/MS

* = 140Da diagnostic ion

Experimental spectrum Theoretical
scan 3987
retention time 28.9min
precursor m/z 548.6580 M H3* 548.6579
precursor charge 3+ MH A,ss Da 0.0002
MH Apass PPM 0.1
edit peptide
o {Propionyl}K{Trimethyl}]SAPATGGVK{Propionyl}K{Propionyl}PHR align
.scan: 3987 (28.9min) 3+ 548.6580Da b++ b y Y4+
0y Froiong 1587.93 794.47 14
1 114.09 227.18 Jreetn! 1417.79 709.40 13
2  157.61 314.21 1330.76 665.88 12
* ¢ A
3 193.13 385.24 P 1259.72 630.36 11
4 241.65 482.30 A 1162.67 581.84 10
o
® A - N 5 277.17 [ENEESRES 1091.63  546.32 9
s T
6  327.69 654.38 990.58 495.80 8
$ G
> , 7 356.21 711.40 G 933.56 467.29 7
Fy
5 . o N e  384.72 768.43 v 876.54 438.77 6
< X ° & o
o 9*‘?& i A *_‘,e 3§ 4:9 0 & 3 9 9 434.25 867.49 K 777.47 389.24 5
X o8 Pall | 3 XX )
M M B 4 < \ } 0y & 10 526.31 1051.61 ”’T‘{’"* 593.35 297.18 4
11 618.37 1235.74 Pyl 409.23 205.12 3
|||m ||l \1 ||l| I\!-IM I I | Ll Il \ \ [ | I | I I I i P
1 - — - ' . ' T 12 666.90  1332.79 312.18 156.59 2
200 400 600 800 1,000 1,200 H
13 735.43  1469.85 R 175.12 88.06 1
14 813.48  1625.95



H3.1 K27-R40: PIC-KMe3SAPATGGVKKPHR MS/MS

Experimental spectrum Theoretical
scan 5958
retention time 37.6min
precursor m/z 569.6595 M H3* 569.6615
precursor charge 3+ MH A,ss Da -0.0062
MH Apass PPM -3.6
edit peptide
° {PIC}K{Trimethyl}]SAPATGGVK{Propionyl}K{Propionyl}PHR align
vscan: 5958 (37.5min) 3+ 569.6595Da b++ b y Y+
< 60.53 120.04 5 1587.93 794.47 14
1 145.60 290.19 *“‘Se’“" 1417.79 709.40 13
2 189.11 39722 1330.76 665.88 12
* A
3 224.63 448.26 1259.72 630.36 11
$ P
4 273.16 545.31 1162.67 581.84 10
S o9 5  308.68 616.35 ? 1091.63 546.32 9
& ’ 6  359.20 717.39 a 990.58 495.80 8
N 7 387.71 774.41 a 933.56 d67.290 7
% & .\“’ : 8  416.22 831.44 v 876.54 438.77 6
x P o
: e > oAl A . s 9 465.76  930.50 K 777.47  389.24 s
Ry <o N I o g ®
SN (€ & & } & & 10 557.82 1114.63 "'T'(“"'f 593.35 297.18 4
11 649.88  1298.75 Expiting 409.23 205.12 3
‘ I ﬂJ P \MI]\\‘” | L l | 0 K\ 1 | | | | I | i I | ] P
T . — T T T 1 T 12 698.40  1395.80 312.18 156.59 2
200 400 600 800 1,000 1.200 1,400 H
13 766.93  1532.86 R 175.12 88.06 1

14 844.98 1688.96

* = 140Da diagnostic ion
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H3.1 K27-R40:
KMe3SPoAPATGGVKKPHR

id list per inj. peptide

i= 20130708_293THistone H3.1K27Me3S28Po [prop_d0]

i= 20130708_293THistone H3.1K27Me3S28Po [pic,prop_d0]

6e+5

5e+5

4e+5

3e+5

2e+5

L e
T o—

1e+5

2+ 3+ 4+
862.466 = r=—— 575.313 =——rvrem— 431.737 =———vveem—
00072 wmssemmmmm 505317 emmsismmmmm 447490 - s—

20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM

A/N§¢£,\\/\ o Ei v&, AJ&J\, A

s j%:/ W - A J‘%.,~

36 38 40



H3.1_K27-R40: KMe3SPoAPATGGVKKPHR

214
Quanti event: 30.1-30.7min
injection peptide charge m/z auc _
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po [prop_d0] 2 862.4664 0.0e+0 /\
Be+4-] .
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po 2 893.9718 0.0e+0 /
[pic,prop_d0]
de+4 - ; \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po [prop_d0] 3 575.3133 7.9e+5 / \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po 3 596.3170 0.0e+0 2e+4+ % \

[pic.prop_do0] ,L__ . %

____lll T — 0 .
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po [prop_d0] 4 431.7368 8.3e+4 Qa0 30.2 30.3 304 05 306
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po 4 447.4896 0.0e+0

[pic,prop_d0]

Quanti event: 39.3-40.1min

injection peptide charge m/z auc
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po [prop_d0] 2 862.4664 0.0e+0 1 \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po 2 893.9718 2.2e+4 3e+5 /

[pic,prop_d0] . L
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po [prop_d0] 3 575.3133 0.0e+0 ESF5 / \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po 3 596.3170 2.8e+6 1e+54 ;i

[pic,prop_d0] : \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Me3S28Po [prop_d0] 4 431.7368 0.0e+0 Oe+0‘.—'"'./ —r— ' /\
20130708_293THistones_propL2xvspropLpicL_H3incl TMM H3.1K27Me3S28Po 4 447.4896 2.9e+4 995 %96 207 298

[pic,prop_d0]



H3.1 K27-R40: Prop-KMe3SPoAPATGGVKKPHR MS/MS

Experimental spectrum Theoretical
scan 4265
retention time 30.5min
precursor m/z 575.3120 M H®* 575.3133
precursor charge 3+ MH Apass Da -0.0042
MH Apass ppm 2.4
edit peptide
© {Propionyl}K{Trimethyl}S{Phospho}APATGGVK{Propionyl}K{Propionyl}PHR align
Ean: 4265 (30.5min) 3+ 575.3120Da
P
b3 - H3PO4 .
Q
&
o > & 3 £
o
> e o
PR S o A Yo 9
& Y N TN R o A
g, s FLFS r Tl IR N S &
b |||.|| k1 | b bl L I‘“\‘ | l i | .
T . T : — . “r — I — : T T
200 400 600 800 1,000 1,200 1,400 1,600
Anchor Explanation? Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 465.2105 m/z 367.2333 Do -97.97714
intensity 2022 intensity 1956
int. rank 6 int. rank 9

* = 140Da diagnostic ion

Phospho-loss also on b5 and b8 ions.

match

114.
197.
233.
281.
ik
367.
396.
424.
474.
566.
658.
706.
775.
853.

