SARVISION |BIOLOGICS FIRST STEPS

Mastering the Sequence Table in SARvision|Biologics

1. Import some sequences to analyze. Under Tools->open resource folder are located some
example files that you can experiment. In this example we will use the somatostatin
example dataset (Somatostatin_sequences.csv). Under main menu->Import sequences...
open a sequence file.

) SARvision | Biologic [v4.2.3.0]
‘File View Insert Tools Help
New project... |
Import sequences...
i )Open X
Import alignment...
T - A » Mark > AppData > Local > ChemApps > SVB v o p
. Organize v New folder - ™ @
Open project... )
- SABRE o Name Date modified Type
Save project... e S
SVB GettingStarted
Apply project (Beta)... @-) Aurein_sequences.csv
B videos 8] FAB_LcHc_v2.profile.csv
Exit & OneDrive @ fab_sequences.csv
@] GLP-1_sequences.csv
B This PC 8] ModifierTable.csv
J 3D Objects @] ResidueTable.csv
m Desktop £ | Somatostatin_sequences.csv
%] Documents
Subsets
@ & Downloads
+
D Music
& Pictures
B videos
‘s Windows (C:)
< SYSTEM_DRV (D:)
=% share (\\centari) (Z:)
o Netwnrk 2.
File name: | Somatostatin_sequences.csv v | |Sequence Datasets v
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2. After loading, SARvision|biologics will display an import Ul so that the proper parsing can
be performed and the sequence identified. The sequence column defaults to a column that
contains “Sequence” in the name. The decision to align sequences or import sequence
alignment (sequences that contain '-* in them) is made here. The Ul is the alignment Ul for

the user to choose the reference sequence, the alignment method and parameters to use
in alignment.

Load Data X Alignment options. Multi-Align uses
Clustal which is generally a good
T choice.
C:\Users\Mark\AppData L ocal\ChemApps\S _sequences.csv
Sequence Alignment Parameters ? X
Options Alignment
Column Headers: 15 e
— O Import pre-aligned sequences Alignment method:
Sequence Column: (@ Perform aignment | Multi-Align (Clustal: <1000 sequences) v E
o —— vl R —
‘ " I / | Somatostatin-28 vt
i
X Scoring
Make sure the correct column is e i

selected as the sequence column.
There is an option to align sequences

’ Gap opening penalty: [
or read in alignment. » opening penalty

Preview: Gap extension penalty: 1
Sequences | Sequence[HELMS]| ] | ssm | ss2 | A
7 [GCTRNFFWKTFTSCTFTSCISPEPTID  Somatosiatin 32 23
2 fFCTFAWKTCIoHTC fo]TISPEPTIDET,  Octreotide 10000 21 Multiple chains: Find best match.
3 |APRERKAGCTKNFFCKNFFEWKTFT Somatostatn-28 39 22
4 [FICTYIWIKVCTWY.C WISPEPTIDEN. RC-160 10000 54
5 [dpalCTYIWIKVCTTKVC TISPEPTIDET  BIM23014 10000 18 [ ]/ conce
6 JICIpalldWIKACIK AC nalllSPEPTIDI 1 1200 203
7 [ECpalllOWIKGC1K G C Inall}SPEPTID 2 413 163
T8 [IeCIpalldWIKIC K I C fnal)SPEPTIDE 3 172 10000
A NHACTInalidWIKI C11K | C Inalll*PFPTINE 4 415 &) e
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3. Underrightclick on the Sequence Table Table tab ->Columns... and unclutter the Sequence
table view by hiding unnecessary columns and locking the ID column on the left.

