H3 K9-R17

KSTGGKAPR



H3 K9-R17:
KSTGGKAPR

id list per inj. peptide 1+ 2+ 3+
i= 20130708_293THistone H3K9 [prop_d0] 1069.600 == =——————- 535.304 =—-rm—— 357.205 =———rrm—
iE 20130708_293THistone H3K3 [pic,prop_d0] 1132.611 == e—— 566.800 s e— 378.208 === m—.
zoom out 20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
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4 i apyy
30 35 40 45 50
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H3_K9-R17: KSTGGKAPR

Quanti event: 27.6-28.3min

injection

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

Quanti event: 39.1-40.5min

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_propL2xvspropLpicL_H3incl_TMM

peptide

H3K9 [prop_d0]
H3K9 [pic,prop_d0]
H3K9 [prop_d0]
H3K9 [pic,prop_d0]
H3K9 [prop_d0]
H3K9 [pic,prop_d0]

peptide

H3K9 [prop_d0]
H3K9 [pic,prop_d0]
H3K9 [prop_d0]
H3K9 [pic,prop_d0]
H3K9 [prop_d0]
H3K9 [pic,prop_d0]

charge

W w NN

charge

W w NN

m/z
1069.6000
1132.6109
535.3037
566.8091
357.2049
378.2085

m/z
1069.6000
1132.6109
535.3037
566.8091
357.2049
378.2085

auc

1.1e+7
0.0e+0
2.0e+8
1.4e+5
0.0e+0
6.3e+4

auc

0.0e+0
8.8e+7
6.5e+4
9.0e+8
0.0e+0
9.4e+5

A
wl J\
B e ., (T

2e+7

27.7 27.8 279 28.0 28.1 28.2

39.4 39.6 39.8 40.0 40.2 40.4
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H3_K9-R17: Prop-KSTGGKAPR MS/MS

vscan: 3827 (27.8min) 2+ 535.3032Da

>
2

4

*5
>

*2
4

T T
200 300

Experimental spectrum

scan
retention time
precursor m/z
precursor charge

edit peptide

3827
27.8min
535.3032
2+

© {Propionyl}K{Propionyl}STGGK{Propionyl}APR

s

e
s

>

T
700

Theoretical
M H2* 535.3037
MH A ,s5 Da -0.0010
MH Apass pPm -0.9
align
N
“ |
: .
800 900

A

140Da diagnostic ion

121.
164.
215.
243.
272.
364.
399.
448.
526.

b++

08
60
17
63
14
20
72
25
30

241.15
328.19
429.23
486.26
543.28
727.40
798.44
895.49
1051.59

Propionyl

Propionyl

)

X O O -

3

8
b
3

0 T >

y
1013.57
829.45
742.42
641.37
584.35
527.33
343.21
272.17

175.12

507

415.
371.
321.
292.
264.
172.
136.

88.
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H3_K9-R17: PIC-KSTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 6594
retention time 39.8min
precursor m/z 566.8087 M H?* 566.8091
precursor charge 24 MH A5 Da -0.0008
MH Apass PPM -0.7
edit peptide
° {PIC}K{Propionyl}STGGK{Propionyl}JAPR align
scan: 6594 (39.8min) 2+ 566.8087Da b++ b y Y4+
$ 60.53 120.04 o 1013.57 507.29
1 152.59 304.17 "“S 829.45 415.23
2 196.10 391.20 T 742.42 371.71
3 246.63 492.25 G 641.37 321.19
4 275.14 549.27 G 584.35 292.68
5  303.65 606.29 K 527.33 264.17
6  395.71 790.41 P:A 343.21 172.11
7 431.23 861.45 P 272.17 136.59
o
& 8 479.75 958.50 175.12 88.06
< ¢ R
s 9 557.80 1114.60
i 2 aa 5 .8
o x x %y
& S I
. ot Lo i LA / .
: : ' 1 v
200 400 600 800 1,000

140Da diagnostic ion
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H3 K9-R17:
KSPOTGGKAPR

id list per inj. peptide 1+ 2+ 3+
i= 20130708_293THistone H3S10Po [prop_d0] 1149.566 = =— 575.287 v e— 383.860 == m——
i= 20130708_293THistone H3S10Po [pic,prop_d0] 1212.577 =——+——— 606.792 =——crm— 404.864 —-rcm—

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

1e+6

8e+5

6e+5
de+5
el

2e+5 .n. /‘




H3_K9-R17: KSPoTGGKAPR

Quanti event: 28.8-29.9min

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

Quanti event: 40.7-41.7min

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

peptide

H3S10Po [prop_d0]
H3S10Po [pic,prop_d0]
H3S10Po [prop_d0]
H3S10Po [pic,prop_d0]
H3S10Po [prop_d0]
H3S10Po [pic,prop_d0]

peptide

H3S10Po [prop_d0]
H3S10Po [pic,prop_d0]
H3S10Po [prop_d0]
H3S10Po [pic,prop_d0]
H3S10Po [prop_d0]
H3S10Po [pic,prop_d0]

charge

—

w W NN

charge

w w NN

m/z
1149.5664
1212.5773
575.2868
606.7923
383.8603
404.8639

m/z
1149.5664
1212.5773
575.2868
606.7923
383.8603
404.8639

auc
4.4e+4
0.0e+0
2.6e+6
2.7e+5
0.0e+0
0.0e+0

auc
0.0e+0
5.6e+5
0.0e+0
1.4e+7
0.0e+0
0.0e+0
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H3_K9-R17: Prop-KSPoTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 4041
retention time 29.2min
. .. precursor m/z 575.2859 M HZ* 575.2868
140 Da d|agnost|c IoN precursor charge o MH Apass Da -0.0019
MH Apass PpmM -1.6
edit peptide
° {Propionyl}K{Propionyl}S{Phospho} TGGK{Propionyl}APR align
Leprm: 4041 (29.2min) 2+ 575.2859Da
K
v\
g
'\
o 2 .“
2 N
& a $
N | ‘ 1, ‘h_‘\m e BN F i N I J1
- —t — e T T
200 400 600 800 1,000
Anchor Explanation? A Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 909.4182 m/z 811.4407 Drva -97.97742
intensity 5692 intensity 20427
int. rank 6 int. rank 84

y8 — H3PO4

match

121.
204.
255.
283.
312.
404.
439.
488.
566.

08
58
10
61
13
19
70
23
28

241.
408.

509

566.

623

807.

878
975

ilalshle

15

.20

22

.24

36

.40
.45

Propiony!

Propionyt

Phospho

X0 0

0 T >

Y;

1093.54

909.42
742.42
641.37
584.35
527.33
343.21
272.17
175.12

547

455

371.
321.
292.
264.
172.
136.

88.

50
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.27 9
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17 4
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)
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H3_K9-R17: PIC-KSPoTGGKAPR MS/MS

140Da diagnostic ion

Lpgy: 7004 (41.1min) 2+ 606.7916Da

Experimental spectrum

scan 7004
retention time 41.1min
precursor m/z 606.7916
precursor charge 24

edit peptide

© {PIC}K{Propionyl}S{Phospho} TGGK{Propionyl}JAPR

i

Theoretical

M H2* 606.7923
MH Ap,ss Da -0.0014
MH Apsss ppm -1.2

g
>, < &
¢ $ 3
£
0y o $
iy <&
(| | & [ o I ‘I. il L il Bl ‘l [ A il I |
T T T I T 1 T r T
200 300 400 500 600 700 800 900

Anchor Explanation? Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 909.4173 m/z 811.4409 Doz -97.97644
intensity 26401 intensity 75425
int. rank 4 int. rank 75

match

y8 — H3PO4

b++ b
60.53 120.04
152.59 304.17
236.09 471.16

286.61 572.21
315.12 629.23
343.63 686.25
435.69 870.38
471.21 941.41
519.74 1038.47

5970 1194.57

¥
g
-1
)
3

3

?

2
5}

WEX

3
g
8
s

X O O -

g
2
)
2

T v >

8

v
1093.54
909.42
742.42
641.37
584.35
527533
343.21
272.17

75512

547.
455.
371.
321.
292.
264.
172.
136.

88.
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H3 K9-R17:
KSPropTGGKAPR

Mixed peaks for S10/T11-propionylation, only S10-prop data shown.

id list per inj. peptide 1+ 2+ 3+
i= 20130708_293THistone H3S10Prop [prop_d0] 1126.626 == =—————- 563.317 === > e« 375.880 =——co s m——
i= 20130708_293THistone H3S10Prop [pic,prop_d0] 1188.637 = = =« 594.822 = m—— 396.884 —--2——-

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
3e+6

2.5e+6 : %
2e+6

- :"\ ’Lf
e /\ Ny / Bl . A J} AL L

35 40 45 50



H3_K9-R17: KSPropTGGKAPR

Quanti event: 35.7-36.3min

injection

20130708_293THistones_propL2xvspropLpicL_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

Quanti event: 49.5-50.3min

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
H3S10Prop [prop_d0]

H3S10Prop [pic,prop_d0]
H3S10Prop [prop_d0]
H3S10Prop [pic,prop_d0]
H3S10Prop [prop_d0]
H3S10Prop [pic,prop_d0]

peptide

H3S10Prop [prop_d0]
H3S10Prop [pic,prop_d0]
H3S10Prop [prop_d0]
H3S10Prop [pic,prop_d0]
H3S10Prop [prop_d0]
H3S10Prop [pic,prop_d0]

charge

—_

w W NN

charge

w w NN

m/z
1125.6263
1188.6372
563.3168
594.8222
375.8803
396.8839

m/z
1125.6263
1188.6372
563.3168
594.8222
375.8803
396.8839

auc
8.7e+5
0.0e+0
2.2e+7
0.0e+0
0.0e+0
0.0e+0

auc
0.0e+0
4.1e+5
2.7e+5
1.9e+7
0.0e+0
0.0e+0

1.5e+6 -

1e+6
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H3 K9-R17: Prop-KSPropTGGKAPR MS/MS

Experimental spectrum

scan 5596
retention time 35.9min
precursor m/z 563.3149
precursor charge 24

edit peptide
o {Propionyl}K{Propionyl}S{Propionyl} TGGK{Propionyl}APR

scan: 5596 (35.9min) 2+ 563.3149Da

*\r
o

22 A

o 3
> 4 > K o &
3 & & Py & %
| | | [ FATEY .
- . '
200 400 600

Theoretical
M H2* 563.3168
MH Apass Da -0.0036
MH Apass PPM -3.2
align
$
1 T
1,000

140Da diagnostic ion

121.08
192.61
243.13
271.64
300.16
392.22
427.73
476.26
554.31

241.
384.
485.
542.
599.
783.
854.
951.
1107.

15
21
26
28
30
42
46
51

Propionyl

Propionyl

Propionyl

X0 0

T >

1069.
885.
742.
641.
584.
527.
343.
272.
175.

60
48

37
35
33

17/
12

535
443

371.
321.
292.
264.
172.
136.

88.

Y4+
=30
.24
71
19
68
b7
il
59
06
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H3_K9-R17: PIC-KSPropTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 9639
retention time 49.9min
precursor m/z 594.8226 M H? 594.8222
precursor charge 24 MH Apass Da 0.0008
MH Apass pPm 0.7
edit peptide
© {PIC}K{Propionyl}S{Propionyl} TGGK{Propionyl}APR align
vscan: 9639 (49.9min) 2+ 594.8226Da
&
v\ "b
g
i 2 . ® 2
& ‘ > ey &
' i, ul |u A | [ s i, |A | le 19 I
- . . . .
200 400 600 800 1,000

140Da diagnostic ion

60.53
152.59
224.12
274.64
303.15
331.66
423.72
459.24
507.77
585.82

b
120.04
304.17
447.22
548.27
605.29
662.31
846.44
917.47

1014.53
1170.63

3

?

?

2
5}

~

£
g

]
8

0

]
s

X O O -

0 T >

1069.60
885.48
742.42
641.37
584.35
527.33
343.21
272.17

175.12

y++
535.30
443.24
371.71
321.19
292.68
264.17
il 7kl
136.59
88.06
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H3 K9-R17:
KMelSTGGKAPR

id list per inj. peptide 1+ 2+ 3+
i= 20130708_293THistone H3KS9Me [prop_d0] 1083.616 —-—- 542311 == —— 361.877 =—-vr———-
i= 20130708_293THistone H3K39Me [pic,prop_d0] 1146.627 = = e « 573.817 == v e « 382880 —--r————-
: zoom out \

20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM
2.5e+7 a
2e+7
1.5e+7
1e+7 '
: '\h

5e+6 J }Q

30 35 40 45 50 55 - 60

; .*'.T-“‘-‘




H3_K9-R17: KMelSTGGKAPR

Quanti event: 32.3-33.3min . 5
injection peptide charge m/z auc {ex7-
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me [prop_d0] 1 1083.6157 8.8e+6 A b
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9Me [pic,prop_d0] 1 1146.6266 0.0e+0 \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K39Me [prop_d0] 2 542.3115 1.9e+8 5e+6 -
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me [pic,prop_d0] 2 573.8169 5.8e+4 : X
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3KSMe [prop_d0] 3 361.8767  0.0e+0 J \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me [pic,prop_d0] 3 382.8804  0.0e+0 Oe+0-—rt=- ""','"—_ B — '.:'é‘,
32.4 32.6 32.8 33.0 33.2

Quanti event: 44.3-45.9min

injection peptide charge m/z auc

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me [prop_d0] 1 1083.6157 0.0e+0 3e+7 ’
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me [pic,prop_d0] 1 1146.6266 6.0e+7

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me [prop_d0] 2 542.3115 9.1e+4 2647 - B
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me [pic,prop_d0] 2 573.8169  7.6e+8 '
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me [prop_d0] 3 361.8767  0.0e+0

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me [pic,prop_d0] 3 382.8804 3.7e+5 1e+7 :

445 45.0 455
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H3_K9-R17: Prop-KMelSTGGKAPR MS/MS

[scan: 4851 (32.8min) 2+ 542.3109Da

4

o

2

1 b il “| I

T
400

Experimental spectrum

scan 4851
retention time 32.8min
precursor m/z 542.3109
precursor charge 24

edit peptide

© {Propionyl}K{Methyl,Propionyl}STGGK{Propionyl}APR

s
+>

Foy
£

o m‘\\l‘lx\\ |

T
600 800

Y5

Theoretical
M H2* 542.3115
MH Ap,ss Da -0.0011
MH Apass ppm -1.0

align

9
!
1,000

171Da diagnostic ion

140Da diagnostic ion

128.
171.
222.
250.
279.
371.
406.
455.
533.