09
59
11
64
15
68
19
70
23
29
35
88

46

227.18
394.17
465.21
562.26
633.30
734.35
791.37
848.39
947.46
1131.58
1315.70
1412.75
1549.81
1705.91

Propionyt

Trimethyl

X<OO-H>7T >0

?
-l
g
2

=

3
2
]

0 I T

y
1667.90
1497.76
1330.76
1259.72
1162.67
1091.63

990.58
933.56
876.54
777.47
593.35
409.23
312.18
175.12

834.
749.
665.
630.
581.
546.
495.
467.
438.
389.
297.
205.
156.

88.

215
y++

45 14
38 13
88 12
36 11
84 10
2 o
80 8
29 7
i 6
a4 5
18 4
28 3
5902
06 1



H3.1_K27-R40: PIC-KMe3SPoAPATGGVKKPHR MS/MS

Experimental spectrum Theoretical
scan 6544
retention time 39.7min
precursor m/z 596.3169 M H® 596.3170
precursor charge 3+ MH Ap,ss Da -0.0003
b3 - H3PO4 MH Apass ppm -0.1
edit peptide
o {PIC}K{Trimethyl}S{Phospho}APATGGVK{Propionyl}K{Propionyl}PHR align
§6an: 6544 (39.7min) 3+ 596.3169Da
]
k
$
>
&
8 &
4 S
o N
> R 4 o ey )
~ aX S XL |0 ° o &
*f 33 *o 14 4209 o
N [TREAI ||‘Hh”‘ ‘m| | |i| LT T |H | \I‘ |d h | I hwi | |
T T 1 T T T r T
200 400 600 800 1.000 1,200 1,400 1,600
Anchor Explanation? Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 528.2213 m/z 430.2456 Do -97.97568
intensity 4575 intensity 3476
int. rank 13 int. rank 16

* = 140Da diagnostic ion

Phospho-loss also on b5 and b8 ions.

match

60.53
145.60
229.10
264.61
313.14
348.66
399.18
427.69
456.20
505.74
597.80
689.86
738.39
806.92
884.97

120.
290.
457.
528.
625.
696.
797.
854.
911.
1010.
1194.
1378.
1475.
1612.
1768.

04
19
18
22
27
31
36
38
40

2
5}

ix

-
5
3
3
5

3
g
£
3

3

3

(9]

]
g

X< OO A>T >

P

£
8

A1) fae )

iy
1667.90
1497.76
1330.76
1259.72
1162.67
1091.63
990.58
933.56
876.54
777.47
593.35
409.23
312.18
iy aly

216
Y4+
834.45 14
749.38 13
665.88 12
630.36 11
581.84 10
546.32 9
495.80 8
467298 7
438.77 6
389.24 5
297.18 4
205.12 3
156.59 2
88.06 1
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H3.1 K27-R40:
KMe3SProp?APATProp?GGVKKPHR

Earlier eluting peak is S28-prop. Double-peak for Prop-labeling and merged peak for PIC-
labeling. Combined AUCs for both PTMs. T32-MS2s shown.

id list per inj. peptide 2+ 3+ 4+
iE 20130708_293THistone H3.1K27Me3S28Prop [prop_d0] 850.496 —--—m 567.333 === m— 425.752 =——vveem—
iS 20130708_293THistone H3.1K27Me3S28Prop [pic,prop_d0] 882.002 —--——  588.337 ——-sim—— 441505 —-res—
SZSPFOp 20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
MS2 mainly
2e+7 T32Prop N
|

1.5e+7 "f T32Prop :" ﬁ s j J,‘

1e+7

5e+6




H3.1_K27-R40: KMe3SProp?APATProp?GGVKKPHR

Quanti event: 34.7-37.0min

injection
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

Quanti event: 45.0-46.0min

injection
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

peptide
H3.1K27Me3S28Prop [prop_d0]

H3.1K27Me3S28Prop
[pic,prop_d0]

H3.1K27Me3S28Prop [prop_d0]

H3.1K27Me3S28Prop
[pic,prop_d0]

H3.1K27Me3S28Prop [prop_d0]

H3.1K27Me3S28Prop
[pic,prop_d0]

peptide
H3.1K27Me3S28Prop [prop_d0]

H3.1K27Me3S28Prop
[pic,prop_d0]
H3.1K27Me3S28Prop [prop_d0]
H3.1K27Me3S28Prop
[pic,prop_d0]
H3.1K27Me3S28Prop [prop_d0]

H3.1K27Me3S28Prop
[pic,prop_d0]

charge m/z

2 850.4963
2 882.0018
3 567.3333
3 588.3369
4 425.7518
4 441.5045
charge m/z

2 850.4963
2 882.0018
3 567.3333
3 588.3369
4 425.7518
4 441.5045

auc
3.5e+5
0.0e+0

4.6e+7
3.4e+6

1.5e+6
0.0e+0

auc
0.0e+0
7.3e+4

3.0e+5
2.2e+7

0.0e+0
8.2e+5

3e+6

2e+6

1e+6

Oe+0-

2e+6

1.5e+6 -

1e+6 -

218
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H3.1 K27-R40: Prop-KMe3SAPATPropGGVKKPHR MS/MS

vscan: 5632 (36.0min) 3+ 567.3344Da

1

%

2

R

RAl ‘|h o

188 8BS .
200

Experimental spectrum Theoretical
scan 5632
retention time 36.0min
precursor m/z 567.3344 M H3* 567.3333
precursor charge 3+ MH A,ss Da 0.0033
MH Apass PPM 19
edit peptide
© {Propionyl}K{Trimethyl}]SAPAT{Propionyl}GGVK{Propionyl}K{Propionyl}PHR align
9
£
> <
v‘b
&
&
5\
Fy
Y
o 08
> o > & &

9l &g - © o

l||\ \” \|\|| | H‘HJ | | | |\\Iu| \ I|~ ‘ - | i i

LA Ly — T T Eh—— T

400 600 800 1.000 1,200

* = 140Da diagnostic ion

114.
157.
193.
241.
277.
355.
384.
412.
462.
554.
646.
694.
763.
841.

09
61
13
65
aly/
7l
22
73
26
32
38
91
44

49

227.18
314.21
385.24
482.30
oo sk
710.41
767.43
824.45
923.52
1107.64
1291.76
1388.81
1525.87

1681.97

Propiony

Trimethyl

x <0 04> 70>

?
8
s
2

)

¥
g
2
2
2

SORCE T

1643.96
1473.82
1386.79
SRS
1218.70
1147.66
990.58
933.56
876.54
777.47
593.35
409.23
312.18

1k7licaly

822.
737.
693.
658.
609.
574.
495.
467.
438.
389.
297.
205.

88.

