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Flexible Analysis Based On Available Data

Level 1‘{ Primary Amino Acid Sequence Alignments

Level 2| Conserved Functional Domain Alignments

Level 3 | Critical (Close Contact) Amino Acid Conservation

segapass.epa.gov/seqgapass/




Androgen Receptor (AR), Homo Sapiens
NCBI Protein Accession: P10275.3
PDB: 1E3G (metribolone (R1881), 2.4 A)
Critical amino acids used for SeqAPASS and DUET are as follows; N706, Q712, R753,
T878
Note that amino acid position numbering was updated in 2014, therefore literature and
analysis performed before this time will use positions -1 from current. For example,
A878 is reported at A877 in papers older than 2014.

Ligand-Amino  Amino Acid

Reference Method Used Ligand Acid Interaction (hAR)

) Protien Crystal TES, DHT, N706, T87S,

P g .2 Hydr B
vioeenBerd | iz Rysy
. N706, T87S,
Marhefka et al. 2000 [Homology modeling Hydrogen Bond Q71 2" R7S3
Wang 2006 Protien Crystal R1181, Hydrogen Bond N706, T87S,
Structure LGD2226 Q712, R753
Protien Crystal N706, T878,
Sack et al. 2001 Hydrogen Bond 0712, R753

TES= Testosterone; DHT= Dihydrotestosterone; THG= tetrahydrogestrione; R1181= model
synthetic androgen; LGD2226= investigational synthetic androgen
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Sequence Alignment to Predict Across Species Susceptibility (SeqAPASS)

~ New to SeqAPASS Version 5 (See user guide for more details)

» SegAPASS Level 3 individual amino acid comparisons across species now have a customizable heat map visualization for rapid data interpretation and prediction of chemical susceptibility. The heat map can be downloaded for use in publication and presentation.

Contact Us

« |In order to rapidly synthesize SeqAPASS resulis (i.e., data tables and visualizations) across all Levels (1, 2, and 3) of the SegAPASS evaluation, a customizable Decision Summary Report has been created. Users can now push SegAPASS resulis to a final downloadable [ pdf) summary report.

Log In to SeqAPASS

Welcome to SeqAPASS
Login

For optimal SeqAPASS performance use Chrome @

Want an account? Click here for instructions.

Discover. Connect.

Accessibility Data.gov
EPA Administrator Inspector General

Budget & Performance Jobs

Contracting Newsroom

Grants Open Government
January 19, 2017 Web Snapshot Regulations.gov
No FEAR Act Data Subscribe

Ask.

Contact Us
Hotlines
FOIA Requests

Frequent Questions

Follow.

About SegAPASS




SegAPASS is designed to predict cross species chemical susceptibility based on a protein molecular target. The following resources have been identified to guide the user to an appropriate protein target based on the chemical, adverse
outcome pathway (AOQP), or high-throughput screening (HTS) assay target of interest. Click the help buttons below for descriptions of how to find relevant protein target information from these resources.

All links will open in a new tab.
The following links exit the site JEXIT)

Adverse Outcome Pathway Wiki is the central repository for all AOPs.

+ Click the Stressors link on the top of the page. Use the search stressors Search function to search for a chemical of interest or scroll through the stressors
presented in the Listing Stressors table. Click on chemical name. On Stressor Overview page, view the Events Including This Stressor section for Event
Names associated with the molecular target. Click on the Event Name to learn more about the event. Scroll to Taxonomic Applicability. If species are listed
these are the species for which there is evidence to link them to the event. This information provides the SegAPASS user with the molecular target in the
form of the event and the target species from the Taxonomic Applicability information.




<EPA

United States
Environmental Protection
Agency

{® By Species
() By Accession

Select Search:

Query Species Search: |

o [ e———

AT CTo U - the ad minnow, (l=xid:90988)

CQuery Protein Search: |

ﬁ MCEI Protein Datsbas= [EXIT)

U LT Sl [ AC 38767 1] cyfnchrome P450 aromatase
[AAGD0590.1] aromatase, partial

Final Query Protein(s) |[[CAC38767 1] cytochrome P450 aromatase
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Sequence Alignment to Predict Across Species Susceptibility (SeqAPASS)

Home || Request SeqAPASS Run H SeqAPASS Run Status | View SeqAPASS Reports H Settings |

SeqAPASS Reports Version 4.0 Logged in as: Lal one,Carlie
FPartial Protein Sequence
@® View Report
() Save Report(s)
Available Reports |
Search:| Enter keyword |
| |PPEEREEAES Dats Version | Ortholog Count Level 1 Query . N NCEI ) N N
Bun Id - o - Accession & Query Protein Mame < T v ID & Cuery Species Name Chuery Common Name <

':;' 1631 4 305 CAC3ETET A cytochrome P450 aromatase a0es3 Fimeghales promelas Fathead minnow
':' 1630 4 G948 ABFT4TZ20.1 retinosd X receptor-like protein 365825 Daphinia magna Commaon water fleas
':' 1622 4 470 MP_001087E7 0.1 neverland T227 Drosophila melanogaster Fruit fly
':' 1628 4 182 BAMB2E53.1 Methoprene-tolerant (salae] Daphnia pulsx Commnon water flea
':' 1627 4 an MP_S24143.2 ftz transcription factor 1, isoform B T22T Drosophila melanogaster Fruit fly
':' 1626 4 215 BAF42033.1 ecdysone recegtor B 365825 Daphinia magna Commaon water fleas
':' 1625 4 14 XP_0114833380.2 ecdysone-inducible protein ETS isoform X2 7158 fedes segyot ‘fellow fever mosquito
o 1624 4 43 ALC40375.1 Cypidal 20018 Drosophila busckii Fruit flies
':' 1623 4 116 NP_001011578.1 vitellogenin precursor T480 Apiz mellifers Honey bee
l:l 18622 4 2688 MP_001314805.1 methyl farnesoate epoxidase precursors T480 Apis mellifera Honey bae

| (of578) - [1]2]3]4]5]s]7]8]910][~ -] 10| Download Table:s-

Top of Page




Sequence Alignment to Predict Across Species Susceptibility (SeqAPASS)