09
60
13
64
15
21
73
26
<jil

255.17
342.20
443.25
500.27
557.29
741.41
812.45
909.50

1065.61

Propiony

Methyl,Propiony

k]

& Wolo e

8
s

0 T >

1027.

829
742

641.
584.
527.
343.
272.

175.

.45
.42

37
35
33
21
17
12

58
y++
514.30 9
415.23 8
Salothl
321.19 6
292.68 5
264.17 4
172.11 3
136.59 2
88.06 1



H3_K9-R17: Prop-KMelSTGGKAPR MS/MS

scan: 8162 (45.0min) 2+ 573.8150Da

4

*o

*

Experimental spectrum

scan
retention time
precursor m/z
precursor charge

edit peptide

8162
45.0min
573.8150
2+

° {PIC}K{Methyl,Propionyl}STGGK{Propionyl}APR

&

T

400

s

s

‘!ﬁ

$

By
o M\\WM\J A |

} -
500 600

700

Theoretical

M Hzo
MH Apass Da
MH Apass ppm

align

>

573.8169
-0.0039
-3.4

Yo

171Da diagnostic ion

140Da diagnostic ion

60.
159.
203.
253.
282.
310.
402.
438.
486.
564.

53
59
1l
63
14
66
72
23
76
81

120.
318.
405.
506.
563.
620.
804.
875.
972.
1128.

04
18
21
26
28
30
43
46
=l
62

Methy

]

X0 6 -

£
]

y

e 1027.59
rPplond 829.45
742.42
641.37
584.35
527.33
343.21
272,17

175.12

I v >

514.
415.
371.
321.
292.
264.
172.
136.

88.
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Y4+
30
23
7/t
19
68
17
SN
59
06
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H3 K9-R17:
KMelSPoTGGKAPR

id list per inj. peptide 1+ 2+ 3+
i= 20130708_293THistone H3K9MeS10Po [prop_d0] 1163.582 == 582205 =< = m— 388.532 =——voem——
iE 20130708_293THistone H3K9MeS10Po [pic,prop_d0] 1226.593 = e 613.800 —--—m 409.536 s m——

20130708 _293THistones propL2xvsaopricL H3incl_TMM

f

be+5 ¥ [

ﬁ |

2e+5 |
o=t PO . Pes ll\\

32 3



H3_K9-R17: KMelSPoTGGKAPR

Quanti event: 34.0-34.7min

injection peptide charge m/z auc N ;
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9MeS10Po [prop_d0] 1 1163.5820 2.6e+4 15645 / i /\
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9MeS10Po [pic,prop_d0] 1 1226.5929 0.0e+0 |
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9MeS10Po [prop_d0] 2 582.2946 2.4e+6 1e+54 ] \
20130708_293THistones_propL2xvspropLpicL_H3inc_TMM H3KSMeS10Po [pic,prop_d0] 2 613.8001 0.0e+0 / :
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9MeS10Po [prop_d0] 3 388.5322 0.0e+0 G ] \
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3K9MeS10Po [pic,prop_d0] 3 409.5358 0.0e+0 0e+0—,-—-'"/ — \/\
34.1 342 343 344 345 346
Quanti event: 46.1-47.2min
injection peptide charge m/z auc
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9MeS10Po [prop_d0] 1 1163.5820 0.0e+0 8e+5 ] iz
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9MeS10Po [pic,prop_d0] 1 1226.5929 6.3e+5 / \
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9MeS10Po [prop_d0] 2 582.2946 1.0e+5 e J ‘
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9MeS10Po [pic,prop_d0] 2 613.8001 1.2e+7 4e+5+ / \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9MeS10Po [prop_d0] 3 388.5322 0.0e+0 2645 - 3 '
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9MeS10Po [pic,prop_d0] 3 409.5358  0.0e+0 d / . »
Oe+0-4=" b T -~

46.4 465 466 46.7 468



H3_K9-R17: Prop-KMelSPoTGGKAPR MS/MS

Experimental spectrum

scan
retention time
precursor m/z
precursor charge

edit peptide

5193
34.4min
582.2943
2+

o {Propionyl}K{Methyl,Propionyl}S{Phospho}TGGK{Propionyl}APR

Theoretical

M HZO
MH A, Da
MH Apsss ppm

582.2946
-0.0007
-0.6

align
scan: 5193 (34.4min) 2+ 582.2943Da
>
By . x
|
* $ < P
‘ # \ & QQ
| ‘\ TR ‘ h|\ | |l a g il \‘ | mlle\* ﬂ i w v | | J vl i‘ ‘4 IJI b
2(')() 460 660 860 1.(500
Anchor Explanation? A Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 909.4161 m/z 811.4410 Do -97.97504
intensity 2883 intensity 5721
int. rank 8 int. rank 119
match
* _ . N
= 140Da diagnostic ion
# = 171Da diagnostic ion y8 —H3PO4

128.
211.
262.
290.
319.
411.
446.
495.
573.

09
=)
il
62
13
19
71
24

29

255.17
422.17
523.22
580.24
637.26
821.38
892.42
989.47

1145.57

Propiony!

1107.56
Methyl,Propionyl 909.42

P"“SS""" 742.42
641.37
584.35
527.33

X0 6 -

v
g
2
g
2

343.21
272.17

175.12

T T >

554

455

Bi71%
321.
292.
264.
172.
136.

88.

62

y++
.28
.21
Tt
19
68
17
141
59
06



H3_K9-R17: PIC-KMelSPoTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 8634
retention time 46.6min
precursor m/z 613.7991 M H2* 613.8001
precursor charge 24 MH Ap,ass Da -0.0020
MH Apmass ppm 1.7
edit peptide
© {PIC}K{Methyl,Propionyl}S{Phospho}TGGK{Propionyl}APR align
scan: 8634 (46.6min) 2+ 613.7991Da
£
D A
& p * &
K
& $
& o
E S ® &
‘\ | ‘|\“ Cho M.‘ \|.|H..\. AL ‘
- - T - T r v T
200 400 600 800 1,000 1,200
Anchor Explanation? Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 909.4153 m/z 811.4393 Dovs -97.97601
intensity 13893 intensity 46635
int. rank 7 int. rank 89
match
* _ . N
= 140Da diagnostic ion
# = 171Da diagnostic ion y8 —H3PO4

159.
243.
293.
322.
350.
442.
478.
526.
604.

59
09
62
13
64
70
22
74
79

b
120.04
318.18
485.18
586.23
643.25
700.27
884.39
955.43

1052.48

1208.58

Methy

2
3
g
8

o

X O O -

S

2
[}

~

(7]

-}
2
s

D T >

s
3

| Propionyl

i

1107.56
909.42
742.42
641.37
584.35
527.33
343.21
272.17

175.12

554.
455.
371.
321.
292.
264.
172.
136.

88.

63

Y4+
28
21
7l
19
68
1ky)
1kl
59
06



id list per inj.

i= 20130708_293THistone

20130708_293THistone

Is N
_zoom out |

2e+7

1e+7

3

H3 K9-R17:
Me2STGGKAPR

peptide 1+ 2+ 3+
H3K9Me2 [prop_d0] 1041.605 == =———- 521.306 = =——— 347.873 =———vrrm—
H3K9Me2 [pic,prop_d0] 1104.616 —»————- 552.812 = v e « 368.877 =——===——-

20130708_293THistones_propL2xvspropLpicL_H3incl TMM

I
i
\

>
'l
. e F3 &

64

20

25 30 35 40



H3_K9-R17: KMe2STGGKAPR

Quanti event: 16.7-18.5min

injection

20130708_293THistones_propL2xvspropLpicL_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

Quanti event: 26.2-28.5min

injection

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

peptide

H3K9Me2 [prop_d0]
H3K9Me?2 [pic,prop_d0]
H3K9Me2 [prop_d0]
H3K9Me?2 [pic,prop_d0]
H3K9Me2 [prop_d0]
H3K9Me?2 [pic,prop_d0]

peptide

H3K9Me2 [prop_d0]
H3K9Me2 [pic,prop_d0]
H3K9Me2 [prop_d0]
H3K9Mez2 [pic,prop_d0]
H3K9Me2 [prop_d0]
H3K9Me2 [pic,prop_d0]

charge m/z

charge

W w NN

1041.6051
1104.6160
521.3062
552.8116
347.8732
368.8769

m/z
1041.6051
1104.6160
521.3062
552.8116
347.8732
368.8769

auc
2.9e+4
0.0e+0
1.2e+8
0.0e+0
0.0e+0
0.0e+0

auc
0.0e+0
3.2e+6
0.0e+0
1.4e+9
0.0e+0
0.0e+0

65
1e+7 - A
5e+6 : s
OO et .. .
17.0 17.5 18.0 18.£

4e+7

2e+7+




H3_K9-R17: Prop-KMe2STGGKAPR MS/MS

66

Experimental spectrum Theoretical
scan 2130
retention time 17.5min
precursor m/z 521.3054 M H2* 521.3062
precursor charge 24 MH Apass Da -0.0016
MH Apass ppm -1.5
edit peptide
© {Propionyl}K{Dimethyl}STGGK{Propionyl}APR align
scan: 2130 (17.5min) 2+ 521.3054Da b+ b y Y4+
K 985.58  493.29
: 1 107.08 213.16 ””é’“' 829.45 415.23
2 150.60 300.19 T 742.42 371
S0 019112 401.24 G 641.37 321.19
4 229.63 458.26 G 584.35 292.68
5 258.14 515.28 K 527.33 264.17
6 350.21 699.40 P;\ 343.21 172171
7 385.72 770.44 P 272517 136.59
S
> i 8 434.25 867.49 175.12 88.06
K R
& 9 512.30 1023.59
Y
o ) _\b & $ °
‘*‘” FO .‘,“’ & & Rl o $ &
PR | , L [ S P ' - Cd LA | H l I l I - A -
| v | . I
200 400 600 800 1,000




H3_K9-R17: PIC-KMe2STGGKAPR MS/MS

Experimental spectrum Theoretical
scan 3718
retention time 27.1min
precursor m/z 552.8114 M H2*
precursor charge 24 MH A .55 Da
MH Apass ppm
edit peptide
o {PIC}K{Dimethyl}STGGK{Propionyl}APR align
scan: 3718 (27.1min) 2+ 552.8114Da
o
&
&
< o & N
R\ & - 6# 99 5 ot L e S
— | H .|l Locddb | i o T I
bo 200 300 400 500 600 700 800 900

b++
60.53
138.59
182.10
232.63
261.14
289.65
381.71
417.23
465.76

543.81

120.

276.

363

464.
521.
578.
762.
833.
930.
1086.

04
17

.20

25,
27
29
41
45
50
61

o

»

2
&

i

E)
8

g
b
8

EXO 0O o

T >

985.
829.
742.
641.
584.
527.

343

272.
175.

y
58

45
42
37
85
33

.21

157

12

493.
415.
clfal
321.
292.
264.
172.
136.

88.

Y4+
29
23
7/l
19
68
iy
11
59
06

67



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

(zoom out

1.4e+6

1.2e+6

1e+6

8e+5

6e+5

4e+5

2e+5 \

H3 K9-R17:
KMe2SPoTGGKAPR

peptide

H3K9Me2S10Po [prop_d0]

H3K9Me2S10Po [pic,prop_d0]

1+

1121.571

1184.582

2+

— — 561.289

— — 592.795

68

3+

—_—— 374529 ——unem—

—_— 395.532 mmv s

20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM

22

24

28

30 32



H3_K9-R17: KMe2SPoTGGKAPR

Quanti event: 19.6-21.0min

2e+5- ,'\
injection peptide charge m/z auc | B
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [prop_d0] 1 1121.5715 0.0e+0 1 5e+5-
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [pic,prop_d0] 1 1184.5824 0.0e+0

1e+54 |

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [prop_d0] 2 561.2894 2.0e+6
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [pic,prop_d0] 2 592.7948 0.0e+0 5e+4 -
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [prop_d0] 3 374.5287 0.0e+0 K "|
: : : . Oe+0-=, : Fse ey

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [pic,prop_d0] 3 395.5323 0.0e+0 19.8 20.0 20.2 20.4 206 20.8
Quanti event: 29.4-30.8min
injecti tid h /. =
injection peptide charge m/z auc 1.56463 /\
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [prop_d0] 1 1121.5715 0.0e+0 .
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [pic,prop_d0] 1 1184.5824 0.0e+0 Sl . \

e+6-
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [prop_d0] 561.2894 0.0e+0 )

S5e+5+
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [prop_d0] 374.5287 0.0e+0 /

2
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [pic,prop_d0] 2 592.7948 1.4e+7 :
3
3 395.5323 3.2e+5 o
e Oe+0 1< ———‘3-_

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me2S10Po [pic,prop_d0]




H3_K9-R17: Prop-KMe2SPoTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 2477
retention time 19.8min
precursor m/z 561.2886 M H?* 561.2894
precursor charge 24 MH Ap,ss Da -0.0016
MH Apss ppm -1.4

edit peptide
° {Propionyl}K{Dimethyl}S{Phospho} TGGK{Propionyl}APR align

Lgcan: 2477 (19.8min) 2+ 561.2886Da

Q\
N s 3
> & P ¢ & o ® K 2
WP 4 | T TR ) U | .Il I B .
T T T T T T T T T
200 300 400 500 600 700 800 900 1.000

Anchor Explanation? A Tune the seq

click on peak mouse over peak delta mass could be... Align anchor peak

m/z 909.4356 m/z 811.4404 Dorva -97.99524

intensity 256 intensity 2255

int. rank 24 int. rank 3

match

y8 — H3PO4

107.
190.
241.
269.
298.
390.
425.
474.