219
Y4+

48 14
41 13
90 12
38 11
85 10
33 9
80 8
298 7
il 6
24 5
18 4
N2y 3
.59 2
06 1



H3.1 K27-R40: PIC-KMe3SAPATPropGGVKKPHR MS/MS

Experimental spectrum Theoretical
scan 8245
retention time 45.2min
precursor m/z 588.3356 M H* 588.3369
precursor charge 3+ MH Ao Da -0.0041
MH Apass ppm 23
edit peptide
© {PIC}K{Trimethyl}SAPAT{Propionyl}GGVK{Propionyl}K{Propionyl}PHR align
scan: 8245 (45.2min) 3+ 588.3356Da (5ot b y v+
Y 60.53 120.04 ’l’z 1643.96 822.48 14
1 145.60 290.19 g 1473.82 737.41 13
$ S
% 2 189.11 377522 1386.79 693.90 12
@ A
3 224.63 448.26 P 1315.75 658.38 11
4 273.16 545.31 1218.70 609.85 10
< A
® 5 308.68 616.35 1147.66 574.33 9
o T
6 387.21 773.42 ""*Dé"v 990.58 495.80 8
9 e & 7 415.72 830.44 G 933.56  467.29 7
N
2 2 8 444.23  887.46 v 876.54  438.77 &
»
»
&P o Ll I ° a & 3 3 < o 9 493.77  986.53 K 777.47  389.24 5
N & | 2 . ) S
2 > e & < & ‘ } T & 34 10 585.83 1170.65 ”'T‘(m*' 593.35 297.18 4
‘ 11 677.89  1354.77 R 409.23 205.12 3
‘ [ \|||| “m il ||| | il \Iu\ll |L Ll | [ L . P
e . - P e - T 12 726.42  1451.83 312.18 156.59 2
200 400 600 800 1,000 1,200 1,400 H
13 794.95  1588.88 R 175.12 88.06 1

14 873.00 1744.99

* = 140Da diagnostic ion
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H3.1 K27-R40:

KACSAPATGGVKKPHR

id list per inj.

i= 20130708_293THistone

i= 20130708_293THistone

3e+6

2.5e+6

2e+6

1.5e+6

1e+6

5e+5

¥

L

2Nl

No MS2 for Prop-only peak detected.

peptide 2+ 3+ 4+
H3.1K27Ac [prop_d0] 822.465 <= m—— 548.646 === =— 411.736 === m—
H3.1K27Ac [pic,prop_d0] 853.970 =———--=—— 569.649 =———-cc=— 427489 =———vveem——

20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM

36

H I : /' \F‘
«ﬂ,\f\\ zi'i) ..I\A ! ?‘* oA j\ ] 2609 &8

38 42 a4




H3.1_K27-R40: KAcCSAPATGGVKKPHR

222

Quanti event: 44.5-45.0min

injection peptide charge m/z auc
20130708_293THistones_proplL2xvsproplLpicL_H3incl_TMM H3.1K27Ac [prop_d0] 2 822.4650 0.0e+0
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Ac [pic,prop_d0] 2 853.9705 2.0e+6
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K27Ac [prop_d0] 3 548.6458 0.0e+0
20130708_293THistones_proplL2xvsproplLpicL_H3incl_TMM H3.1K27Ac [pic,prop_d0] 3 569.6494 1.0e+6
20130708_293THistones_proplL2xvsproplLpicL_H3incl_TMM H3.1K27Ac [prop_d0] 4 411.7361 3.7e+4
20130708_293THistones_proplL2xvsproplLpicL_H3incl_TMM H3.1K27Ac [pic,prop_d0] 4 427.4889 0.0e+0
1.5e+5 - K
3 No MS2 for Prop-only peak detected.

1e+5 g \/.' o /

5e+4 /

Oe+0- / / ‘./'\.'\

44.7 44.8 44.9



H3.1 K27-R40: PIC-KAcSAPATGGVKKPHR MS/MS

= 140Da diagnostic ion
126Da diagnostic ion

I+
Il

Experimental spectrum Theoretical
scan 8133
retention time 44.9min
precursor m/z 853.9679 M H2* 853.9705
precursor charge 24 MH A,ss Da -0.0052
MH Apass PPM -3.0
edit peptide
© {PIC}K{Acetyl}]SAPATGGVK{Propionyl}K{Propionyl}PHR align
vscan:8133(44.9nnn)2ﬁ 853.9679Da
*?.'
]
v’\ '?
x"s
&
g '?
S P
Q9
o
A
s & *'xq u; < -“'" d ;?‘N‘ © $ é‘
$ ° > 2 3
X ) | |
P T | ST 111 PO A R [T \L .IL | II\ d A | \l W Iy
T T T T T T T
200 400 600 800 1,000 1,200 1,400
* —

b++
60.53
145.58
189.09
224.61
273.14
308.66
359.18
387.69
416.20
465.74
557.80
649.86
698.39
766.91
844.97

120.
290.
377.
448.

545

616.
717.
774.
831.

930

1114.
1298.
1395.
1532.
1688.

04
15
18
22

.27

31
36
38
40

.47

3

?

2
[}

iXN

5

X

g
2
g
2

2y ac

X<OOA>»T>0

g
2
)
2

v/
1587.90
1417.79
1330.76
1259.72
1162.67
1091.63

990.58
933.56
876.54
777.47
593535
409.23
312.18

175.12

794

709.
665.
630.
581.
546.
495.
467.
438.
389.
297.
205.
156.

88.
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y++
.45
40
88
36
84
32
80
29
77
24
18
12
59
06
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H3.1 K27-R40:
KSAPATGGVKMe1KPHR

id list per inj. peptide 2+ 3+ 4+
i= 20130708_293THistone H3.1K36Me [prop_dQ] 836.481 —--—m 567.990 w——coo m— 418.744 —-veem
i= 20130708_293THistone H3.1K36Me [pic,prop_d0] 867.986 === m— 578.993 v v m— 434.497 =——vveem—

20130708_293THistones propL2xvsp|ropricL H3incl_TMM
[

~V
™
:
1.5e+7 51
Al
-
A -
~ P If
1e+7 P < | :
,\ Iy) ’ A iy
. o >
5e+6 a 4 i \
& ’ \ ~) L
3 2 %
\ 0
Kiale ‘@RaRiaN 4 R KB S d.ﬁ\\ AR

ﬂ
r
p

40 42 44 46 48 50 52



H3.1_K27-R40: KSAPATGGVKMelKPHR

Quanti event: 39.8-41.4min

injection

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

Quanti event: 49.7-50.6min

injection

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvsproplLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

peptide

H3.1K36Me [prop_d0]
H3.1K36Me [pic,prop_d0]
H3.1K36Me [prop_d0]
H3.1K36Me [pic,prop_d0]
H3.1K36Me [prop_d0]
H3.1K36Me [pic,prop_d0]

peptide
H3.1K36Me [prop_d0]

H3.1K36Me [pic,prop_d0]
H3.1K36Me [prop_d0]
H3.1K36Me [pic,prop_d0]
H3.1K36Me [prop_d0]
H3.1K36Me [pic,prop_d0]

charge m/z
836.4807
867.9861

578.9932

2

2

3 557.9895
3

4 418.7440
4

434.4967

m/z

836.4807

charge

867.9861
557.9895
578.9932
418.7440

BB W W NN

434.4967

auc

4.0e+7
0.0e+0
4.9e+7
2.2e+6
2.0e+5
0.0e+0

auc
3.3e+4
9.4e+7
3.2e+4
1.7e+8
0.0e+0
0.0e+0

2e+6-

1.5e+6

1e+6

225

5e+5 - ‘
0e+0_-..::=g‘("--‘....\¥-q—

40.0 40.5 41.0
1e+7 /
8e+6 \
6e+6
4e+6 \\
2e+6 /
Oe+0-; . "‘—_-,.,
49 8 50.0 50 2 50.4 50.6