Secuence Table 1
Rename. Right click tab A Show Rows In:
Mave to other panel HELMS] ] ssT1 ssT2 S5T3 SST4 S5T5 REFERENCE REF 123 a5 6] 7] 8] 9]0 suwset1 =
Remove STA[W[sTw]P A [w]a]er Heklosin
_ PEPTIDI 1 12000 2030 3790 10000.00 186000  |JMC 42 1866 (1599) 10 IEEEEEEEEE
PEFTID 2 4130 1630 1920 157000 38200 UMC 421866 (1599) 10
Export (CS1)- EPTIDE 3 1720 10000.0 1520 1040.00 847.00 MC 42 1866 (1999) 10 - Sl | R | = S
I i PEPTIDI 4 4150 5430 230 780 SB00  JMC 421866 (1999) 0 ERRRRR R RN S
Create profile PEPTIOI 5 480 810 70 10000.00 524.00 JMC 42 1866 (1999) 0
T [Ciikrricallomplliane )T F 1.5 CIsPE p—— "
; -C]1KF] IEISCISP
_8 [ Too many columns s Seglayedt
3 | 9 clutter the display. Afteom..
0| cEaf . :
—_ Hide uninteresting
1| CiFay S
T2 o columns and lock P souss | (ST
3| cird the ID columnon 1 fadl
e | ciFf the left, 1 <ormk
15 | ciFA - 1
6 | CIFFIOWIKTFCI TFCISPEPTIDEL. P 1
T97 | CIFFWIKTFTC1 F.TC)SPEPTIDEN. | 1 T
18 |CIFFWIKTFTSC1 T.SC)SPEPTIDE!. 1 —
719 | CIFFWIKTYC1 T.Y.CISPEPTIDEI, P 1
T20 | CIFFWKTRC1 FCISPEPTIDEN. P 2
T21 | CIFFWKTYCT "YCISPEPTIDEL. PI 2
T2 | CIFIMWIKTFCT TFCISPEPTIDE. P 2
T2 | CIFWKTFC! "FCISPEPTIDE!. PE 2
T38| CIRWKTYCT 'YCISPEPTIDEI. Pt 2 " Format.. ]
25 | CIFYIOWIKTRC! TFCISPEPTIDET P 2
T2 | CIFYWKTFC1 "FC)SPEPTIDEL FI H
727 |KFFidnallampITFTSLT F.T.5 CISPEPTID 2 L =
IKFF[ﬂW[m]TFTSGTFTSCJSF‘EPTID[ b 3030 2130 2730 26700 19000  UMC 44 2240 @001) 8 | -
4. Right click on data column to add some Aeatmaps and to sortcolumns.
Sequence Table 1 (4)
ID SST1 SST2 SST3 SST4 SSTS 1 2 3 4 5 6
i : - A N S N B
1 BIM23014 10000.0 i Sortincreasing | 062 el i
2 17 197.0 _ Sort decreasing 43.00 =
i Sooareot@eza 10(3)0:.0 _i e i 5.60 S i
L R . _ Remove heatmap Heatmap [SST2] X
5 Somatostatin 32 EEsE
7 RC-160 100000 (NS  Rename..
: 0 53 D oo 100 1 x
g 19 10.3 _ BZ UST
10 3 100 .0 80 050
11 % 7o S 36.0 1.80
12 18 79.0 _ 2220 330 Set up some heatmap ranges to
13 16 270 _ 130 1.80 color individual columns.
14 21 65 @0 100 130
15 2% 270 . 540 220 130
16 40 517.0 . %0 2630 120
17 3 330.0 _ 7.0 1101 yse values in: SST2 v
18 22 450.0 71.0 2710 0.88
19 5 3480 810 1710 10000.G T oK C |
20 3 59.0 95.0 189.0 120
21 20 53 130.0 130 0.70 14.00
2 2 4120 1620 1920 1570 00 182 00 = = = = z