552.

08
58
11
62

13

71
23
28

213.16
380.16
481.21
538.23
595.25
77953
850.41
947.46
1103.56

Propionyl

Dimethyl

Phospho

X000+

I TV >

1065.
909.

742

641.
584.
527.
343.
272.
175

55]
42

.42

37
35
33
21

157

5333
455.
371.
321.
292.
264.
172.
136.

88.

70

Y4+
28
21

i)
68
L
11

06



H3_K9-R17: PIC-KMe2SPoTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 4198
retention time 30.1min
precursor m/z 592.7944 M H2* 592.7948
precursor charge 24 MH A5 Da -0.0009
MH Apass ppm -0.7
edit peptide
° {PIC}K{Dimethyl}S{Phospho} TGGK{Propionyl}APR align
.scan: 4198 (30.1min) 2+ 592.7944Da
° ©
& 9 ~ {
-~ 'd
g ‘ A B # s o &
e | l || C il Aux‘f N A || , “ |.\ : h | i
T T —— T r . T T T T T
00 200 300 400 500 600 700 800 900 1,000
Anchor Explanation? Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 909.4088 m/z 811.4411 Do -97.96765
intensity 2179 intensity 21541
int. rank 50 int. rank 4

match

y8 — H3PO4

b++
60.53
138.59
222.09
272.61
301.12
329.63
421.69
457.21
505.74
583.79

120.
276.
443.
544.
601.
658.
842.
913.
1010.
1166.

04
17
17
22

26
38
42
47

=]

2

¥

X0 0

g
b1
g
2

2
[}

1065.55

ix

|
3
2

909.42

(@]

g
8
8
s
3

742.42
641.37
584.35
52733
343.21
272.17
175712

I TV >

71

Y4+
533.28
455.21
sjralsiht
321.19
292.68
264.17
T2
136.59

88.06



id list per inj.
i= 20130708_293THistone

iE 20130708_293THistone

s =
_zoom out |

H3 K9-R17:
KMe2SPropTGGKAPR

peptide

H3K9Me2S10Prop [prop_d0]

H3K9Me2S10Prop [pic,prop_d0]

1+ 2+
1097.631 =——- 549.319 == c——
1160.642 —- 580.825 = m———

20130708_293THistones

72

3+

366.549 == n -

387.562 v oo em—

propL2xvspropLpicL_H3incl_ TMM

4e+6
3e+6
2e+6
1le+6
& P _h o a» N
22 24 26 28 30 32 34 36 38



H3_K9-R17: KMe2SPropTGGKAPR

Quanti event: 24.7-25.5min

injection
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

Quanti event: 35.8-37.8min

injection
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

peptide
H3K9Me2S10Prop [prop_d0]

H3K9Me2S10Prop
[pic,prop_d0]

H3K9Me2S10Prop [prop_d0]

H3K9Me2S10Prop
[pic,prop_dO0]

H3K9Me2S10Prop [prop_d0]

H3K9Me2S10Prop
[pic,prop_d0]

peptide
H3K9Me2S10Prop [prop_d0]

H3K9Me2S10Prop
[pic,prop_d0]

H3K9Me2S10Prop [prop_d0]

H3K9Me2S10Prop
[pic,prop_d0]

H3K9Me2S10Prop [prop_d0]

H3K9Me2S10Prop
[pic,prop_d0]

charge
1
1

charge

m/z
1097.6313
1160.6422

549.3193
580.8248

366.5486
387.5523

m/z
1097.6313
1160.6422

549.3193
580.8248

366.5486
387.5523

auc
0.0e+0
0.0e+0

2.1e+7
0.0e+0

0.0e+0
0.0e+0

auc
0.0e+0
0.0e+0

0.0e+0
1.7e+7

0.0e+0
0.0e+0

2e+6

1.5e+6

1e+6

1e+5

A\

73

24.8 25.0
ot W" \
36.5 37.0 37.5



H3 K9-R17: Prop-KMe2SPropTGGKAPR MS/MS

74

Experimental spectrum Theoretical
scan 3327
retention time 24.9min
precursor m/z 549.3185 M H?* 549.3193
precursor charge 24 MH Apass Da -0.0015
MH Apass ppm -1.4
edit peptide
° {Propionyl}K{Dimethyl}S{Propionyl} TGGK{Propionyl}APR align
scan: 3327 (24.9min) 2+ 549.3185Da b+ b y Y4+
Exceiond 1041.61 521.31
1 107.08 213.16 DRt 885.48 443.24
2 178.61 356.22 "%_ 742.42 371.71
3 229.14 457.27 G 641.37 321.19
4  257.65 514.29 G 584.35 292.68
5  286.16 571.31 K 527.33 264.17

3
g
2
g
2

6 378.22 755.43 343.21 172.11

A
7 413.74 826.47 p 272.17 136.59
- 8 462.26 923 .52 1575512 88.06
=2 R
9 540.31 1079.62
s o &
Y o LM o AL <
& Y D v'- < v'“.\ 3 PR & 2y 4

gl o i i, O S ¥ Gl | s P
200 300 400 500 600 700 800 900




H3_K9-R17: PIC-KMe2SPropTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 5942
retention time 37.5min
precursor m/z 580.8226 M H?* 580.8248
precursor charge o4 MH Ap,ss Da -0.0042
MH Apass ppm -3.7
edit peptide
© {PIC}K{Dimethyl}S{Propionyl}TGGK{Propionyl}APR align
vscan: 5942 (37.5min) 2+ 580.8226Da
F‘!
£
< o »
By
3 & v‘l‘ v‘i" iy > 1"}) Tl N < N
l el H ||_ i ‘l \ ‘\“L\.. P ) (| 1
200 400 600 800 1,000

60.
138.
210.
260.
289.
317.
409.
445.
493.
5715

53
59
12
64
15
66
72
24
i
82

b
120.04
276.17
419.23
520.28
577.30
634.32
818.44
889.48
986.53

1142.63

=1

».

7
g
-]
g
2

?

X O O -

g
2
)
2

2
o]

~

|

&
5
2
©
©
[

742

D T >

1041.

641.
584.
527%
343.
272.
5752

.48
.42

37
35
33
21
17

1

521.
443.
Sl
321.
292.
264.
14725
136.

88.

75

S
24
7
19
68
17
i
59
06



76

H3 K9-R17:
KMe3STGGKAPR

id list per inj. peptide 2+ 3+ 4+
|
= 20130708_293THistone H3K9Me3 [prop_d0] 528.314 = s e 362,545 ——mnee— PrYY: - R —
i= 20130708_293THistone H3K9Me3 [pic,prop_d0] 559.819 === m—— 373.549 = m— 280.413 =——von o m—
.zoom out | o 20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM
de+7
3e+7 -
‘,%
2e+7 "
!
le+7
©

- b Vol
P L\~ -y

15 20 25 30 35 40 45



H3_K9-R17: KMe3STGGKAPR

Quanti event: 16.5-17.8min

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

Quanti event: 25.6-28.4min

injection

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
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

peptide

H3K9Me3 [prop_d0]
H3K9Me3 [pic,prop_d0]
H3K9Me3 [prop_d0]
H3K9Me3 [pic,prop_d0]
H3K9Me3 [prop_d0]
H3K9Me3 [pic,prop_d0]

peptide

H3K9Me3 [prop_d0]
H3K9Me3 [pic,prop_d0]
H3K9Me3 [prop_d0]
H3K9Me3 [pic,prop_d0]
H3K9Me3 [prop_d0]
H3K9Me3 [pic,prop_d0]

charge

A OB W W NN

charge

BB W W NN

m/z

528.3140
559.8195
352.5451
373.5487
264.6607
280.4134

m/z

528.3140
559.8195
352.5451
373.5487
264.6607
280.4134

auc
8.7e+7
0.0e+0
0.0e+0
0.0e+0
0.0e+0
0.0e+0

auc

0.0e+0
5.7e+8
0.0e+0
0.0e+0
0.0e+0
0.0e+0

.

de+7 !

3e+7 - .

2e+7 : ‘

1e+7 !

Oe+0-—-=- : L =s

I N

16.6 16.8 17.0 17.2 17.4 17.6

26.0 265 27.0 27.5 28.0

77



H3_K9-R17: Prop-KMe3STGGKAPR MS/MS

scan: 2077 (17.1min) 2+ 528.3135Da

*e
P

i
%
*5

Experimental spectrum

scan 2077
retention time 17.1min
precursor m/z 528.3135
precursor charge 24

edit peptide

© {Propionyl}K{Trimethyl}]STGGK{Propionyl}JAPR

%
s
4
>
45

600 800

Yo

Theoretical
M HZ* 528.3140
MH Ap,s5 Da -0.0011
MH Apass PPmM -1.0
align
QQ

1,000

114.
157.
208.
236.
265.
357.
392.
441.
519.

09
61
13
64
15
21
73
26
31

227.
314.

415.

472

529.

71
784

881.

1037.

18
21
26

.28

30

.42
.46

51

Propionyl

Trimethyl

)

g
b
8

X O O -

3

0 TV >

829.
742.
641.
584.
527.
343.
272.
175.

.59

45
42
37
35
33
Zil
17
12

78

Y4+

500.
415.
371.
321.
292.
264.
172.
136.

88.

30
23
7l
19
68
17
11
59
06



H3_K9-R17: PIC-KMe3STGGKAPR MS/MS

scan: 3685 (26.9min) 2+ 559.8192Da

Experimental spectrum

scan 3685
retention time 26.9min
precursor m/z 559.8192
precursor charge 24

edit peptide

o {PIC}K{Trimethyl}STGGK{Propionyl}APR

AL o K )
RS ¢ 5 ¥ $
H \ Fl Y | \

400 600

Theoretical
M H2* 559.8195
MH Ap,s5 Da -0.0005
MH Apass ppm -0.5
align
v%

1,000

b++
60.53
145.60
189.11
239.64
268.15

388.72
424.24
472.76
550.81

120.
290.
377.
478.

535

592.

776.

847

944.
1100.

04
19
22
27

.29

31

43

.47

52

2
o]

~

X0 6 - ni

3
s

g
°
5

T T >

999.
829.
742.

641

584.
527.
343.
272.
175.

y
59
45
42

.37

35
83
21
157
12

79
Y4+

500.30 9
415.23 8
SISnN 7
321.19 6
292.68 5
264.17 4
ilyzsibil
136.59 2
88.06 1



H3 K9-R17:
KMe3SPoTGGKAPR

80

id list per inj. peptide 1+ 2+ 3+
iE 20130708_293THistone H3K9Me3S10Po [prop_d0] 1135.587 =——+=—— 568.297 =——-r=— 379.201 - —
i= 20130708_293THistone H3K9Me3S10Po [pic,prop_d0] 1198.598 =——+—— 599.803 =—--=— 400.204 - —
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
6e+6
4e+6 ",L '
I
2e+6 )
% , i
r?‘- :. \. ‘ '
T 20 22 24 26 28 30




H3_K9-R17: KMe3SPoTGGKAPR

Quanti event: 18.9-20.4min

injection peptide charge m/z auc
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9Me3S10Po [prop_d0] 1 1135.5871 0.0e+0 1e+5+ :
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9Me3S10Po [pic,prop_d0] 1 1198.5980 0.0e+0 :
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me3S10Po [prop_d0] 2 568.2972 1.2e+6 Se+4-
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3K9Me3S10Po [pic,prop_d0] 2 599.8026 0.0e+0 H E
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me3S10Po [prop_d0] 3 379.2006 3.0e+4 . _/ /k\ﬁ__~ _
DY Ny PR S B
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3K9Me3S10Po [pic,prop_d0] 3 400.2042 9.7e+2 19.0 19.2 19.4 19.6 19.8 20.0 20.2
Quanti event: 29.3-30.3min
1e+67 )
injection peptide charge m/z auc /
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3K9Me3S10Po [prop_d0] 1 1135.5871 0.0e+0 oy
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me3S10Po [pic,prop_d0] 1 1198.5980 0.0e+0 6e+5 - / :
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3K9Me3S10Po [prop_d0] 2 568.2972 9.2e+3 4e+5- | \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me3S10Po [pic,prop_d0] 2 599.8026 1.0e+7 et / :
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me3S10Po [prop_d0] 3 379.2006 2.3e+5 - E
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me3S10Po [pic,prop_d0] 3 400.2042 4.9e+5 Do %2—‘-?6- B 208 300 SFZI



H3_K9-R17: Prop-KMe3SPoTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 2415
retention time 19.4min
precursor m/z 568.2967 M H? 568.2972
precursor charge 24 MH A,ss Da -0.0010
precursor — H3PO4 MH Apass PPM 09
edit peptide
° {Propionyl}K{Trimethyl}S{Phospho} TGGK{Propionyl}APR align
| §8RBRR415 (19.4min) 2+ 568.2967Da
x‘q
N o 3 N
g i £ e 29 ® s o
e L A LI A . |
— ' i — ' . . '
DO 200 300 500 600 700 800 900 1,000

Anchor Explanation? Tune the seq

click on peak mouse over peak delta mass could be... Align anchor peak

m/z 568.2967 m/z 519.3082 Do -48.98853

intensity NaN intensity

int. rank int. rank

match

114.
197.
248.
276.
305.
397.
432.
481.
559.