H3.1_K27-R40: Prop-KSAPATGGVKMelKPHR MS/MS

13 749.42 1497.84 175.12 88.06 1

Experimental spectrum Theoretical
scan 6882
retention time 40.7min
precursor m/z 836.4796 M H2* 836.4807
precursor charge 24 MH Apass Da -0.0022
MH Apass PPM -1.3
edit peptide
° {Propionyl}K{Propionyl}]SAPATGGVK{Methyl,Propionyl}K{Propionyl}PHR align
scan: 6882 (40.7min) 2+ 836.4796Da b++ b y Y+
& TR 1615.93  808.47 14
o 1 121.08 241.15 P'“g‘"" 1431.81 716.41 13
2 164.60 328.19 /\ 1344.77 672.89 12
3 200.12 399.22 p 1273.74 637.37 11
%k 4 248.64 496.28 A 1176.68 588.85 10
o > 5 284.16 567.31 T 1105.65 553.33 9
Iy By
n 6 334.68 668.36 G 1004.60 502.80 8
e
7 363.20 725.38 947.58 474.29 7
3 s R G
s 8 391.71 782.40 \/ 890.56 445.78 6
S
GRS g o g W 9 441.24 881.47 791.49 396.25 5
s NS cax Bl i S e o , 3 K
# s S $ e 5‘ ¥ i 10 540.31 1079.61 M*‘"Y'}?’W"Y' 593.35 297.18 4
| : 11 632.37 1263.73 Exopion] 409.23 205.12 3
“A L .\ [ .‘l. ..|||.||H4| ||..|,.\|I|,| N A || . 11 } { \ P
T T T T T T T T 12 680.90 1360.78 312.18 156.59 2
200 400 600 800 1.000 1,200 1.400 1.600 H
R

14 827.48 1653.94

*
|

= 140Da diagnostic ion
171Da diagnostic ion

I+
Il



H3.1_K27-R40: PIC-KSAPATGGVKMelKPHR MS/MS

= 140Da diagnostic ion
171Da diagnostic ion

I+
Il

Experimental spectrum Theoretical
scan 9650
retention time 50.0min
precursor m/z 578.9940 M H* 578.9932
precursor charge 3+ MH A5 Da 0.0025
MH Apass PPM 1.5
edit peptide
© {PIC}K{Propionyl}SAPATGGVK{Methyl,Propionyl}K{Propionyl}PHR align
scan: 9650 (50.0min) 3+ 578.9940Da
*
~
N
$
>
£ o0 2 )
## <o K <
T N o * 459 R $ &
SN - R >
\ ; ‘ 3 & <
T \I’unlluunh i1 ml ’||| | [0 bl | | | 1 | |
200 400 600 800 1,000 1,200 1,400 1,600 1,80
* —

b++
60.53
152.59
196.10
231.62
280.15
315.67
366.19
394.70
423.21
472.75
571.81
663.87
712.40
780.93

858.98

b
120.04
304.17
391.20
462.23
559.29
630.32
731.37
788.39
845.42
944.48

1142.62
1326.74
1423.79
1560.85

1716.95

2
5

3
b1
3
3
2

Methy)

A<OOAH>P>»T>O0

3

~

3
b1
s

21 ac )

3

2

ropionyl

1615.93
1431.81
1344.77
1273.74
1176.68
1105.65
1004.60
947.58
890.56
791.49
593.35
409.23
312.18
175.12

808
716
672
637
588

553.
502.
474.
445.
396.
297.
205.
156.

88.
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y++
.47
.41
.89
<37
.85
g3
80
29
78
25
18
12
59
06
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H3.1 K27-R40:

KSProp?APATProp?GGVKMelKPHR

No MS2 detected for Prop-labeling. S28-prop MS2s shown.

id list per inj. peptide 2+ 3+ 4+
iE 20130708_293THistone H3.1S28PropK36Me [prop_d0] 864.494 ——-n—- 576.665 ——-ne—— 430751 ——en e —
iE 20130708_293THistone H3.1S28PropK36Me [pic,prop_d0] 895.999 = ——— 597.669 =——-rr— 448,503 = m—
.zoom out | 20130708_293THistones propL2xvspropL£3r:L H3incl_TMM
\:
i
2e+6 L

a
1e+6 -.,,‘ o
~ - \
'\‘ .
5e+5 )




H3.1_K27-R40: KSProp?APATProp?GGVKMelKPHR

Quanti event: 56.4-57.9min

injection
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

1e+6- \
8e+5 :

=/ 0\
o / P \\

Oe+0 =g
571 572 57.3 57.4 57.5

peptide

H3.1S28PropK36Me [prop_d0]
H3.1S28PropK36Me
[pic,prop_d0]
H3.1S28PropK36Me [prop_d0]
H3.1S28PropK36Me
[pic,prop_d0]
H3.1S28PropK36Me [prop_d0]

H3.1S28PropK36Me
[pic,prop_d0]

No MS2 detected for Prop-labeling.

charge m/z

2 864.4938
2 895.9992
3 576.6649
3 597.6686
4 432.7505
4 448.5033

auc
4.6e+4
1.2e+7

0.0e+0
1.9e+6

0.0e+0
0.0e+0

229



H3.1 K27-R40: PIC-KSPropAPATGGVKMel1KPHR MS/MS

Experimental spectrum Theoretical

scan 12036

retention time 57.4min

precursor m/z 895.9990 M HZ* 895.9992

precursor charge 20 MH Ap,ss Da -0.0005
MH Apass pPm -0.3

edit peptide

° {PIC}K{Propionyl}S{Propionyl}JAPATGGVK{Methyl,Propionyl}K{Propionyl}PHR align
scan: 12036 (57.4min) 2+ 895.9990Da b++
: 60.53
Lk > 1 152.59
43
2 224.12
& 3 259.63
4 308.16
"
34 5 343.68
6 394.20
> ) 7 422.71
N
& . 8  451.22
g 8 $ g
$ o 2 9 500.76
: I 't > e & &

‘ T £ S |F < Pl } / ; 10 599.83
P | 11 691.89

I I‘ | HJ‘MII“ RImAN PRI TN R l [ 4 bl A I 1 | l I i, | | ‘\ |
T T T T T T T 12 740.41

200 400 600 800 1,000 1,200 1,400

13  808.94
14 886.99

* = 140Da diagnostic ion

b
120.04
304.17
447.22
518.26
615.31
686.35
787.40
844.42
901.44

1000.51
1198.65
1382.77
1479.82
1616.88

1772.98

7
B
gD
s
2

(7]