www.ChemAPPS.com May 18 Page | 3



SARVISION |BIOLOGICS FIRST STEPS

Sequence Table 1 (+) Data columns. | Reference sequence on top: Somatostatin-28 |
selected an import. | =
D S5T4 ‘ S5T5 123 a5 e 78] s m[2|ns[wW|[s|w6|17|w|1w|20[21]2]2a]24]25]26]27][2a]
s [ A [sIn]rlalw[AalrrRIE[R[k[a[clen[ Kk [N[FIF[W][Kk][T[F[T[s [cn]
1 BIM2301 430 66.00 [ - |- == |- - - - |- oy - | - - ¥ K| - - |- Vv co
2 | 17 e 520 100 4300 2 5 cy F F K T F T - ¢cm
T3 | ocreode | [N 44 10000.00 560 - = - F K -
T4 | Somaostatn2s | [N 71 380 3s0 s A s NP £ 3
75| somaosa [N 5 250 240 - - ;
6| ! . s0 110 140 350 £ K
7| Reee | SN 31 1000000 om - ¥ K| -
T | 0 T £ 060 1300 cm | K FOF K T F cm
9| 19 185 82 051 480 cm PO K T/ Y - - |cm
T | 3 T R 80 050 430 o K FF K T ¥y T s cm
| ) . w0 360 180 2030 cm Fy K T F | - cm
T | 18 E 2 330 260 o P K T F T s cm
13 16 . a0 130 180 4600 - - . - . . iy . ()
T | 2 . w0 100 130 2400 - - cmy Mutations highlighted with )
5 | % . s0 20 130 6300 - | - - - |- cm yellow background i
T 0 %60 2630 120 34 . . . . . . . Y cm 3 KT F cm
7 % 570 u70 5 Sequence Y cm FA K T F o
T | 2 no 2710 Data 5 alignment cmy F K T F |- - co
8 | 5 810 1710 0 -l T - - K - - v am
o | = %0 1890 120 100 - - - -1 o N FooE K T F[- - oo
N 20 1300 130 07 1400 cy F F w K T F |- - |co
=z | 2 1630 1520 1570.00 38200 K| - - G |on
| 2 700 2470 110 20000 cily Wik T Y| - o
T | 8 1750 570 160 19.00 1 F F W K T F | - - cm
=1 n T w570 0o 15500 Unnatural amino acid have user kT T F - Tco
= B HED) 790 000000 198000 defined color coded font i  TERERE <
T | 3 a0 270 2%7.00 19000 cm | K FF TOF T s om
T | 39 P 130 150 86300 Y £ Wik T F|- cm
2 2 R oocoo 120 10000.00 cm £ w Kk T F - o
N 9 SO 00000 200 1000000 ) F K T F - o
I 4 s a0 72800 %63.00 k|- L o
T® | 15 PSSO 100000 10000.00 10000.00 o FoOF K T cm -
D ¥ | T 200 63200 Y cm F A W K T F - on
N 1 | EREN 084 £3300 iy F A W K| T F - om
T | 3 100000 1520 1040.00 847.00 K| - 1 cm
% | 5 000NN 100000 10000.00 10000.00 K P T F T s cm
| 7 IGO000NN 100000 10000.00 1000000 K FF T F T s cm
< >

5. The sequence table should look something like what is shown below.

6. Since there is only one sequence that has an N-terminal tail on the peptide, the first 15 or
so residues at not very interesting. The view can be filtered down to only the region of the

alignment (
template....

Region of Interest) that is interesting. Right click in the Templates box and Edit

Change the range to “15-*" or position 15 to the end of the sequence. The

2 SARvision | Biologic [v4.2.30] CAU: ppData\Local\Ch pp! in_sequences.csv
File View Inset Tools Help
Templates Sequence Table 1 (+)
[ Region of Iterest
D D SST1 s5T2 SST3 SST4 S5T5 HEEREEEEEEER R E R EEE
Right click AlGcleop[ k[N FTFIW]K]T[F] |'s Jcn] -
= R — x g [ Y K vocm| T
Save template... F K T F T - cm
A e |
Clone template | [Faonor e i : F K T oy T
Delete template Refeence sequerce N F F W K T F T s cm
H N 8 -1
el - NOFOF WK FlT s co
SANSHPANAPRERKAGCKNFFVKTETSC . F F K TI|F | T cn -
Label sequences...
SR - |y K| - | - voom W
8 E ] FF K T F cm | -
9 ] FOF K| 1Tl |[-]-cm
10 3 FEF K T ¥y | T s co
. 1 25 F Y K T | F cm
Subset 1 (4) — Mot
12 ] FF K T/ F|T s cm
13 16 Nome: Ranoe FF K| 1 |F]|- cm
14 21 b RS F F W K T Y cm
15 % F Y W| K T F cm
Use: to e and *for
16 20 commas o seperate ranges F W K T | F cm
17 3% B4, 2" F A K T F i
18 2 add — Start sequence numbering at: [ | F K T F - cm
19 5 Oprotennumberng (@ Peptide numbenng - - K - - v cm
20 3 [ 1 conce 31.00 cm | N FF K T | F - c
21 20 53 T30 T30 U70 14.00 . cml - F F w K T F - cm