09
59

63
14
20
71
24
29

227.18
394.17
495.22
552.24
609.26
793.39
864.42
961.48

1117.58

Propiony

Trimethyl

Phospho

=

X0 0

3
£
]

T T >

i

1079.56
909.42
742.42
641.37
584.35
527.33
343.21
272.17
175.12

540.
455.
Srfls
321.
292.
264.
172.
136.

88.

82

y++
28
21
71

68
857,
11
59
06



H3_K9-R17: PIC-KMe3SPoTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 4102
retention time 29.6min
precursor m/z 599.8026 M H2*
precursor charge 24 MH A,,ss Da
MH Apmass ppm
edit peptide
° {PIC}K{Trimethyl}S{Phospho}TGGK{Propionyl}JAPR align
L s@mpd 102 (29.6min) 2+ 599.8026Da
NE '3
& Y # i Qfﬁ * 4 S Py
L “l | .HIHI.J] ‘I.* 1. A ol
200 400 800 1.000
Anchor Explanation? Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 599.8026 m/z 550.8129 Do -48.98969
intensity NaN intensity 60500
int. rank int. rank 93

precursor —H3PO4

match

60.
145.
229.
279.
308.
336.
428.
464.
512.
590.

53|
60
10
62
13
64
70
22
75
80

120.
290.
457.
558.
615.
672.
856.
927.
1024.
1180.

04
19
18
23
25
28
40
43
49

2
[}

v
3
]
s
3

?

g
°
g

X O O -

n TV >

nix

i

1079.56
909.42
742.42
641.37
584.35
5Z7%33
343.21
272.17
175512

540
455

Srils
321.
292.
264.
172.
136.

88.

83

Y+
.28
.21
7l
L)
68
iy
11
59
06



84

H3 K9-R17:

KMe3STPropGGKAPR

T11 seems to be the favourite spot for propionylation on this peptide

id list per inj. peptide 2+ 3+

i= 20130708 _293THistone H3K9Me3T11Prop [prop_d0] T 1.y A — 371921 —som——

i= 20130708_293THistone H3K9Me3T11Prop [pic,prop_d0] 587.833 == = c— 392.224 oo mm—

zoom OUt? 20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
6e+6
5e+6 i
4e+6 \\
3e+6 ' \\
2e+6 . ,
1le+6
K ]\ e_
24 26 28 30 32 34 36 38




H3_K9-R17: KMe3SPropTGGKAPR

Quanti event: 24.3-25.5min

injection

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

Quanti event: 36.0-37.7min

injection

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

peptide charge
H3K9Me3T11Prop [prop_d0] 2
H3K9Me3T11Prop [pic,prop_d0] 2
H3K9Me3T11Prop [prop_d0] 3
H3K9Me3T11Prop [pic,prop_d0] 3

peptide charge
H3K9Me3T11Prop [prop_d0] 2
H3K9Me3T11Prop [pic,prop_d0] 2
H3K9Me3T11Prop [prop_d0] 3
H3K9Me3T11Prop [pic,prop_d0] 3

m/z

556.3271
587.8326
371.2205
392.2241

m/z

556.3271
587.8326
371.2205
392.2241

auc
1.3e+7
0.0e+0
0.0e+0
0.0e+0

auc
0.0e+0
1.0e+7
0.0e+0
8.8e+4

4e+5-

2e+5-

Oe+0-

[

_,_/ W

85

244 246 248 250 252 254

2e+5

1e+5

A
Y\

37.0

37.5



H3 K9-R17: Prop-KMe3SPropTGGKAPR MS/MS

86

Experimental spectrum Theoretical
scan 3297
retention time 24.7min
precursor m/z 556.3253 M H?* 556.3271
precursor charge 24 MH Ap,ss Da -0.0037
MH Apass ppm -3.4
edit peptide
© {Propionyl}K{Trimethyl}S{Propionyl}TGGK{Propionyl}JAPR align
scan: 3297 (24.7min) 2+ 556.3253Da ) b+ b y Y+
‘ Spiond 1055.62 528.31
3 1 114.09 227.18 oty 885.48 443.24
2 185.62 370.23 "_DI_ 742.42 37171
3 236.14 471.28 G 641.37 321.19
4 264.66 528.30 G 584.35 292.68
5  293.17 585.32 K 527.33 264.17
6 385.23 769.45 %XW 343.21 17211
7 420.74 840.48 P 9217 136.59
8  469.27 937.54 R 175.12 88.06
9 547.32 1093.64
< & F '0'# v';\ ¥ q‘ g > $ Q < 4 $ N
| 1 i | 2 H [ Y | | i | | I [ \
200 400 600 800 1,000




H3_K9-R17: PIC-KMe3SPropTGGKAPR MS/MS

vscan: 5749 (36.7min) 2+ 587.8326Da

*o

T
200

&

Experimental spectrum

scan 5749
retention time 36.7min
precursor m/z 587.8326
precursor charge 24

edit peptide

° {PIC}K{Trimethyl}S{Propionyl}TGGK{Propionyl}APR

Y v"h v"‘” 4{ f ":"
g, 4 ‘l\... (S
' '
400 600

T
800

Theoretical

M Hzo
MH Apass Da
MH Apass ppPM

align

587.8326
0.0001
0.1

T
1,000

60.
145.
217.
267.
296.
324.
416.
452.
500.

578.

5E)
60
13
65
16
67
73
25
78

83

b
120.04
290.19
433.24
534.29
591.31
648.34
832.46
903.49

1000.55

1156.65

Trimethy!

¥
g
2
g

o

2
2]

X000 Hio

0 T >

S

1055.

742.
641.
584.
527.
343.
272.
1755

.48

42
37
35
=5
2l
1
12

528
443

371.
321.
292.
264.
172.
136.

88.

87

.31
.24
71
19
68
Ly
11
59
06



id list per inj.
i= 20130708_293THistone

i= 20130708_293THistone

H3 K9-R17:
KACSTGGKAPR

Double-peak of K9ac and K14ac, K9ac elutes earlier from C18 column

peptide
H3K9Ac [prop_d0]

H3K9Ac [pic,prop_d0]

2+

528.200 === —

5590.801 wm=o s m——

3+

352.533 v e m—

373.537 e oo cm—

88

zoom out | 2‘ 30708_293THistones_propL2xvspropLpicL_H3incl_TMM
3e+7 1 1
' I\ ‘l 3e+7 ' /\
2 5047 8e+6 ! i % Kldac I ! . K14ac
6e+6 : r 2647 :
2e+7 4e+6 : : p :‘\ :
K9ac / 1e+7 [K9ac /
1.5e+ 2016 1 \ Ry
Oe+0- /\'l/ = : — ! ‘ Oe+0-1= ﬁ// &—-——
1e47 4 248 250 252 254 256 : 36. 375
g | ‘\
5e+6 | s
Y
“J“" } -;‘ - [N L
25 30 35 40 45




H3_K9-R17: KAcCSTGGKAPR

Quanti event: 24.7-25.0min

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

Quanti event: 36.2-36.6min

injection

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

peptide
H3K9Ac [prop_d0]

H3K9Ac [pic,prop_d0]
H3K9Ac [prop_d0]
H3K9Ac [pic,prop_d0]
H3K9Ac [prop_d0]
H3K9Ac [pic,prop_d0]

peptide
H3K9Ac [prop_d0]

H3K9Ac [pic,prop_d0]
H3K9Ac [prop_d0]
H3K9Ac [pic,prop_d0]
H3K9Ac [prop_d0]
H3K9Ac [pic,prop_d0]

charge

—

w W NN

charge

w W NN

m/z
1055.5844
1118.5953
528.2958
559.8013
352.5330
373.5366

m/z
1055.5844
1118.5953
528.2958
559.8013
352.5330
373.5366

auc

3.0e+4
0.0e+0
4.4e+6
2.2e+5
0.0e+0
0.0e+0

auc
0.0e+0
2.1e+6
0.0e+0
3.2e+7
0.0e+0
0.0e+0

6e+5] /\
40451 / \
B ‘\
2e+5- /
.'/
- -s 25 7 -

0—. T T T T
2470 2475 24.80 24.85 24.90

3e+6- /\

"/ N\

1e+6- / \\
£

0-= - . . . : =
36.25 36.30 36.35 36.40 36.45 36.50 36.55

89



H3_K9-R17: Prop-KAcSTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 3309
retention time 24.8min
precursor m/z 528.2959 M H2* 528.2958
precursor charge 2% MH A,,ss Da 0.0001
MH Apass PPM 0.1
edit peptide
© {Propionyl}K{Acetyl}]STGGK{Propionyl}JAPR align
vscan‘ 3309 (24.8min) 2+ 528.2959Da
$
&
£
I’y 4
g >
k $ ék# &’ $$ & N $ ‘
. i T | | e | N
00 200 300 400 500 600 700 800 900 1,00
k

140Da diagnostic ion
126Da diagnostic ion

©

114.
157.
208.
236.
265.
357.
392.
441.
519.

b++

07
59
il
62
13
20
7
24
29

227.14
314.17
415.22
472.24
529.26
713.38
784.42
881.47

1037.57

Propiony

k]

Acetyl

X O O -

£
S

0 T >

999.56
829.45
742.42
641.37
584.35
527.33
343.21
272.17

175.12

90

y++
500.28
415.23
Sratsgal
321.19
292.68
264.17
172.11
136.59

88.06



H3_K9-R17: PIC-KAcSTGGKAPR MS/MS

Experimental spectrum Theoretical
scan 5714
retention time 36.5min
precursor m/z 559.8009 M HZ 559.8013
precursor charge 24 MH Aass Da -0.0008
MH Apass PPM -0.7
edit peptide
© {PIC}K{Acetyl}STGGK{Propionyl}JAPR align
.scan: 5714 (36.5min) 2+ 559.8009Da
H $
$ o
Iy
N v”
s o o
B &
* 3 f & P
| v R ml' ol H| R 11 Rl i il
T 1 T T
200 400 600 800 1,000
* —

I+
Il

= 140Da diagnostic ion
126Da diagnostic ion

60.
145.
189.
239.
268.
296.
388.
424.
472.
550.

53
58
09
62
b1E3
64
70
22
75
80

120.
290.
377.
478.
535.
592.
776.
847.
944.
1100.

04
L5
18
23
25
27
39

3

2
[}

~

X0 0O -+ ni

8
2
g
2

n TV >

999.56
829.45
742.42
641.37
584.35
527.33
343.21
272.17
175512

500

415

371.
321.
292.
264.
172.
136.

88.

91

y++
.28
«23
74l
19
68
1y
11
59
06



92

H3 K9-R17
KSTGGKACAPR

id list per inj. peptide 2+ 3+
i= 20130708_293THistone H3K14Ac [prop_d0] 528.296 == m— 352.533 = m—
i= 20130708_293THistone H3K14Ac [pic,prop_d0] 569.801 === m—— 373.537 e m—

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

3e+7 1 I:‘ 1
! 1
1 H 3e+7 1 /\
2.5e+7 8e+6 ! ,\ Kl4ac ! / . K14ac
6e+6 : / \ sl : \
2e+7 T |
' k9ac | / 107 |K9acC 1 / \
1.5e+7 2046 i ¥ .
0e+0- o - T Oe+0== M &._.._
36

37.5

24.8 25.0 25.2 25.4 25.6
1e+7 :I‘

- “tr*|'*1n ‘iﬂl"i! q

30 35 - 20 a5



H3_K9-R17: KSTGGKACAPR

93

Quanti event: 24.9-25.7min

injection peptide charge m/z auc

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K14Ac [prop_d0] 1 1055.5844 1.8e+6
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K14Ac [pic,prop_d0] 1118.5953 0.0e+0 6e+6 - \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K14Ac [prop_d0]

—

2 528.2958 9.5e+7
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K14Ac [pic,prop_d0] 2 559.8013 1.3e+5 J \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K14Ac [prop_d0] 3 352.5330 0.0e+0 2e+6- I \

3 &

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K14Ac [pic,prop_d0]

3735366 0.0e+0 (g, mmmss

25.2 25.4 25.6
Quanti event: 36.6-37.6min _
3e+7 \
injection peptide charge m/z auc E
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K14Ac [prop_d0] 1 1055.5844 0.0e+0 26174 ? \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K14Ac [pic,prop_d0] 1 1118.5953 1.3e+8

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K14Ac [prop_d0] 528.2958  0.0e+0
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K14Ac [pic,prop_d0] 559.8013 6.3e+8 Te+7+ \
352.5330 0.0e+0

373.5366  0.0e+0 Oe+0-

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K14Ac [prop_d0]
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K14Ac [pic,prop_d0]

w w NN




H3_K9-R17: Prop-KSTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 3354
retention time 25.0min
precursor m/z 528.2961 M H2* 528.2958
precursor charge P MH A5 Da 0.0005
MH Apass PPM 0.5
edit peptide
o {Propionyl}K{Propionyl}STGGK{Acetyl}APR align
vscan: 3354 (25.0min) 2+ 528.2961Da
* $
'0»
$ N
A
K
N »
## N Yy ¢ X ¢
1l .“ | tad 11 | [ | \ | . “I
T T T T T T T T
200 300 400 500 600 700 800 900
* —

I+
|

= 140Da diagnostic ion
= 126Da diagnostic ion

121.
164.
215.
243.
272.
357.
392.
441.
59

08
60
12
63
14
20
71
24
28

241.

328.

429

486.

543

713.

784

881

1037.

15
19

.23

26

.28

38

.42

.47

Propionyt

Propiony

X060 Hnx

D TV >

999.56
815.44
728.40
627.36
570.34
513231
343.21
272.17
175.12

500.