3
b1
8
]
i

A<OOAH> T >

Methy

3

ropionyl

P

3
b1
s
E]
2

21) AE

y
1671.95
1487.83
1344.77
1273.74
1176.68
1105.65
1004.60

947.58
890.56
791.49
593.35
409.23
312.18
175.12
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y++
836.48
744.42
672.89
637.37
588.85
553.33
502.80
474.29
445.78
396.25
297.18
205.12
156.59

88.06



H3.1 K2

7-R40:
KSAPATGGVKIVIe2KPHR

231

id list per inj. peptide 2+ 3+ 4+
i= 20130708_293THistone H3.1K36Me2 [prop_d0] 815.475 =——-re— 543.986 =———rs—— 408.241 . —
i= 20130708_293THistone H3.1K36Me2 [pic,prop_d0] 846.981 === =——— 564.990 =———rsm—— 423.994 e ——
20130708_293THistones_propL2xvspropLpicL_H3incl TMM
6e+7 :
oy
S5e+7 I \
8
de+7 : J
3e+7 \ J d
.M
2e+7 - s
| ",
1e+7 1‘* ] : \ I
e [ AT AN W \ H &ri SN 7! o,
28 ) 30 32 34 36 38 40 42



H3.1_K27-R40: KSAPATGGVKMe2KPHR

232

Quanti event: 30.6-32.8min

1e+7+
injection peptide charge m/z auc /\
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K36Me2 [prop_d0] 815.4754 2.4e+6 ey ! \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K36Me2 [pic,prop_d0] 846.9808 0.0e+0 6e+6- /

2
2
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K36Me2 [prop_d0] 3 543.9860 1.6e+8 4e+6- :
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K36Me?2 [pic,prop_d0] 3 564.9897 1.1e+6 / \
4 \
4

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K36Me2 [prop_d0] 408.2413 4.7e+5

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K36Mez2 [pic,prop_d0] 423.9941 8.9e+6 31.0 31.5 32.0 325

Quanti event: 39.7-41.6min

injection peptide charge m/z auc 2e+74 /\
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K36Me2 [prop_d0] 815.4754 1.7e+4 p—— 3 /\
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me2 [pic,prop_d0] 846.9808 1.4e+7 I
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K36Me2 [prop_d0] 543.9860 2.1e+5 T1e+74

0e+0 Il e e —
423.9941 8.0e+5 40.0 405 41.0 45

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K36Me2 [pic,prop_d0] 564.9897 3.6e+8

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me2 [prop_d0] 408.2413 9.0e+3

BB WW NN

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me2 [pic,prop_d0]



H3.1 K27-R40: Prop-KSAPATGGVKMe2KPHR MS/MS

Experimental spectrum Theoretical
scan 4677
retention time 32.0min
precursor m/z 543.9854 M H3* 543.9860
precursor charge 34 MH Ap,ss Da -0.0018
MH Apass pPm -11
edit peptide
© {Propionyl}K{Propionyl}]SAPATGGVK{Dimethyl}K{Propionyl}PHR align
scan: 4677 (32.0min) 3+ 543.9854Da
S‘
&
n';,
Py
*
v\
M
&
> 9 2 ;$ & o
4§ Q& 2 $ &4 $ o § ;9 49 4’
1| P B [IL\I 7 1 Y Y i I | | 2 i
200 400 600 800 1,000 1,200 1,400 1,600

* = 140Da diagnostic ion

b++

121.08
164.60
200.12
248.64
284.16
334.68
363.20
391.71
441.24
519.30
611.36
659.89
728.42
806.47

241.
328.
399.
496.
567.
668.
725.
782.
881.
1037.
1221.
1318.
1455.
1611.

15
19
22
28
sl
36
38
40
47

Propionyl

Propionyl

g
3
2

A<OO®H>» T >

~

3
b1
8

za) Aw

]

=

y
1573.92
1389.80
1302.76
1231.73
1134.67
1063.64

962.59
905.57
848.55
749.48
593.35
409.23
312.18
175.12

787
695
651
616
567

532.
481.
453.
424.
375.
297.
205.
156.

88.
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y++
.46
.40
.89
«37
.84
32
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06



H3.1 K27-R40: PIC-KSAPATGGVKNMe2KPHR MS/MS

Experimental spectrum Theoretical
scan 6674
retention time 40.1min
precursor m/z 564.9891 M H®* 564.9897
precursor charge 3+ MH Apass Da -0.0015
MH Apass pPm -0.9
edit peptide
© {PIC}K{Propionyl}SAPATGGVK{Dimethyl}K{Propionyl}PHR align
scan: 6674 (40.0min) 3+ 564.9891Da b++ b y y++
>
P
< 60.53 120.04 ot 1573.92 787.46 14
1 152.59 304.17 mg’"" 1389.80 695.40 13
2 196.10 391.20 A 1302.76 651.89 12
*z“'”' 3 231.62 462.23 p 1231293 616.37 11
* 4 280.15 559.29 A 1134.67 567.84 10
5 315.67 630.32 T 1063.64 532.32 9
6 366.19 731.37 G 962.59 481.80 8
7 394.70 788.39 905.57 453.29 7
\~ G
& 8 423.21 845.42 Vv 848.55 424.78 6
< 2 9 472.75 944.48 749.48 375.24 5
< 2. < < AR 2 Y o = g " & Q9 N > mtil
vl‘.‘"{, $ &8 ¢ 9 & | $ & $ ‘ s & 10 550.81  1100.61 o 593.35 297.18 4
{ i i 11 642.87 1284.73 Pkl 409.23 205.12 3
S || 1.|. All R | | 2§ 3 b _=lhive <4 | A P
T T T T T T 12 691.40 1381.78 312.18 156.59 2
200 400 600 800 1,000 1,200 H
13 759.93  1518.84 R 175032 88.06 1

14 837.98 1674.94

* = 140Da diagnostic ion
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H3.1 K27-R40:
KSPropAPATGGVKMe2KPHR

id list per inj. peptide 1+ 2+ 3+
i= 20130708_293THistone H3.1S28PropK36Me2 [prop_d0] 1685.970 = =———— 843.488 ——--— 562.661 === o m——
i= 20130708_293THistone H3.1S28PropK36Me2 [pic,prop_d0] 1748.981 = = 874994 ——--——— 583.665 == m—

2013:‘"08 293THistones_proplL2xvspropLpicL_H3incl TMM

n
P

de+7 .