reference sequence can be change in the drop down box.

the alignment can be changed here as well.
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7. Create Residue/monomer filters for sequence alignment columns. Right click on a column
and select Filter by residue.... The user can choose to display/hide rows based on the
residue in this position of the alignment. Note that one can apply filters to multiple
columns and filter by sequence motifs.

Region of Interest
sl v o][a[2]aB]a]s]6]7]28]2
gleml w T T 1 ¢ W K T F T s | co
Sort increasing K _ R . v ¢ T
Sort decreasing K T F T - C)
- Sort by > K T [Cy| T Region of Interest
A G w 7 4 7
i Fiter by Residue « 15] 16 | 1 18|19 20| 21| 2| 23| 2 25| 26 | 2 28| 29
A G e w Al G JCO| K N F Flw]|K T F T S | C)
- y Show rows where residue at 16 is: - c(1) Y K - v | C) T
Heatmap... Residue Frequency u : cny - - - F K T Cy T
Remove heatmap - 29 . c(1) Y K vV Cn W
. Oy 9
Filter by residue... = nal 5 > K Vo cm
— - - - e 2 . K G | C(1)
cn F Y
(1) B o 2 K A | CO
an FLF B cpl ! K L oo
C(1) F F (1)
c) F F W . K I c
. The column is filter to show only
Y Co) F W R \u rows that have monomers:
Y CQ) F A K T F - - c) - Dpal, dF, nal
(1) F K T F - - oo [
. K Y c(

8. Add addition filters using the Subset filter panel. Cick on the (+) Add Column... in the lower
left corner and add a property column (SST2). In the top part of the Subset panel a range
filter gets added and the user can manually set a range to filter the table by. Because the

Sequence Table 1 (4)
Region of Interest maShow Rows In: __
— L} S5T1 ssT2 SsT3 ‘ 5574 ‘ S5T5 s 6| 7w 9| a2 | 2]| B4 25| %] 27| 28] 29 || isubsett s
Subost1 [ AlaJen [ K [N FTFIW][K][T]F[T]s Jcn] . 5
— - 1 BIM23014 10000.0 130 66.00 062 - &m - | - | - | v K v ocm T (o mariang)
2 Octrectide 10000.0 21 44 10000.00 560 - oy - - | F K T o
_:JS zu 3 RC-160 10000.0 54 31 10000.00 070 - - - |y K v ocan w [cdosl. ]
1 5 %80 810 o 10000.00 52400 - K vocm WPsA
\ Only rows are shown
Search. that have a S5T2
value between 1.8
Sequences and 81.0.
Sequence[HELMS]
D The default is for the
S5T1 Sequence table view
5§12 to ‘listen” to Subset 1
5573
SST4
S5TS
REFERENCE
------------------------ BEF
(#) Add Column.. =y
SidGam ] I
[ sequence Table 1
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Show Rows In: is set to Subset1 in the right had control of the Sequence table view, the
rows will be filtered by the settings in Subset 1. Note that there are now two filtering
schemes being applied the Sequence Table. First the table is filtered by column 16 residues
selected by the user and second by the Subset 1 filter settings.

For more information please contact us at info@altoris.com
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