408

364.

314.

285.

257.

172.

136.

88

Y4+
28
.22
71
18
67
16
il
)
.06

94



H3_K9-R17: PIC-KSTGGKACAPR MS/MS

scan: 5746 (36.6min) 2+ 559.8015Da

*

2

4

o
*
%

IO N

T
400

scan
retention time
precursor m/z

Experimental spectrum

edit peptide

° {PIC}K{Propionyl}STGGK{Acetyl}APR

*s

&
X i
&

i ) A
660

5746
36.7min

559.8015
precursor charge 24

>

o

T
800

Theoretical

M HZ»
MH A.¢s Da
MH Apas5 PPM 0.4

align

T
1.000

559.8013
0.0005

* = 140Da diagnostic ion
# = 126Da diagnostic ion

60.
152.
196.
246.
275.
303.
388.
424.

550.

b++

53
59
10
63
14
65
70
22

GH75,

80

120.
304.
391.
492.
549.
606.
776.
847.
944.
1100.

29
39
43
48

]

2
[}

-

g
h-)
g
2

H

T >

X0 0+ o0

999.

815
728

627.
570.
513.

343

272.

175.

.44
.40

36
34
il

.21

17

500

408.
364.
314.
285.
257.
172.
136.

88.

95

Y+
.28
22
71
18
67
16
11
59
06



KSPoTG
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H3 K9-R17:
GKACAPR

id list per inj. peptide 1+ 2+ 3+
i= 20130708_293THistone H3S10PoK14Ac [prop_d0] 1135.561 == o e 568.279 == m— 379.188 === e e
i= 20130708_293THistone H3S10PoK14Ac [pic.prop_d0] 1198.562 = = — 599.784 = s —— 400192 —-ce—
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM
7e+5
6e+5 _
a3 - \
4e+5 ';
3e+5
2e+5 :
1e+5 A /\ i
/“.\ a : “1 }/\ M
26 28 30 32 34 36 38 40



H3_K9-R17: KSPoTGGKACAPR

97

Quanti event: 25.4-27.5min

injection peptide charge m/z auc 1e+5-
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3S10PoK14Ac [prop_d0] 1 1135.5507 0.0e+0 yiolE
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3S10PoK14Ac [pic,prop_d0] 1 1198.5616 0.0e+0
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3S10PoK14Ac [prop_d0] 2 568.2790 1.2e+6 5e+4 -
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3S10PoK14Ac [pic,prop_d0] 2 599.7844 3.1e+4 : :
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3S10PoK14Ac [prop_d0] 3 379.1884 4.5e+4 / o5 ‘J \_/\
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3S10PoK14Ac [pic,prop_d0] 3 001921 00es0 OO0 'm 0 260 26.4 266 268
Quanti event: 37.3-38.8min
injection peptide charge m/z auc 6e+5- "/\‘
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3S10PoK14Ac [prop_d0] 1 1135.5507 0.0e+0
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3S10PoK14Ac [pic,prop_d0] 1 1198.5616 1.2e+5 de+5-
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3S10PoK14Ac [prop_d0] 2 568.2790 0.0e+0
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3S10PoK14Ac [pic,prop_d0] 2 599.7844 8.4e+6 2645+ / \
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3S10PoK14Ac [prop_d0] 3 379.1884 0.0e+0
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3S10PoK14Ac [pic,prop_d0] 3 400.1921  0.0e+0 0e+0- / \ L _/ elansia ¥

376 378 382 384



H3_K9-R17: Prop-KSPoTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 3575
retention time 26.3min
precursor m/z 568.2783 M H2* 568.2790
precursor charge 24 MH A,ss Da -0.0015
MH Apass ppm -1.3
edit peptide
° {Propionyl}K{Propionyl}S{Phospho} TGGK{Acetyl}APR align
scan: 3575 (26.3min) 2+ 568.2783Da
*
K
&
N
§
¥ ” s $
## 6’65 3 2 ‘ &
ol [T T - I M\‘J\l I [ | | I
T T T T T T T T T T
00 200 300 400 500 600 700 800 900 1,000
Anchor Explanation? Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 895.4161 m/z 797.4393 Drva -97.97681
intensity 102 intensity 248
int. rank 42 int. rank 15
match
* _ y8 — H3PO4

I+
Il

= 140Da diagnostic ion
126Da diagnostic ion

121.08
204.58
255.10
283.61
312.13
397.18
432.70
481.22

559.27

241.
408.
509.
566.
623.
793.
864.
961.
1habibz/e

15
il
20
22
24
85
39
44

Propionyl

Propiony!

(23PN

Phospho

iIX O O -

z

0 T >

y
1079.52
895.40
728.40
627.36
570.34
513.31
343.21
272.17

175.12

540
448

364.
314.
285.
257.
172.
136.

88.

98

Y4+
27
.21
7hl
18
67
16
ikl
59
06



H3_K9-R17: PIC-KSPoTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 6140
retention time 38.1min
precursor m/z 599.7842 M H2* 509.7844
precursor charge 24 MH A,,ss Da -0.0005
MH Apass ppPM -0.4
edit peptide
© {PIC}K{Propionyl}S{Phospho}TGGK{Acetyl}APR align
oyl #0 (38.1min) 2+ 599.7842Da
ok
£
_\W ,9'»
< & $ $
g o $
# _‘K' R & 2
Ll L‘ [ J R H ) L‘JH T 1 ||\ . A [T H
T T T . T
200 400 600 1.000

Anchor Explanation? Tune the seq

click on peak mouse over peak delta mass could be... Align anchor peak

m/z 895.4010 m/z 797.4262 A -97.97479

intensity 11640 intensity 38895

int. rank 6 int. rank 96

match
* _ y8 — H3PO4

B
Il

= 140Da diagnostic ion
126Da diagnostic ion

60.
152.
236.
286.
315.
343.
428.
464.
512.
590.

53
59
09
61
12
63
68
20
73
78

120.04
304.17
471.16
572.21
629.23
686.25
856.36
927.40
1024.45
1180.55

2
[}

‘X

X0 0 -

T >

Y;

1079.52
895.40
728.40
627.36
570.34
533!
343.21
202517
175.12

540.

448

364.
314.
285.
257.
172.
136.

88.

99

Y4+
27
.21
7/l
18
67
16
i
59
06



100

H3 K9-R17:

KSPropTGGKACAPR

id list per inj. peptide 1+ 2+ 3+
i= 20130708_293THistone H3S10PropK14Ac [prop_do] 1111611 — o — - 556.309 == e« 371.208 =—-erm—
i= 20130708_293THistone H3S10PropK14Ac [pic,prop_d0] 1174.622 ——- 587.814 ——-s—- 392212 =——ceemm—
. zoom out | 9 20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
6e+5
) Q
-
4e+5 Tll_prop .
2e+5 » ﬁ | &
ya / l“\". j\tA hY A At aN\oe A A A /\ l. ‘, ;AA /\\
30 32 34 36 38 40 42 44 46 48



H3_K9-R17: KSPropTGGKACAPR

Quanti event: 32.2-33.2min

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

Quanti event: 45.7-47.3min

injection
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

peptide
H3S10PropK14Ac [prop_d0]

H3S10PropK14Ac
[pic,prop_d0]

H3S10PropK14Ac [prop_d0]
H3S10PropK14Ac
[pic,prop_d0]
H3S10PropK14Ac [prop_d0]

H3S10PropK14Ac
[pic,prop_d0]

peptide
H3S10PropK14Ac [prop_d0]

H3S10PropK14Ac
[pic,prop_d0]

H3S10PropK14Ac [prop_d0]
H3S10PropK14Ac
[pic,prop_d0]
H3S10PropK14Ac [prop_d0]

H3S10PropK14Ac
[pic,prop_d0]

charge m/z

1
1

charge

1111.6106
1174.6215

556.3089
587.8144

371.2084
392.2120

m/z
1111.6106
1174.6215

556.3089
587.8144

371.2084
392.2120

auc
3.9e+5
0.0e+0

1.2e+7
0.0e+0

0.0e+0
0.0e+0

auc
0.0e+0
8.4e+5

0.0e+0
1.8e+7

0.0e+0
4.4e+6

2e+5-

101
/ g — \
32.4 32.6 32.8 33.0

H\J |

46.5 47.0

1 /\

AL

46.0




H3 K9-R17: Prop-KSPropTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 4838
retention time 32.7min
precursor m/z 556.3083 M H2 556.3089
precursor charge P MH A5 Da -0.0012
MH Appass ppm -1.1
edit peptide
o {Propionyl}K{Propionyl}S{Propionyl}TGGK{Acetyl}APR align
scan: 4838 (32.7min) 2+ 556.3083Da
£
F
Q~
&
A
& <
> B g o9
4 R s & I
| by, Jilig= . | de ) | | L
200 400 600 800 1,000
* —

= 140Da diagnostic ion
126Da diagnostic ion

I+
Il

©

121.
192.
243.
271.
300.
385.
420.
469.
547.

08
61
13

16
21
73
25
30

241.

384

485.
542.
599.
769.
840.
93

1093.

15

.21

26
28
30
41
45
50
60

Propiony!

Propiony

Propiony

X0 o H

I TV >:

1055.
871.
728.
627.
570.
513.
343.
272.
175.

46
40
36
34
31
21
7
12

528

436.
364.
314.
285.
257.
172.
136.

88.

102

Y4+
.30
24
il
18
67
16
11
59
06



H3_K9-R17: PIC-KSPropTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 8751
retention time 47.0min
precursor m/z 587.8121 M H2* 587.8144
precursor charge 24 MH A, Da -0.0045
MH Apass PPM -3.8
edit peptide
° {PIC}K{Propionyl}S{Propionyl}TGGK{Acetyl}JAPR align
scan: 8751 (47.0min) 2+ 587.8121Da b++ b y Y+
60.53 120.04 r(c 1055.58 528.30
1 152.59 304.17 i 871.46 436.24
* S
x 2 224.12 447.22 SRy 728.40 364.71
$ T
3 274.64 548.27 I 627.36 314.18
4 303.15 605.29 G 570.34 285.67
5  331.66 662.31 K 513.31 257.16
6 416.71 832.42 *Xz 343.21 172.11
s 7 452.23 903.46 7217 136.59
¥ P
*.,«a 8 500.76 1000.51 R 175.12 88.06
N X $ 9 578.81 1156.61
& $
i | * T l 4\ :
\‘m“\u H.Hr\‘lq Il | | 1y vl |\H||I\|‘| h | (W] i I“\Iw l\ | o |
: ' ' ' v
200 400 600 800 1,000
k* —

= 140Da diagnostic ion
126Da diagnostic ion

I+
Il
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H3 K9-R17:
KSTPropGGKACAPR

id list per inj. peptide 2+ 3+
iE 20130708 _293THistone H3T11PropK14Ac [prop_d0] 556.309 = m—— 371.208 =——c= o m—
i= 20130708_293THistone H3T11PropK14Ac [pic,prop_d0] 587.814 = =———— 392212 = e—
.zoom out | 20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM

6e+5 é :
\
! ?
4e+5

S\ Pat

31.0 31.5 32.0 32.5 33.0 33.5 34.0 34.5




H3_K9-R17: KSTPropGGKACAPR

Quanti event: 33.1-34.2min

injection
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

1e+5-

8e+4
6e+4 - \
4e+4 /

2e+4 - \k\
0e+0-4" \/\ J —

peptide

H3T11PropK14Ac [prop_d0]
H3T11PropK14Ac
[pic,prop_d0]
H3T11PropK14Ac [prop_d0]
H3T11PropK14Ac
[pic,prop_d0]
H3T11PropK14Ac [prop_d0]

H3T11PropK14Ac
[pic,prop_d0]

No peaks detected for PIC-labeling.

33.4 33.6 340

charge m/z auc

1
1

1111.6106 1.7e+4
1174.6215 0.0e+0

556.3089 1.3e+6
587.8144 0.0e+0

371.2084 0.0e+0
392.2120 0.0e+0

105



H3 K9-R17: Prop-KSTPropGGKAcCAPR MS/MS

Experimental spectrum Theoretical
scan 5086
retention time 33.8min
precursor m/z 556.3085 M HZ* 556.3089
precursor charge o MH A5 Da -0.0009
MH Apass PPM -0.8
edit peptide
° {Propionyl}K{Propionyl}ST{Propionyl}GGK{Acetyl}JAPR align
scan: 5086 (33.8min) 2+ 556.3085Da b++ b y Y4+
& Ecrion 1055.58 528.30 9
% 4
1 121.08 241.15 Bl 871.46 436.24 8
2 164.60 328.19 T 784.43 392.72 7
3 243.13 485.26 ”é 627.36 314.18 6
4 271.64 542.28 I 570.34 285.67 5
5 300.16 599.30 K 513.31 257.16 4
6 385.21 769.41 *Xﬂ 343.21 172751
< 7 420.73 840.45 = 228 17, 136.59 2
8  469.25 937.50 = 175.12 88.06 1
o
B z 9 547.30  1093.60
Z T oM p > o9 3
# S < MR ‘
T l I i |\ i boeeti: | o vlwuH\ .\/L‘l N 1 i, TR
T i ' . '
200 400 600 800 1,000
k* —

= 140Da diagnostic ion
126Da diagnostic ion

I+
Il



id list per inj.