3e+7 y \\
s K
2e+7 R \ &
&
1e+7 " \ ol
P :* s S o &/ JA o N =
J¥® \ 3 » W 3

36 38 A 40 42 e 46 ' 48




H3.1_K27-R40: KSPropAPATGGVKMe2KPHR

236

Quanti event: 36.9-37.6min

injection peptide charge m/z auc 7 H
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 1 1685.9697 0.0e+0 /
[prop_do0] 1e+6- 5
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 1 1748.9806 0.0e+0 '
[pic,prop_d0]
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 2 843.4885 2.7e+5 5e+5 -
[prop_d0] :
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 2 874.9939 0.0e+0 \
[pic.prop_do0] 0e+0——"".'_‘7"':‘.'"—.\ . T
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 3 562.6614 1.2e+7 87.0 371 37.2 37.3 374 37.5
[prop_d0]
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 3 583.6651 0.0e+0
[pic,prop_d0]
Quanti event: 46.7-47.3min
injection peptide charge m/z auc
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 1 1685.9697 0.0e+0
[prop_do0] 60451 .
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 1 1748.9806 0.0e+0 / \
[pic,prop_d0] : g
. , , 4e+5- N P
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 2 843.4885 0.0e+0
[prop_do0] /
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 2 874.9939 1.3e+5 2e+5 - .
[pic,prop_d0] / \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 3 562.6614 0.0e+0 ¥ o
[prop_d0] Oe+0-/—7 =" === - oS
46.8 46.9 47.0 471 47.2
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1S28PropK36Me2 3 583.6651 5.5e+6

[pic,prop_d0]



H3.1 K27-R40: Prop-KSPropAPATGGVKMe2KPHR MS/MS

Experimental spectrum Theoretical
scan 5909
retention time 37.4min
precursor m/z 562.6615 M H 562.6614
precursor charge 3+ MH A5 Da 0.0002
MH Amass PPm 0.1
edit peptide
© {Propionyl}K{Propionyl}S{Propionyl}JAPATGGVK{Dimethyl}K{Propionyl}PHR align
scan: 5909 (37.4min) 3+ 562.6615Da
*
o~
$ )
"
&
vﬁ
»’b
5 2
> By & d ;9 * N < °
b @ FPA o ® T $ >
% | ¥ Bor v ke MECE [ l L i lr AN I |. |-J’ | 1 | ‘l | I
200 400 600 800 1,000 1,200

* = 140Da diagnostic ion

b++

121.08
192.61
228.13
276.66
201
362.70
391.21
419.72
469.25
547.32
639.38
687.90
756.43
834.48

241.15
384.21
455.25
552.30
623.34
724.39
781.41
838.43
937.50
1093.63
1277.75
1374.80
1511.86
1667.96

Propionyl

Propionyl

Propionyl

>

ix<o0o 4>

5
=4

7
2
g
5
=

21 ag g

y
1629.94
1445.82
1302.76
1231.73
1134.67
1063.64

962.59
905.57
848.55
749.48
593.35
409.23
312.18

175.12

237

Y4+
815.48
723.41
651.89
616.37
567.84
532.32
481.80
453.29
424.78
375.24
297.18
205.12
156.59

88.06



H3.1 K27-R40: PIC-KSPropAPATGGVKMe2KPHR MS/MS

Experimental spectrum

Theoretical

scan 8756
retention time 47.0min
precursor m/z 583.6631 M H%* 583.6651
precursor charge 3+ MH Apass Da -0.0057
MH Anass PPM -3.3
edit peptide
o {PIC}K{Propionyl}S{Propionyl}APATGGVK{Dimethyl}K{Propionyl}PHR align
scan: 8756 (47.0min) 3+ 583.6631Da
&
‘5"
&
*
~
& 9 o o
X
$ s EF N 9 o
> .
L 11 2 4 P -
| : ' :
| YT 1 Y| l il |”|I.‘.l./kl| A i g l - | -
200 400 600 800 1,000 1,200 1,400 1,600

* = 140Da diagnostic ion

60.
152.
224.
259.
308.
343.
394.
422.
451.
500.
578.
670.
719.
787.

b++

53
59
12
63
16
68
20
71
22
76
82
88
41

94

865.99

b
120.04
304.17
447.22
518.26
615.31
686.35
787.40
844.42
901.44

1000.51
1156.64
1340.76
1437.81
1574.87
1730.97

2
o

¥
g
-]
g
=
=

(7]

3
2
s
S
o

3
b1

21 ag g

IxX<O0O-A> 71>

g
Z

5
S

2

1629.
1445.
1302.
1231.
1134.
1063.
962.
905.
848.
749.
593.
409.
312.

18

175.12

238
y++
815.48 14
R2SSH 13
651.89 12
616.37 11
567.84 10
532.32 9
481.80 8
453.29 7
424.78 6
375.24 5
297.18 4
205512993
156.59 2
88.06 1



H3.1 K27-R40:

239

KSAPATPropGGVKIVie2KPHR

id list per inj. peptide 1+ 2+ 3+
i= 20130708_293THistone H3.1T32PropK36Me2 [prop_d0] 1685.970 —————- 843.488 —--—m—m 562.661 =——-sv=———
i= 20130708_293THistone H3.1T32PropK36Me2 [pic,prop_d0) 1748.981 —+— 874.994 —--—m 583.665 ——<nr—
Zoom OU{_,: 201307Q§ 293THistones_propL2xvspropLpicL_H3incl_TMM
1
LS
i
4e+7 \A'
e+ '
*
3e+7 \:
N\
2e+7 ol ‘g
le+7 /A
I\ 4 :
o ¢ > NP
4 £\ S W a &/ g N
J | K\ . .| SSuN N\l A
40 42 44 46 48

38



H3.1_K27-R40: KSAPATPropGGVKMe2KPHR

240

Quanti event: 38.7-39.2min
injection peptide charge m/z auc
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3.1T32PropK36Me2 1 1685.9697 0.0e+0 2.5e+5] -,

[prop_d0] /\
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3.1T32PropK36Me2 1 1748.9806 0.0e+0 2e+5- ."

[pic,prop_d0] 2

i : . 1.5e+5 \

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1T32PropK36Me2 2 843.4885 0.0e+0

[prop_d0] 1e+5- .
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3.1T32PropK36Me2 2 874.9939 0.0e+0 .

[pic,prop_d0] 5e+4 - \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1T3§(I;ropK36Me2 3 562.6614 2.3e+6 e I/.a ' . /’\"' -\.

IpEop=dol 388 389 390 39.1
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3.1T32PropK36Me2 3 583.6651 4.2e+4

[pic,prop_d0]
Quanti event: 47.3-47.9min
injection peptide charge m/z auc
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1T32PropK36Me2 1 1685.9697 0.0e+0 - ’

[prop_do] // ¥
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1T32PropK36Me2 1 1748.9806 0.0e+0 2e+5+ ! \~

[pic,prop_d0] E

. . i 1.5e+5

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1T32PropK36Me2 2 843.4885 0.0e+0

[prop_d0] . *

1e+5+ s 3

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1T32PropK36Me2 2 874.9939 9.5e+4

[pic.prop_d0] 5e+4 -
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1T32PropK36Me2 3 562.6614 0.0e+0 / '\ !

