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“Cluster” button onthe . .
Document Grid

* A “Cluster” button appears on the Document Grid
(and related windows) in the newest release of
Skyline-Daily.

 When you push that button, Skyline will choose a
set of numeric columns to perform hierarchical
clustering on

* The clustering works best if some numeric columns
have been pivoted by replicate




What is hierarchical clustering?

* Finds which points List: ClusterDema B
are closest to each Reports + {7 - Cluster 14 4 |6
other, and then finds
which points or
groups of points are
closest to each
other. ,

* In this case, A&E are
close to each other,
and B&D are close A E
to each other. After
that, Cis closer to
B&D than itis to
A&E.
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What hierarchical clustering
looks like in the Document Grid
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* Values in “Text” L S
column get colored
arbitrarily

* Values in “X”
column get colored
based on how far A E c -
they are from zero




Group Comparisons

* The Group Comparison grid in Skyline-Daily now
has an additional report available “Clustered”.
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* Also, pushing the colorful cluster button automatically
switches the report from “default” to “Clustered.



Clustered Group Comparison

Report

* The “Clustered” comparison report displays the
replicate abundances in separate columns.

* Hierarchical clustering is performed on the rep

columns, as well as th

Protein

o125 | b M [ X B3 Export.

Peptide

I s

NP 620183
s
XP_001067538
NP 665722
NP_665722
NP 001008724

NP 001008724

NP 001008724
NP_602308
XP 001057320
XP_001057320
NP 036629
NP 001012027
NP_001012077
NP 037001
NP_062016
NP 062016
NP 001012027
NP 113692
NP 036863
NP_001007657

NP 44!

LGPLVEGGR
HLNGFSVPR
SPQGLGASTAE.
AEQGAYLGPLP.
AISYLISGYQR
GLIDEANQDFT.
SQLQEGPPEWK
FGSLTSNFK
GSYNLQDLLAG.
SGYTFQLLR
EENGDFASFR
CSLPRPWALTF..
TSDQIHFFFAK
LQPLDFK
TACVLPAPAGP
ATGVFTTLGPLR
WLPSTSPVTGYR
SQLPGIAEGR
ATETQGVNLLF...
LNHQMEGLAF.
NLGVVVAPHALR
CNADPGLSALL...

Diseased Fold
Change

1.97 (95% CI:1.3.
368(95% CI11.9.
291 (95%CI1.4.
1.81(85% CI1.0.
2,02 (95%CI11.0.

1.9(95%CI1.17 ...

147 (95% CI-0.9.
147 (95% CI:1.0.
147 (85% CI11.0.
1.26 (35% CI0.7.

1.31(95% CI0.9 ...

1.25(35% CI:0.8.
1.35(95% CI1.0.8.
13(95% Cl-0.84
142 (95% C1D.9
1.22(85% Cl-0.9.
228(35%CI11

1.98(95% CI1.1 ...

18(95%Cl-1.12
2.01(95%Cl:1.2.
195 (85% CI11.0.
2.1(95%CI:1.18

3.44(95%CI14 L

Find:

Diseased
Adiusted
P-Value
0.01M
0.0037
00212
0.0550
0.0560
0.0318
01418
0.0550
0.0432
0.3850
0.1866
02370
0.2186
0.2615
0.1657
01533
0.0505
0.0457
0.0392
0.0287
0.0604
0033
0.0283

S.

licate

Settings

H_159_REP1
Abundance

1.8478E+0
8.0821E1

9.2903E-2
477483
2048262
5.8533E1

1216762
1.1370E+0
21322840

1.83096-1
4TTTIE2

7.0041E3
3215361
1.09838-2
163612
3521562
9684363
7.0882E2
1145862
20991E2
9934323

H_159_REP2
undance

1.5568E+0
325711

1.2024E-2
5.8507E-3
24298E2
6.0935E-1

15085E-2
1.0727E+)
2.2287E+0

141941
46964E-2

9.1546E3
3.2655E-1
1.3596E-2
1.5013E-2
3563262
88378E3
6.8975E-2
1.2637E-2
2.1025E2
1.2565E-2

H_146_REP1
Abundance
2.5389E+0
1.3095E+0
5.3223E-1
2.8985E-3
135412
312281
79583E-3
8.3636E-1
1.4682E+0
4.8459E-3
1.2671E1
4.8843E2
6.0454E-3
9477E3
26015E-1
9.8888E-3
741373
21170E-2
85799E-3
4.7786E-2
6.9926E-3
1504262
5.8817E3

H_146_REP2
jance

2.1798E+0
4 4697E-1
6.2910E-2
296713
12914E2
3.4384E-1
804013
7.0021E-1
14715640

1.2331E1
47385E-2

6.9862E-3
2.4869E-1
1133262
8.5737E-3
1.9682E-2
9.3365E-3
4.T447E-2
80965E-3
1249262
5.2046E-3

H_160_REP1
undance

1.7837E+0
3.3654E-1
25264E-2
31524E3
13276E:2
3.8154E-1
6.1805E-3
T.9246E-1
1.5530E+0
434243
1.0386E-1
3.8908E:2
5.3985E-3
5137463
2.3815E-1
10416E-2
6.7845E-3
200432
6.5883E-3
4.6707E-2
B1634E3
13491E:2
6.7276E-3

H_160_REP2

Abundance
1.3415E40
21725E1
1.02276-2
2.8586E-3
1417362
4.2416E41
6.3752E-3
8.0406E-1
1.5888E+0

1.2662E-1
3773562

6.8902€-3
2.1663E-1
1.0484E-2
8.1376E-3
1.99856-2
7672563
4.7448E-2
8.9876E-3
1419362
7.2704E-3 v



Displaying the heat map graph
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