5e+7

de+7

3e+7

2e+7

1e+7

H3 K

107

O-R17/:

KVie1STGGKACAPR

iE 20130708_293THistone

i= 20130708_293THistone

peptide

H3K9MeK14Ac [prop_d0]

H3K9MeK14Ac [pic,prop_d0]

1+ 2+ 3+
1069.600 =——-———- 535.304 =——-r=——- 357.205 = m—
1132.611 == e« 566.809 = m—— 378208 ——-r-=——-
‘» 20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
’h
&
I!
4
’x!
|}
A
j

35

] 40 45 50 55



H3_K9-R17: KMelSTGGKACAPR

108
Quanti event: 29.7-30.9min - .
injection peptide charge m/z auc 6
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9MeK14Ac [prop_d0] 1 1069.6000 1.5e+6 1 b
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9MeK14Ac [pic,prop_d0] 1 1132.6109 0.0e+0 6
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9MeK14Ac [prop_d0] 2 535.3037 9.0e+7
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9MeK14Ac [pic,prop_d0] 2 566.8091 4.1e+4 20401 ] .
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9MeK14Ac [prop_d0] 3 357.2049 0.0e+0 !
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3K9MeK14Ac [pic,prop_d0] 3 378.2085 0.0e+0 Oz 20.8 30.0 30.2 30.4 306 30. 81
Quanti event: 41.8-43.4min
B \
injection peptide charge m/z auc 3e+7
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9MeK14Ac [prop_d0] 1 1069.6000 0.0e+0
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9MeK14Ac [pic,prop_d0] 1 1132.6109 2.6e+7 2e+7 - 1 :
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3K9MeK14Ac [prop_d0] 2 535.3037 0.0e+0
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9MeK14Ac [pic,prop_d0] 2 566.8091 5.0e+8 1e+7 - ! g
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9MeK14Ac [prop_d0] 3 357.2049 0.0e+0 \
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9MeK14Ac [pic,prop_d0] 3 378.2085 3.5e+5
. _prop propLpicL._ L [pic,prop_d0] wo___,gm_ s S



H3_K9-R17: Prop-KMelSTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 4179
retention time 30.0min
precursor m/z 535.3033 M HZ* 535.3037
precursor charge P MH A,,ss Da -0.0006
MH Apass ppm -0.6
edit peptide
° {Propionyl}K{Methyl,Propionyl}]STGGK{AcetylJAPR align
scan: 4179 (30.0min) 2+ 535.3033Da 2
v\
$ N
v
£
* # » o
he £ M > 2l a
Ry s b} *
dd v b e e wu Al . : :
T T T T T
200 400 600 800 1,000
* —

I+
Il

= 126Da diagnostic ion
171Da diagnostic ion

128.
171.
222.
250.
279.
364.
399.
448.
526.

09
60
13
64
1l
20
72
25
30

255.17
342.20
443.25
500.27
557.29
727.40
798.44
895.49
1051.59

Propionyl

Methyl,Propionyl

X0 6 H

0 T >

v
1013.57
815.44
728.40
627.36
570.34
513531
343.21
272.17
175.12

507

408.
364.
314.
285.
257.
172.

88.

109

y++

.29 9
22 8
7l
18 6
67 5
16 4
1 3
.59 2
06 1



H3_K9-R17: PIC-KMelSTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 7314
retention time 42 .3min
precursor m/z 566.8087 M H? 566.8091
precursor charge 24 MH Apass Da -0.0008
MH Apass PPM -0.7
edit peptide
° {PIC}K{Methyl,Propionyl}]STGGK{Acetyl}APR align
scan: 7314 (42.3min) 2+ 566.8087Da L b++ b y y++
: 60.53 120.04 ;‘(C 1013.57 507.29 9
# 1 159.59 318.18 "'e"i*'g°°°""" 815.44 408.22 8
220311 405.21 T 728.40 364.71 7
3 253.63 506.26 I 627.36 314.18 6
2 4 282.14 563.28 G 570.34 285.67 5
£ 5 310.66 620.30 513.31 257.16 4
< K
6 395.71 790.41 AKJ‘ 343.21 172.11° 3
7431723 861.45 272817 136.59 2
& P
$ 8 479.75 958.50 R 175.12 88.06 1
D
22 5 o 9 557.80 1114.60
k < vx"» 3 ~\'_\» ‘
P . |\..||\“‘HH |J|‘ |[‘.| S ol \’\\
00 200 300 400 500 600 700 800 900 1,000

* = 126Da diagnostic ion
# = 171Da diagnostic ion



id list per inj.

i= 20130708_293THistone

iE 20130708_293THistone

111

H3 K9-R17:
KMelSPoTGGKACAPR

No MS2 for Prop-labeling detected in peak with correct retention-time shift.

peptide

H3K9MeS10PoK14Ac [prop_d0]

H3K9MeS10PoK14Ac [pic,prop_d0]

1+

1149.566 ——-——

1212.577 v e

20130708_293TH

2+ 3+
575.287 = »m— 383.860 = nm—
606.792 =——-r——— 404.864 ——cnm—

istone’? propL2xvspropLpicL_H3incl_ TMM

&

1e+6

8e+5 l\ ﬁ

6e+5 1

de+5 ? ‘ ’\.

2e+5 ’," .b‘ . /-.
N . e e Bl

30

40

45




H3_K9-R17: KMelSPoTGGKACAPR

Quanti event: 43.2-44.1min

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+5 -

2e+5-

1e+5-

G o B

436 437 43.8 43.9

peptide
H3K9MeS10PoK14Ac
[prop_d0]
H3K9MeS10PoK14Ac
[pic,prop_d0]
H3K9MeS10PoK14Ac
[prop_d0]
H3K9MeS10PoK14Ac
[pic,prop_d0]
H3K9MeS10PoK14Ac
[prop_d0]

H3K9MeS10PoK14Ac
[pic,prop_d0]

No peaks identified for Prop-labeling.

charge m/z auc

1

1149.5664 0.0e+0

1212.5773 2.2e+5

575.2868 0.0e+0

606.7923 6.2e+6

383.8603 0.0e+0

404.8639 0.0e+0
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H3_K9-R17: PIC-KMelSPoTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 7760
retention time 43.7min
precursor m/z 606.7911 M HZ* 606.7923
precursor charge 24 MH Aas5 Da -0.0023
MH Anass pPmM -1.9
edit peptide
© {PIC}K{Methyl,Propionyl}S{Phospho} TGGK{Acetyl}APR align
[peam: 7760 (43.8min) 2+ 606.7911Da
£
N
< > o e
g
% L
< ‘ R
$
* 4" ‘ @
“ b |‘N.‘ ‘ ‘H uh I WWIJ 11 MMH\L|\|‘ " * i | | L‘ | I | i |
T - T 1 T T
200 400 600 800 1,000 1,200
Anchor Explanation? Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 895.4007 m/z 797.4244 .- -97.97626
intensity 7984 intensity 24889
int. rank 7 int. rank 0
match
* y8 — H3PO4

B
Il

= 126Da diagnostic ion
171Da diagnostic ion

60.
159.
243.
293.
322.
350.
435.
471.
519.
597.

b3
59
09
62
13
64
69
21
74
{79,

120.
318.
485.

586
643
700

870.

941
1038

1194.

04
18
18

.23
.25
.27

38

.41
.47

2
o]

P

Methyl, Propionyl

(7]

E
3
8
8
s
H

X0 0+

o o>

1093.
895.
728.
627.
570.

513.

343

272.
175.

s
54
40
40
36
34
31

.21

17
12

547.
448.
364.
314.
285.
257.
172.
136.

88.

113
Y+

27 9
21 8
71

18 6
67 5
16 4
11

59 2
06
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H3 K9-R17:

KMelSorTPropGGKACAPR

Peak contains overlapping spectra for either PTM. T11prop shown, no MS2 found for Prop-labeling.

id list per inj.
i= 20130708_293THistone

i= 20130708_293THistone

peptide

1+ 2+ 3+
H3K9MeT11PropK14Ac [prop_d0] 1125.626 —- 563.317 == = e—m . 375880 ——--—-
H3K9MeT11PropK14Ac [pic,prop_do] ALYy A — YR S — 306.884 = n s e

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

3e+6 "_
&
2.5e+6 l \
[
2e+6 | |
‘el
1.5e+6 / \
1e+6 ' l
5e+5 / \\
,./ b _A\ / \ /-/ e AA N /’A
46 48 50 52

54 56



H3_K9-R17: KMelSorTPropGGKACAPR

Quanti event: 51.9-53.1min

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
H3K9MeT11PropK14Ac
[prop_d0]
H3K9MeT11PropK14Ac
[pic,prop_d0]
H3K9MeT11PropK14Ac
[prop_d0]
H3K9MeT11PropK14Ac
[pic,prop_d0]
H3K9MeT11PropK14Ac
[prop_do0]

H3K9MeT11PropK14Ac
[pic,prop_d0]

3e+51 (\
2e+5- | '
1e+5+ :

Oe+0- ./ : " / ’ \

charge m/z auc

1

1125.6263 0.0e+0
1188.6372 5.9e+5
563.3168 3.0e+4
594.8222 6.2e+6
375.8803 0.0e+0

396.8839 0.0e+0

No peak identified for Prop-labeling.
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H3_K9-R17: PIC-KMelSTPropGGKACAPR MS/MS

vscan: 10462 (52.2min) 2+ 594.8212Da

4

<&

ol !‘I |..‘m‘ 1K

T T
200 400

*’\ I, |

Experimental spectrum

scan 10462
retention time 52.2min
precursor m/z 594.8212
precursor charge 24

edit peptide

© {PIC}K{Methyl,Propionyl}ST{Propionyl}GGK{Acetyl}APR

o

s

>

‘m“li\h. ‘L‘ \| HEAE ‘Hw \

T T
600 800

Theoretical

M H2* 594.8222

MH Ap,ss Da -0.0021

MH Apass ppm -1.8

align

| |

; ;
1,000 1,200

*
|

= 126Da diagnostic ion
171Da diagnostic ion

B
Il

60.
159.
203.
281.
310.
338.
423.
459.
507.
585.

53
59
il
65
16
67
72
24
i1
82

120.
318.
405.

562

619.
676.

846
917

1014.
1170.

04
18
21

.29

31
33

.44
.47

PIC

Methyl, Propionyl

= WX

Propionyl

P OO

z

n v >

1069.

871
784

627.
570.
513.
343.
272.

i

.46
.43

36
34
31
21

12

535.
436.
392.
314.
285.
257.
172.
136.

88.

116
Y4+

30 9
24 8
2T
18 6
67 5
16 4
11 3
59 2
06 1



H3 K9-R17:

KIVie2STGGKACAPR

id list per inj.
i= 20130708_293THistone

i= 20130708_293THistone

peptide

H3K9Me2K14Ac [prop_d0]

H3K9Me2K14Ac [pic]

1+

1090.600

1027.589 —-

2+

117

20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM

3e+7 "

2.5e+7 k
-

2e+7 -

1.5e+7 ‘

1e+7 »‘

5e+6

trha 4 “ 8
ﬁs 20 25 30

35

40



H3_K9-R17: KMe2STGGKACAPR

Quanti event: 14.6-15.6min

injection

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

Quanti event: 24.3-25.0min

injection

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

peptide
H3K9Me2K14Ac [prop_d0]

H3K9Me2K14Ac [pic]
H3K9Me2K14Ac [prop_d0]
H3K9Me2K14Ac [pic]
H3K9Me2K14Ac [prop_d0]
H3K9Me2K14Ac [pic]

peptide

H3K9Me2K14Ac [prop_d0]
H3K9Me2K14Ac [pic]
H3K9Me2K14Ac [prop_d0]
H3K9Me2K14Ac [pic]
H3K9Me2K14Ac [prop_d0]
H3K9Me2K14Ac [pic]

charge

P R 3

charge

m/z
1027.5895
1090.6004
514.2984
545.8038
343.2013
364.2050

m/z
1027.5895
1090.6004
514.2984
545.8038
343.2013
364.2050

auc

6.4e+3
0.0e+0
5.2e+7
0.0e+0
0.0e+0
0.0e+0

auc
0.0e+0
4.1e+5
1.2e+4
4.5e+8
0.0e+0
0.0e+0

3e+7

2e+7

1e+7

Oe+0-;

118
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H3_K9-R17: Prop-KMe2STGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 1819
retention time 15.0min
precursor m/z 514.2979 M H2* 514.2984
precursor charge P MH A5 Da -0.0009
MH Apass ppm -0.9
edit peptide
o {Propionyl}K{Dimethyl}]STGGK{Acetyl}APR align
scan: 1819 (15.0min) 2+ 514.2979Da b++ b y y++
Excrion 971.56 486.29 9
K
1 107.08 213.16 ””é’”“ 815.44 408.22 8
2 150.60 300.19 T 728.40 364.71 7
3 201.12 401.24 G 627.36 314.18 6
4 229.63 458.26 G 570.34 285.67 5
5 258.14 515.28 K 513.31 257.16 4
6  343.20 685.39 "j&fv“ 343.21 172110 3
7 378.72 756.43 P Ir2. 17 136.59 2
& $ 8 427.24 853.48 175.12 88.06 1
o R
< 9  505.29 1009.58
2 £ <~ D 2
& & $ @ s 3 $
S ) SR I . - | H f ' H e | i l y l l I '
: ' ' ' : ' ' ' |
0o 200 300 400 500 600 700 800 900




H3_K9-R17: PIC-KMe2STGGKACAPR MS/MS

scan: 3242 (24.5min) 2+ 545.8034Da

*
%
2 s,

T v
0o 200 300

Experimental spectrum

scan 3242
retention time 24.5min
precursor m/z 545.8034
precursor charge 24

edit peptide

© (PICIK{Dimethyl)STGGK{Acety]APR

#x

s

Theoretical
M H? 545.8038
MH Apass Da -0.0008
MH Apass PPM -0.8
align
K
< * <
| |

T
800

b++
60.53
138.59
182.10
232.63
261.14
289.65
374.70
410.22
458.75
536.80

120.

276.

363

464

521
578.
748.
819.
916.
1072.