[prop_do] Oe+0-F r - i : -\.
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1T32PropK36Me2 3 583.6651 3.5e+6 47.4 47.5 47.6 47.7 47.8

[pic,prop_d0]



H3.1 K27-R40: Prop-KSAPATPropGGVKMe2KPHR MS/MS

Experimental spectrum Theoretical
scan 6356
retention time 38.9min
precursor m/z 562.6605 M H%* 562.6614
precursor charge 3+ MH Apass Da -0.0027
MH Apass ppm -1.6
edit peptide
© {Propionyl}K{Propionyl}SAPAT{Propionyl}GGVK{Dimethyl}K{Propionyl}PHR align
scan: 6356 (38.9min) 3+ 562.6605Da ber b y Y+
o~
< Eapam 1629.94 815.48 14
1 121.08 241.15 Mg’"v‘ 1445.82 2SN 13
* 2 164.60 328.19 1358.79 679.90 12
~ A
3 3 200.12 399.22 p 1287.75 644.38 11
4 248.64 496.28 A 1190.70 595.85 10
5 284.16 567.31 T 1119.66 560.34 9
6  362.70 724.39 ""E"V‘ 962.59 481.80 8
- 7 391.21 781.41 G 905.57 453.29 7
= 8 419.72 838.43 848.55 424.78 6
7 Vv
< s .o s 9 469.25 937.50 749.48 375.24 5
g A 2 ) s" o $ 9 N ~ D'L‘(
& & X & © o b Y 10 547.32  1093.63 o) 593.35 297.18 4
g : § $ K
1 i | f i 11 639.38  1277.75 it 409.23 205.12 3
PP o e | Rl M...J.l\{ | Lm ks I ik ‘Jll .]I (1 PR el i N \l ‘l i | ) . i P
: v T T T T T 12 687.90 1374.80 312.18 156.59 2
200 400 600 800 1,000 1,200 1,400 H
13 756.43  1511.86 R 175.12 88.06 1

14 834.48 1667.96

* = 140Da diagnostic ion



H3.1 K27-R40: PIC-KSAPATPropGGVKMe2KPHR MS/MS

Experimental spectrum Theoretical
scan
retention time
precursor m/z M H3* 583.6651
precursor charge MH Apass Da -0.0070
MH Apass pPm -4.0
edit peptide
© {PIC}K{Propionyl}SAPAT{Propionyl}GGVK{Dimethyl}K{Propionyl}PHR align
scan: 8964 (47.6min) 3+ 583.6627Da
.»S
Py
x"’
&
k
o
&
o
L2
> :,» x 3 g 5 N
& 3’ K & 4 >
A Fad i&{;{ : $ $ Q $ 3§ {?
AT | ‘mhull|.|n LI.|.|J. Pr bnml. |Ihl| (T} ‘I | I I | i
200 400 600 800 1,000 1,200 1,400

* = 140Da diagnostic ion

b++
60.53
152.59
196.10
231.62
280.15
315.67
394.20
422.71
451.22
500.76
578.82
670.88
719.41
787.94

b
120.04
304.17
391.20
462.23
559.29
630.32
787.40
844.42
901.44

1000.51
1156.64
1340.76
1437.81
1574.87

1730.97

2
[}

k4 k4
X< O OH>» 7T > n;

e
2
E
2

EE RN

1629.
1445.
1358.
1287.
1190.
11197
962.
905.
848.
749.
593.
409.
312.
175.

35
23
18
12

242

y++

815.
723.
679.
644.
595.
560.
481.
453.
424.
375.
297.
205.
156.

88.

48
41
90
38
85
34
80
29
78
24
18
12
59
06

12

1

10



id list per inj.
i= 20130708_293THistone

i= 20130708_293THistone

243

H3.1 K27-R40:
KSAPATGGVKNMe3KPHR

Overlaps with K27me2K36me1l (page 259). AUC determined on MS2 level (see page 244).

peptide
H3.1K36Me3 [prop_d0]

H3.1K36Me3 [pic,prop_d0]

2+ 3+ 4+
822.483 ——v-— 548.658 =———-sv+=— 411745 ———cveem—
853.989 =——--=—— 569.662 =——rrrm— 427.498 =——ccrrm—

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

7e+7 J\ ‘
oo 5 %J
5e+7 . \ ; s
K L
de+7 A ] d‘l.
3e+7 A : A 4 a
LR 3 [ o , s
204724 a & & P ! R : 4
1e+7 \ :\‘\ﬁ 38 d&& o L 4
| @ 8 ey ke s 8 Jf“g PR kay o
- 30 32 33 ‘ 36 38 40 22 2



H3.1_K27-R40: KSAPATGGVKMe3KPHR

20 30708 293T sssssssssss L2xvspropLp. 7/8/2013 11:43:33 AM
10 ul
RT 23 31 "50.50
35.23
100+ 47.52
] 44.65
] 37.1? 37.42 . 33,03 47.61
50 40.13 ) 41.
0-
RT:40.13
100— 8742 MA: 1722218218
] JI
] \
50 I BN ss97
] |
- |
0 2086 31.52 33.85 36.80 !\ )\ 4153 | \ 4455 46.48 48.44
RT:39.95
1005 MA: 186314417
o] A
o] 3773 .. 4355

_.
=)
7

Relative Abundance
[
T

RT: 40.34
MA: 245869603

B

o
Ll

- 4160
RT:31.38
100+ MA: 652927975
m I
] 28.99 I 35,{33
50
— | IR
oJ 26.65 ./ \ 328 || 3791 40.81 4321 4563 46.94 4859
RT: 31.71
100+ CMA: 41239756
50
] 28.89
= _——— 32,43
RT:31.35
100+ MA: 141806582

b
3 D f n\

I

25 30 35

40 45

Time (min)

1 29.47 | 3234 34.99
07 —

50

=~ PIC

— Prop

AUC calculation on MS2 level:

XIC-PIC 569.66 (3+)
574.85, 623.38, 658.89, 702.41

XIC-Prop 548.658 (3+)
539.33, 623.37, 658.89, 702.41,
1051.61, 1235.74

A = K36Me3-peak PIC

B = K27Me2K36Mel-peak PIC
C = K36Me3-peak Prop

D = K27Me2K36Mel-peak Prop




H3.1_K27-R40: KSAPATGGVKMe3KPHR

245
Quanti event: 30.7-33.2min
injection peptide charge m/z auc f
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me3 [prop_d0] 2 822.4832 5.1e+6  92g47 :
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me3 [pic,prop_d0] 2 853.9887 0.0e+0 (!
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3.1K36Me3 [prop_d0] 3 548.6579 6.5e+8 |
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3.1K36Me3 [pic,prop_d0] 3 569.6615 4.2e+4 Te+7 /
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3.1K36Me3 [prop_d0] 4 411.7452 1.0e+7 s,
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me3 [pic,prop_d0] 4 427.4980 2.7e+4 I ol SR > _ o
T — T — T
31.0 31.5 32.0 32.5 33.0

Quanti event: 39.4-42.2min §

L . 6e+7

injection peptide charge m/z auc
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me3 [prop_d0] 822.4832 9.0e+5 :

4e+7

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me3 [pic,prop_d0] 853.9887 2.5e+7

2e+7 H .