04
17

.20

.25

27
29
40
44
49

2
[}

~

X0 0 - 0]

§

0 TV >

Y
971.56
815.44
728.40
627.36
570.34
513.31
343.21
272.17

175.12

486
408

364.
314.
285.
257.
172.
136.

88.

120

Y4+
.29
.22
71
18
67
16
1l
59
06



121

H3 K9-R17:
KMe2SPoTGGKACAPR

id list per inj. peptide

iE 20130708_293THistone H3K9Me2S10PoK14Ac [prop_d0]

iE 20130708_293THistone H3K9Me2S10PoK14Ac [pic]

1+ 2+ 3+
1107.556 =—— = — 554.282 =—rrm— 369.857 =——-rsm—
1170.567 —- 585.787 === =——— 390.860 =——-=-——-

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

5e+5
de+5
3e+5
2e+5
1e+5 3 ‘
5 |

18 20

22

22 26 : 28



H3_K9-R17: KMe2SPoTGGKACAPR

Quanti event: 16.6-18.2min

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

Quanti event: 26.7-28.1min

injection

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

peptide

H3K9Me2S10PoK14Ac
[prop_d0]

H3K9Me2S10PoK14Ac [pic]

H3K9Me2S10PoK14Ac
[prop_d0]

H3K9Me2S10PoK14Ac [pic]

H3K9Me2S10PoK14Ac
[prop_d0]

H3K9Me2S10PoK14Ac [pic]

peptide

H3K9Me2S10PoK14Ac
[prop_do0]

H3K9Me2S10PoK14Ac [pic]

H3K9Me2S10PoK14Ac
[prop_d0]

H3K9Me2S10PoK14Ac [pic]

H3K9Me2S10PoK14Ac
[prop_do0]

H3K9Me2S10PoK14Ac [pic]

charge m/z auc

1 1107.5558 0.0e+0
1 1170.5667 0.0e+0
2 554.2815 7.5e+5
2 585.7870 0.0e+0
3 369.8568 0.0e+0
3 390.8604 0.0e+0
charge m/z auc

1 1107.5558 0.0e+0
1 1170.5667 6.1e+4
2 554.2815 0.0e+0
2 585.7870 5.3e+6
3 369.8568 0.0e+0
3 390.8604 0.0e+0

-

2e+5

i

/\
/
/ N\

— — S o —

27.1

272 27.3 274 275 276

122



H3_K9-R17: Prop-KMe2SPoTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 2133
retention time 17.5min
precursor m/z 554.2807 M H2* 554.2815
precursor charge 24 MH Anass Da -0.0017
MH Apass PPM -1.5

edit peptide
° {Propionyl}K{Dimethyl}S{Phospho}TGGK{Acetyl}APR align

scan: 2133 (17.6min) 2+ 554.2807Da

‘0»
{
> i £
I & > & g & & K &
| i |11 I | n e | L b |
260 360 400 560 660 760 860 960

Anchor Explanation? Tune the seq

click on peak mouse over peak delta mass could be... Align anchor peak

m/z 895.4067 m/z 797.4252 Drva -97.98145

intensity 405 intensity 2514

int. rank 16 int. rank

y8 — H3PO4

match

107.
190.
241.
269.
298.
383.
418.
467.
545.

08
58
11
62
13
18
70

28

213.
380.
481.
538.

595

765.
836.
933.
1089.

16
16
21
23

.25

53
39
44

Propionyl
Dimethyl

Phospho

T

IX0 0

D U >}

i

1051.53
895.40
728.40
627.36
570.34
513.31
343.21
272.17

175512

123

Y+
526.27

448.21

364.
314.
285.
257.
172.
136.

88.

71
18
67
16
11
D9
06



H3_K9-R17: PIC-KMe2SPoTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 3760
retention time 27.3min
precursor m/z 585.7858 M H?* 585.7870
precursor charge 24 MH A s Da -0.0024
MH Apass ppPm -2.1
edit peptide
© {PIC}K{Dimethyl}S{Phospho}TGGK{Acetyl}APR align
scan: 3760 (27.3min) 2+ 585.7858Da b++ b y y++
60.53 120.04 'I’E 1051.53 526527 o
1 138.59 276.17 ”“é‘”' 895.40 448.21 8
2 222.09 443.17 ”"°T‘°“° 728.40 364.71 7
3 272.61 544.22 G 627.36 314.18 &6
4 301.12 601.24 G 570.34 285.67 5
5 329.63 658.26 K 513.31 257.16 4
6 414.69 828.37 A"'Ae‘" 343.21 iyzsil
7 450.20 899.40 ) 272.17 136.59 2
8 498.73 996.46 R 175.12 88.06 1
a o ° 9 576.78 1152.56
nd 3§ 3 $
i < Y &£
@ ¢ $
RO TR I I L‘ v|| R A | .‘nu.‘.\ ‘.ll‘ll‘ |)4\ ‘| ; “ ||‘ I Il‘ i
T T T T T
200 400 600 800 1,000
Anchor Explanation? Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/z 895.4056 m/z 797.4261 . -97.97949
intensity 799 intensity 5590
int. rank 40 int. rank 3
match

y8 — H3PO4



id list per inj.
i= 20130708_293THistone

i= 20130708_293THistone

125

H3 K9-R17:
KMe2SorTPropGGKACAPR

Peak contains overlapping spectra for either PTM. S10prop shown.

peptide

H3K9Me2S10PropK14Ac [prop_d0]

H3K9Me2S10PropK14Ac [pic]

1+ 2+ 3+
1083.616 = ==———— 542.311 == e— 361.877 == m—
1146.627 = = mme 573.817 === = c— 382.880 =——c= e m—

. zoom out 20130708_29g¥Histones_propL2xvspropLpicL_H3incl_ TMM
2.5e+7 i
Ve
2e+7 r|
1.56+7 '
e+ 4 0:
fi .
Te+7 A l ’l
a
¢ |
5e+6 ’L p ‘
" ‘., J‘ B t 2
20 25 30 35 40 45 50 55



H3_K9-R17: KMe2SorTPropGGKACAPR

Quanti event: 22.2-23.5min

injection

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

Quanti event: 33.2-34.3min

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

peptide
H3K9Me2S10PropK14Ac
[prop_d0]

H3K9Me2S10PropK14Ac [pic]

H3K9Me2S10PropK14Ac
[prop_do0]

H3K9Me2S10PropK14Ac [pic]

H3K9Me2S10PropK14Ac
[prop_do0]

peptide

H3K9Me2S10PropK14Ac
[prop_dO0]

H3K9Me2S10PropK14Ac [pic]

H3K9Me2S10PropK14Ac
[prop_d0]

H3K9Me2S10PropK14Ac [pic]

H3K9Me2S10PropK14Ac
[prop_d0]

H3K3Me2S10PropK14Ac [pic]

charge

1

N

charge

no

w

m/z

1083.6157

1146.6266
542.3115

573.8169
361.8767

m/z

1083.6157

1146.6266
542.3115

573.8169
361.8767

382.8804

auc

0.0e+0

0.0e+0
9.5e+6

0.0e+0
0.0e+0

auc

0.0e+0

0.0e+0
1.1e+6

7.4e+6
0.0e+0

2.8e+5

4e+5-
2e+5- \

126

0e+047" M,
224 226 228 230 232 234

3e+5

2e+5

1e+5-

/ \

a3 e
334 33.6 3.8



H3_K9-R17: Prop-KMe2SPropTGGKACAPR MS/MS

[scan: 2859 (22.5min) 2+ 542.3109Da

o

4

o

T
300

Experimental spectrum

scan 2859
retention time 22.5min
precursor m/z 542.3109
precursor charge 24

edit peptide

© {Propionyl}K{Dimethyl}S{Propionyl} TGGK{Acetyl}APR

s

T
700

>

4

Theoretical

M H2¢
MH A6 Da
MH Apass PPmM

align

o

4

T T
800 900

542.3115
-0.0013
-1.2

107.
178.
229.
257.
286.
371.
406.
455.
5335

08
61
14
65
16
21
73
26
il

213.16
356.22
457.27
514.29
571.31
741.41
812.45
909.50
1065.61

Propionyl

Dimethyl

Propionyl

X060+

v >

1027.
871.
728.
627.
570.
513.
343.
272.
175.

34
31
21

12

127
y++
514.30 9
436.24 8
364.71 7
314.18 &6
285.67 5
257.16 4
172.11 3
136.59 2
88.06 1



H3_K9-R17: PIC-KMe2SPropTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 5091
retention time 33.9min
precursor m/z 573.8165 M H?* 573.8169
precursor charge 24 MH A,,ss Da -0.0008
MH Apass ppm -0.7
edit peptide
° {PIC}K{Dimethyl}S{Propionyl}TGGK{AcetylJAPR align
scan: 5091 (33.9min) 2+ 573.8165Da
o
&
£
v’\
o
& & & » f R $ ® <
P S H ll i i THREE [ N |: R Y |
200 300 400 500 600 700 800 900

60.
138.
210.
260.
289.
317.
402.
438.
486.
564.

53
59
i1t2
64
15
66
72
23
76
81

120.
276.

419
520

577.
634.

804
875

972.
1128.

04
17

.23
.28

30

32

.43
.46

51

2
[}

XN

o
5
8

0

?
]
b1
]

ixX0 0 -

D U >

1027.
871.
728.
627
570.
513.
343
272.

175.

Y;

59,
46
40

.36

34

il

.21

17

12

514
436
364

314.
285.
257.
172.
136.

88.

y++
.30
.24
.71
18
67
16
11
59
06

128



id list per inj. peptide 2+ 3+ 4+
i 20130708_293THistone H3K9Me3K14Ac [prop_do0] 521.306 == — 347.873 ——— 261.157 ———
i 20130708_293THistone H3K9Me3K14Ac [pic] 552.812 = m—— 368.877 S 276.909 . —
(.Zzoom out ] 20130708_293THistones_propL2@spropLpicL_H3incl_TMM
S5e+7 ’ "
de+7 L \
(& ""
3e+7 \
2e+7 vt @
1e+7 e L \
e+
b, rq .
o ey 4 D (BN r » vo
14 16 18 20 22 24 26 28 30

H3 K9-R17:
KMe3STGGKACAPR

129




H3_K9-R17: KMe3STGGKACAPR

Quanti event: 13.6-15.6min

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

Quanti event: 23.5-25.2min

injection

20130708_293THistones_propL2xvspropLpicL_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

peptide

H3K9Me3K14Ac [prop_d0]
H3K9Me3K14Ac [pic]
H3K9Me3K14Ac [prop_d0]
H3K9Me3K14Ac [pic]
H3K9Me3K14Ac [prop_d0]
H3K9Me3K14Ac [pic]

peptide

H3K9Me3K14Ac [prop_d0]
H3K9Me3K14Ac [pic]
H3K9Me3K14Ac [prop_d0]
H3K9Me3K14Ac [pic]
H3K9Me3K14Ac [prop_d0]
H3K9Me3K14Ac [pic]

charge

charge

Gl JEr Y

m/z
1041.6051
1104.6160
521.3062
552.8116
347.8732
368.8769

m/z
1041.6051
1104.6160
521.3062
552.8116
347.8732
368.8769

auc
0.0e+0
0.0e+0
2.1e+7
0.0e+0
0.0e+0
0.0e+0

auc
0.0e+0
3.6e+4
2.0e+5
1.8e+8
0.0e+0
0.0e+0

2e+6-
1.56+6]
1e+6-

5e+5

N
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14.0 14.2 14.4 14.6 14.8 15.0 15.2

1.5e+7 -

1e+7 -




H3_K9-R17: Prop-KMe3STGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 1764
retention time 14.6min
precursor m/z 521.3055 M H?* 521.3062
precursor charge 24 MH A5 Da -0.0013
MH Apass ppm -1.3
edit peptide
° {Propionyl}K{Trimethyl}STGGK{Acetyl}APR align
scan: 1764 (14.6min) 2+ 521.3055Da b++ b y y++
Frciomg 985.58 493.29 9
: 1 114.09 227.18 Trkety 815.44 408.22 8
2 157.61 314.21 T 728.40 364.71 7
3 208.13 415.26 G 627.36 314.18 6
4 236.64 472.28 G 570.34 285.67 5
5 265.15 529.30 K 513.31 257.16 4
6 350.21 699.40 “Xr' 343.21 172,115 3
7 385.72 770.44 P 272.17 136.59 2
8  434.25 867.49 R 175.12 88.06 1
9 512.30 1023.59
Y
> A > o i
& > & O AP g $ Y <3 < *
I i | i S U . 1 R i I B '
- . . ' | ' r v T
200 300 400 500 600 700 800 900 1,00




H3_K9-R17: PIC-KMe3STGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 3211
retention time 24.4min
precursor m/z 552.8115 M H? 552.8116
precursor charge 24 MH Ap,s5 Da -0.0004
MH Apass PPM -0.3
edit peptide
o {PIC}K(Trimethyl}STGGK{Acetyl}APR align
bscan: 3211 (24.4min) 2+ 552.8115Da b+ b y Y4+

-
[}

{

60.53 120.04 985.58 493.29

1 145.60 290.19 T"Mse"‘“ 815.44 408.22
2 189.11 377022 T 728.40 364.71
3 239.64 478.27 G 627.36 314.18
4 268.15 535.29 G 570.34 285.67
5 296.66 592.31 K S 33T 257.16
6 381.71 762.41 A‘A:7‘ 343.21 1\ 2151
7 417.23 833.45 P 2T 136.59
8 465.76 930.50 R 175212 88.06
9 543.81 1086.61
& o F _‘n"\ o v';\ > 4{"3* v\x‘q r e 3 FO $ 2 K3

T [ i e U H i g i d gt i \ s

200 400 600 800 1,000




KMe3SPoTGGKACAPR

id list per inj.
i= 20130708_293THistone

i= 20130708_293THistone

H3 K9-R17:

peptide
H3K9Me3S10PoK14Ac [prop_d0]

H3K9Me3S10PoK14Ac [pic]

2+

561.280 === =——

592.795

20130708_293THistones_propL2xvspropL,

3+

374.529 ———vom—

395.532

4+

133

281.148 =—ceee—

296.901

p":L H3incl_TMM

1.4e+6 Al

1.2e+6 |‘

1e+6 r

8e+5 :\

6e+5 i‘\'

4e+5 -:' :

2e+5 c N L

® 18 “20 22 24 =726 28 30 32




H3_K9-R17: KMe3SPoTGGKACAPR

134
Quanti event: 16.7-17.4min
injection peptide charge m/z auc i
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9Me3S10PoK14Ac 2 561.2894 2.9e+5 3e+4 /\

[prop_d0] :
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9Me3S10PoK14Ac [pic] 2 592.7948 0.0e+0 D
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3K9Me3S10PoK14Ac 3 374.5287 0.0e+0 3

[prop_d0] ‘
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9Me3S10PoK14Ac [pic] 3 395.5323 3.6e+4 le+4+ \.
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9Me3S10PoK14Ac 4 281.1483 0.0e+0 >\ \\

[prop_d0] Oe+0-— v r T -
20130708_293THistones_propL2xvspropLpicL_H3incl_ TMM H3K9Me3S10PoK14Ac [pic] 4 296.9010 0.0e+0 168 169 170 171 172
Quanti event: 26.3-27.3min
injection peptide charge m/z auc 3e+57 ..
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me3S10PoK14Ac 2 561.2894 0.0e+0 \

[prop_do0] %
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me3S10PoK14Ac [pic] 2 592.7948 2.9e+6 2e+5 i
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me3S10PoK14Ac 3 374.5287 0.0e+0 /

[prop_do0] 1e454 : .
20130708_293THistones_proplL2xvspropLpicL_H3incl_ TMM H3K9Me3S10PoK14Ac [pic] 3 395.5323 1.2e+5 /
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9Me3S10PoK14Ac 4 281.1483 0.0e+0 R S \

[prop_d()] 0e+0_|/ _—-----"‘_‘_ —~—

26.6 26.7 26.8 26.9
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9Me3S10PoK14Ac [pic] 4 296.9010 0.0e+0



H3_K9-R17: Prop-KMe3SPoTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 2063
retention time 17.0min
precursor m/z 561.2885 M H?* 561.2894
precursor charge o0 MH A,,,ss Da -0.0018
MH Apass pPmM -1.6
precursor — H3PO4 ) )
edit peptide
° {Propionyl}K{Trimethyl}S{Phospho}TGGK{Acetyl}APR align
i$ERp2063 (17.0min) 2+ 561.2885Da [ers b y Yt
Sroplom 1065.55 533.28 9
1 114.09 227.18 graliy! 895.40 448.21 8
2 197.59 394.17 ""°_i_°”° 728.40 364.71 7
3 248.11 495.22 G 627.36 314.18 6
4 276.63 552.24 G 570.34 285.67 5
5 305.14 609.26 K 513.31 257.16 4
6 390.19 779.37 "‘A""‘ 343.21 172.11 3
7 425.71 850.41 P 72 1T 136.59 2
8 474.23 947.46 R 175.12 88.06 1
i 9 552.28 1103.56
< ,\
g > o o © hd
& B < & $ < ) ad
u i | i - , mm' ‘|M» HE| ' [ | |
T T — T T
200 400 600 800 1.000
Anchor Explanation? Tune the seq
click on peak mouse over peak delta mass could be... Align anchor peak
m/Z . 561.2885 m/z . 512.2998 Do -48.98865
intensity NaN intensity 6090
int. rank int. rank 52

match



H3_K9-R17: PIC-KMe3SPoTGGKACAPR MS/MS

precursor — H3PO4

;mw: 3644 (26.7min) 2+ 592.7941Da

*

T
400

i

Experimental spectrum

scan
retention time
precursor m/z
precursor charge

edit peptide

3644
26.7min
592.7941
2+

o {PIC}K{Trimethyl}S{Phospho}TGGK{Acetyl}APR

it ..Thl\ . &’f

—
600

s
>

800

2

Theoretical

M H24
MH A06s Da
MH Apass PPM

align

T
1,000

592.7948
-0.0015
-1.3

s $
L 1 i
T
200
Anchor
click on peak
m/z 592.7941
intensity NaN
int. rank

mouse over peak

m/z 543.8055
intensity 15927
int. rank 90

Explanation?

delta mass could be...
Dryz -48.98853

Tune the seq

Align anchor peak

match

60.
145.
229.
279.
308.
336.
421.
457.
505.
583.

53
60
10
62
13
64
69
21
74
79

120.
290.
457.
558.

615
672

842.
913.
1010.
1166.

04
19
18
23

.25
.28

38

2
[}

iX

3
3
e

(%]

7
3
g
8
s
g

X0 o+

D TV >&

1065.
895.

728

627.

570.

513.

343

272.
175.

40

.40

36

34

31

.21

17

12

533.
448.
364.
314.
285.
257.
172.
136.

136
Y4+

28 9
21 8
TINT
18 6
67 5
16 4
11 3
) A
.06 1



137

H3 K9-R17:
KMe3SorTPropGGKACAPR

Peaks contain overlapping spectra for either PTM. S10prop shown.

id list per inj. peptide 1+ 2+ 3+
i= 20130708_293THistone H3K9Me3S10PropK14Ac [prop_d0] 1097.631 —+»————- 549.319 == v e« 366.549 = m—
iE 20130708_293THistone H3K9Me3S10PropK14Ac [pic] 1160.642 —+—- 580.825 = v m— 387.552 v o e «
(zoom out]

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

4e+6

Ii

2e+6
1e+6
s

PL R

24 ' 26 28 30 32 34 36




H3_K9-R17: KMe3SorTPropGGKACAPR

Quanti event: 22.2-22.7min

injection

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM
20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM

Quanti event: 33.3-34.2min

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

peptide

H3K9Me3S10PropK14Ac
[prop_d0]

H3K9Me3S10PropK14Ac [pic]

H3K9Me3S10PropK14Ac
[prop_do0]

H3K9Me3S10PropK14Ac [pic]

H3K9Me3S10PropK14Ac
[prop_d0]

H3K9Me3S10PropK14Ac [pic]

peptide

H3K9Me3S10PropK14Ac
[prop_d0]

H3K9Me3S10PropK14Ac [pic]

H3K9Me3S10PropK14Ac
[prop_d0]

H3K9Me3S10PropK14Ac [pic]

H3K9Me3S10PropK14Ac
[prop_d0]

H3K9Me3S10PropK14Ac [pic]

charge m/z

1 1097.6313
1 1160.6422
2 549.3193
2 580.8248
3 366.5486
3 387.5523
charge m/z

1 1097.6313
1 1160.6422
2 549.3193
2 580.8248
3 366.5486
3 387.5523

auc

0.0e+0

0.0e+0
3.2e+6

0.0e+0
0.0e+0

0.0e+0

auc

0.0e+0

0.0e+0
0.0e+0

2.9e+6
0.0e+0

1.0e+5

2e+5

1e+5

1e+5-

..

'33.4 336 338 340 34

138



H3 K9-R17: Prop-KMe3SPropTGGKACAPR MS/MS

[scan: 2846 (22.4min) 2+ 549.3190Da

%

4

0 200

%

o

300

Experimental spectrum

scan 2846
retention time 22.4min
precursor m/z 549.3190
precursor charge 24

edit peptide

° {Propionyl}K{Trimethyl}S{Propionyl}TGGK{Acetyl}APR

»° r » ©
Lo < - N O 2
. 1 5 . )
. —— T T
400 500 600 700

Theoretical
M H?* 549.3193
MH Apass Da -0.0006
MH Appass ppm -0.5
align
A
e, J
{ < $ &
1 | l i L
— .
800 900

114.09
185.62
236.14
264.66
293.17
378.22
413.74
462.26

540.31

227.18
370.23
471.28
528.30
585.32
755.43
826.47
923.52

1079.62

Propiony!

Trimethyl

Propiony

o o4

T U >

1041

871
728

627.

570.

513.

343

272.
175.

.61
.46
.40

36
34
31

.21

117/
12

139
y++
521.31 9
436.24 8
364.71 7
314.18 6
285.67 5
257.16 4
172.11 3
136.59 2
88.06 1



H3_K9-R17: PIC-KMe3SPropTGGKACAPR MS/MS

Experimental spectrum

scan 5092
retention time 33.9min
precursor m/z 580.8243
precursor charge 24

edit peptide
° {PIC}K{Trimethyl}S{Propionyl} TGGK{Acetyl}APR

[scan: 5092 (33.9min) 2+ 580.8243Da

s
>

Theoretical

M H2¢
MH A, Da
MH Apass ppm

align

T
1,000

580.8248
-0.0010
-0.8

b++
60.53
145.60
217.13
267.65
296.16
324.67
409.72

445.24

571.82

b
120.04
290.19
433.24
534.29
591.31
648.34
818.44
889.48
986.53

1142.63

2
[}

{

Trimethyl

12

?
g
3
s

X060 -

T T >

1041
871
728

627.

570.

513

343

272.

75

.61
.46
.40

36
34

.31

.21

12

140
y++
521.31 9
436.24 8
364.71 7
314.18 6
285.67 5
257.16 4
172.11 3
136.59 2
88.06 1



id list per inj.

de+6

3e+6

2e+6

1e+6

iE 20130708_293THistone

i= 20130708_293THistone

141

H3 K9-R17:
KACSTGGKACAPR

peptide
H3K9AcK14Ac [prop_d0]

H3K9ACcK14Ac [pic]

[~

o

vV

1+ 2+ 3+
1041.569 = ——— 521.288 == —— 347.861 =——c=em——
1104.580 = =—— 552.793 = m— 368.865 =——cnr m——

20130708 293TH|"itones propL2xvspropLpicL_H3incl_TMM

a5

20

N
(6]

30 ' 35



H3_K9-R17: KAcSTGGKACAPR

142

Quanti event: 22.1-23.0min

8e+5- l\
injection peptide charge m/z auc . |
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [prop_d0] 1 1041.5687 5.5e+4 6e+5
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [pic] 1 1104.5796 0.0e+0 Hat .
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [prop_d0] 521.2880 7.3e+6 i)

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [pic] 552.7935 6.4e+3 2e+5-

2

2
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [prop_d0] 3 347.8611  0.0e+0

3

368.8647  0.0e+0 0e+0—,-—;--=/', B — h—_—ﬂ
222 22.4 22.6 22.8

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [pic]

Quanti event: 32.6-33.9min

injection peptide charge m/z auc _ i

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [prop_d0] 1 1041.5687 0.0e+0 3
4e+6 -

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [pic] 1 1104.5796 2.6e+6

20130708_293THistones_propL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [prop_d0]
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [pic]

521.2880 4.4e+4 3e+6 - : 5
552.7935 5.5e+7
20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [prop_d0] 347.8611  0.0e+0

20130708_293THistones_proplL2xvspropLpicL_H3incl_TMM H3K9AcK14Ac [pic] 368.8647  0.0e+0 .

f-__——T————'—T—T—I
330 332 334 336 338



H3_K9-R17: Prop-KAcSTGGKACAPR MS/MS

Experimental spectrum Theoretical
scan 2875
retention time 22 6min
precursor m/z 521.2877 M H?* 521.2880
precursor charge 24 MH Apas5 Da -0.0006
MH Apass ppm -0.5
edit peptide
© {Propionyl}K{Acetyl}]STGGK{Acetyl}APR align
scan: 2875 (22.6min) 2+ 521.2877Da b++ b y y++
Eroplon 985.54 493.27 9
* s S
4 1 114.07 227.14 S 815.44 408.22 8
2 157.59 314.17 T 728.40 364.71 7
3 208.11 415.22 G 627.36 314.18 6
4 236.62 472.24 G 570.34 285.67 5
5 265.13 529.26 K 513.31 257.16 4
6 350.19 699.37 Aoyl 343.21 172,11 &
< A
7 385.71 770.40 p 1257 136.59 2
$ 8 434.23 867.46 R 175.12 88.06 1
Fy 9 512.28 1023.56
" & & @ $
I | I el | | | 11 A | ‘ ‘ | |
200 300 400 500 600 700 800 900

* = 126Da diagnostic ion



H3_K9-R17: PIC-KAcSTGGKACAPR MS/MS

Experimental spectrum

scan

retention time
precursor m/z

precursor Charge

edit peptide

© (pICIK{ACetyl}STGGK{Acetyl}APR

4995

33.4min

552.7928

2+

Theoretical

M H2+
MH A.ss Da
MH Apass ppm

align
scan: 4995 (33.4min) 2+ 552.7928Da
k
$
o
> i $

o

ad ' v ® 9

& J# RS ¥ﬁ° ‘p &g $
I | L1 hmll i Vil A | | |,
1 T r | 1
200 400 600 800 1.000

552.7935
-0.0013
-1.2

* = 126Da diagnostic ion

60.
145.
189.
239.
268.
296.
381.
417.
465.
543.

53
58
09
62
13
64
69
21
74
79

120.
290.
377.

478
535
592

762.

833
930

1086.

04
15
18

.23
.25
.27

38

.42
.47

2
[}

ix

X0 0 - ol

n T >

985.
815.
728.
627.

570

513.

343

272.
175.

54
44
40
36

.34

31

.21

187
12

493

408.
364.
314.
285.
257.
172.
136.

88.

144

Y4+

.27 9
228 -8
en 7
18 6
67 5
16 4
11 3
59 2
06