569.6615 1.7e+9 -
411.7452 1.7e45 ‘ \
0e+0 - m=-e —

T T TR T R R R A R T |
427.4980 2.7e+7 395 400 405 41.0 415 420

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me3 [pic,prop_d0]

2

2
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me3 [prop_d0] 3 548.6579 2.8e+5

3

20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3.1K36Me3 [prop_d0] 4

4

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3.1K36Me3 [pic,prop_d0]



H3.1 K27-R40: Prop-KSAPATGGVKMe3KPHR MS/MS

Experimental spectrum Theoretical
scan 4678
retention time 32.0min
precursor m/z 548.6571 M H3* 548.6579
precursor charge 3+ MH Apass Da -0.0024
MH Apass pPM -1.5
edit peptide
° {Propionyl}K{Propionyl}SAPATGGVK({Trimethyl}K{Propionyl}PHR align
scan: 4678 (32.0min) 3+ 548.6571Da i ‘_-'9 b++ b y y++
; "'°|F"<°“V‘ 1587.93  794.47 14
1 121.08 241.15 ”?;W 1403.81 702.41 13
*
2 164.60 328.19 A 1316.78 658.89 12
3 200.12 399.22 p 1245.74 623.37 11
ii»5
g 4 248.64 496.28 A 1148.69 574.85 10
$ 5 284.16 567.31 T 1077.65 539.33 9
R 6  334.68 668.36 G 976.61 488.81 8
7 363.20 725.38 G 919.58 460.30 7
A
{ o ~ 8 391.71 782.40 862.56 431.78 6
¥, & \Y
9 441.24 881.47 763.49 382.25 5
o o K
‘1"0“ > ’0” Tr thyl
) 10 526.31 1051.61 oy 593135 297.18 4
\ l 11 618.37  1235.74 il 409.23 205.12 3
wod ol .||\|4.|% (TR IR R N R | il PRY | & - L . : P
T T T T T T T 12 666.90  1332.79 312.18 156.59 2
200 400 600 800 1,000 1,200 1,400 H
13 735.43  1469.85 R 175.12 88.06 1

14 813.48 1625.95

* = 140Da diagnostic ion



H3.1 _K27-R40: PIC-KSAPATGGVKMe3KPHR MS/MS

Experimental spectrum Theoretical
scan 6634
retention time 39.9min
precursor m/z 569.6607 M H%* 569.6615
precursor charge 3+ MH A,.ss Da -0.0025
MH Apass ppm 1.5
edit peptide
© {PIC}K{Propionyl}SAPATGGVK({Trimethyl}K{Propionyl}PHR align
scan: 6634 (40.0min) 3+ 569.6607Da b++ b y Y+
%l
4
3§ 60.53 120.04 i 1587.93 794.47 14
* 1 152.59 304.17 "'°§'"Y‘ 1403.81 702.41 13
2 196.10 391.20 A 1316.78 658.89 12
3 231.62 462.23 P 1245.74 623.37 11
RS 4 280.15 559.29 1148.69 574.85 10
& A
2 5 315.67 630.32 1077.65 539.33 9
s T
6 366.19 731237 G 976.61 488.81 8
7 394.70 788.39 G 919.58 460.30 7
2% . $ ~ 8 423.21 845.42 v 862.56 431.78 6
¥
9 472.75 944.48 763.49 382.25 5
> > o 2 4 ~ K
< Sl > 3 CXN ' & & 10 557.82  1114.63 i 593.35 297.18 4
i | i 11 649.88  1298.75 £xoplond 409.23 205.12 3
(RN Wl Jllh\l..lll'lul TR T | (l kil | \r V \ k 1l \ P
T T T T T T 12 698.40  1395.80 312.18 156.59 2
200 400 600 800 1,000 1,200 H
13 766.93  1532.86 R 175.12 88.06 1

14 844.98 1688.96

* = 140Da diagnostic ion



H3.1 K27-R40:

KSAPATGGVKACKPHR

id list per inj.
i= 20130708_293THistone
i= 20130708_293THistone

_ zoom out |

3e+6

2.5e+6

2e+6

1.5e+6

1e+6

5e+5

No MS2 for Prop-peak detected.

peptide 2+ 3+ 4+
H3.1K36Ac [prop_d0] 822.465 =——cr=— 548.646 =——--r=—
H3.1K36Ac [pic,prop_d0] 853.970 === m— 569.649 - m—

248

411736 ——ceeem—

427.489 ——-ver—

20130708_293THistones_propL2xvspropLpiclL_H3incl TMM

44.5 45.5 46.0

46.5



H3.1_K27-R40: KSAPATGGVKACKPHR

Quanti event: 45.0-45.7min

injection

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

3e+4 7

e [ J '\\ / \\
A AN

'45.1 45.2 45.3 45.4 45.5 45.6'

peptide charge m/z

H3.1K36Ac [prop_d0] 2 822.4650
H3.1K36Ac [pic,prop_d0] 2 853.9705
H3.1K36Ac [prop_d0] 3 548.6458
H3.1K36Ac [pic,prop_d0] 3 569.6494
H3.1K36Ac [prop_d0] 4 411.7361
H3.1K36Ac [pic,prop_d0] 4 427.4889

Prop-only peak not detected.

auc
0.0e+0
4.1e+5
0.0e+0
1.8e+5
0.0e+0
0.0e+0

249



H3.1_K27-R40: PIC-KSAPATGGVKACKPHR MS/MS

Experimental spectrum Theoretical
scan 8214
retention time 45.1min
precursor m/z 853.9702 M H>* 853.9705
precursor charge 24 MH A,,ss Da -0.0006
MH Apass ppm -0.4
edit peptide
© {PIC}K{Propionyl}SAPATGGVK({Acetyl}K{Propionyl}PHR align
scan: 8214 (45.1min) 2+ 853.9702Da b++ b y Y4+
60.53 120.04 'l"(c 1587.90 794.45 14
* > 152.59 304.17 "'°°S'°"y‘ 1403.78 702.39
9
196.10 391.20 A 1316.74 658.88
231.62 462.23 P 1245.71 623.36
280.15 559.29 A 1148.65 574.83
oY
24 " 315.67 630.32 T 1077.62 539.31
RS
$ 366.19 731.37 G 976.57 488.79
had 394.70 788.39 919.55 460.28
< G
5 i3 o 423.21 845.42 v 862.53 431.77
> 2 3
9 g S . T o . 472.75 944.48 K 763.46 382.23
3 S
4 557.80  1114.59 “R'Y' 593.35 297.18
[ 11 649.86  1298.71 Pyt 409.23 205.12 3
||’un\|||n ||||‘\| AN | \ \‘I\ | l||| | | H | ‘I P
' : . | v T T 12 698.39  1395.76 312.18 156.59 2
200 400 600 800 1,000 1,200 1,400 H
13 766.91  1532.82 R 175.12 88.06 1

14 844.97 1688.92

*
|

= 140Da diagnostic ion
126Da diagnostic ion

I+
Il