Home || Request SeqAPASS Run || SeqAPASS Run Status | View SeqAPASS Reports H Settings |

SeqAPASS Reports Version 4.0 Logged in as: LaLone,Carlie

~ Main | Level1

| Level 1 Query Protein Information
Hit profeins are identified for the following query protein. Use the main button to go back to the SeqfPASS Reports list.
SeqgAPASS ID: 1821 Query Accession: CACIETET.1 BN Ortholeg Count: 205 Protein and Taxonomy Data: 02/28/2018
Guery Species: Pimephales promelas BLAST Version: 2.8.1
Guery Protein: cytochrome P450 aromatase Software Version: 4.0
| Susceptibility Cut off El “ Level 2 ol ” “ Level 3 ol ”
| Primary Report Settings 0+ |
| Visualization 0+ |

E Partial Hit Protein Sequence L]
@ Frimary Repart v Percent Similarity = 100%
{0) Full Report v Susceptible =, Ortholog Count =0

E Show Only Eukaryotes

Level 1 Data - Primary |

The following links exit the site [JESIT)

Search:| Enter keyword o ‘
. : . Filtered
O \,,E':';E'hn NGBl Accession & gﬁ:ﬁ'g 1?;'3;‘[’;“: TE’:DD'L;";“ Tgwm Scientific Name & Common Name £ Protein Name %
|:| 4 CAC33TETA 405 o0988 Actinopten Actinopten Pimeghales promelas Fathead mimnow cytochrome P450 aromatsse
|:| 4 BADD1038.1 7358 48558 Actinopteri Actinopteri Butilus rutius Roach minnow brain-type aromatase
|:| 4 AMEE158T.1 1 281422 Actinoptern Actimopten Chanodichthys dishasformis Teleost fishes cytochrome p450 aromatase
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View SeqAPASS Reports H _ |

Home ” Request SeqAPASS Run H SeqAPASS Run Status
SeqAPASS Reports Version 4.0 Logged in as: LaLone,Carlie
. Main | Level1 |
Level 1 Query Protein Information
Hit proteins are identified for the following query protein. Use the main button to go back to the SeqAPASS Reports list.
SeqgAPASS ID: 1621 Query Accession: CACIETET. 1 (BN Ortholog Count: 205 Protein and Taxonomy Data: 02282012
Guery Species: Pimephales promelas ELAST Version: 2.8.1
Guery Protein: cytochrome P450 aromatase Software Version: 4.0
| Susceptibility Cut.off & | “ Level 2 ol ” “ Level 3 ol ”
| Primary Report Settings L |
o=l |

| Visualization

E This will open in & separate tab.




wEPA . . . .
o Interactive Data Visualization

100 4= ()uery species/sefsitive species
. I Susceptible: Yes

Level 1 Data - Primary

Search: Enter keyw

Q
©1

- — - BLASTp Crrtholeg Crrtholog - Percent Susceptibility . - Eukaryote
Srniiinir e Bitscore ¢ | Candidate = Count Los Similarity ¢ | Prediction & e el 5
Human estrogen receptor isoform 1 1241 87 hi 348 27.98 100.00 hi 201905 18 11:04:08 hi
Western gorilla estrogen receptor alpha 12259 .54 hi 348 2798 29.01 hi 201905 18 11:04:08 hi
Chimpanzee estrofgen receptor isoform X2 12259 .54 hi 348 27.98 29.01 hi 201908 18 11:04:08 hi
Western lowland gorilla PREDICTELD: estrogen receptor isoform X2 122877 hi 348 27.98 98.95 hi 2019058 18 11:04:08 hi
Pygmy chimpanzee estrofen receptor isoform X2 1228.00 A 348 2798 98 .88 hi 2019085 15 11:04:08 hi
Sumatran crangutan estrofen receptor isoform X2 1227.82 hi 348 2798 885 hi 2019085 15 11:04:08 hi
Borean ocrangutan estrofen receptor alpha 1227.82 hi 348 27.98 o885 hi 201905 15 11:04:08 hi
Pig-tailed macague estrofen receptor isoform X2 1227.23 hi 348 27.98 oE.82 hi 201905 15 11:04:08 hi
Rhesus monkey PREDICTELD: estrogen receptor isoform X2 1227.23 hi 348 27.98 oE.82 hi 201905 15 11:04:08 hi
Socoty mangabey PREDICTELD: estrogen receptor isoform X2 1227.23 hi 348 27.98 bE.82 hi 201908 16 11:04:08 hi
£ >
— At cu
(1 of 94) [12]3]4][5]6]7]8]9]10 10 ~| Download Table: *

Taxonomic Tt EZ:2 S EsBEElEEEEeEsc B Erg 8888 zsEEF RS EsE N NEe NS S 5aEe e 8 8

’ET’ o wm o+ 2 3 2 2 5 51 o2 E o g o £EH ® E o & o 2 T o mC 5 £ 2 F £ £ 2 g4 9 ® T 2 5 @30 g5

. E =2 UDE-CEFE_EE!—E?EC‘—I:DD—D.._ECUUgEmZLU'—.EEE.E-B'D—*—'m.ET’Q_'C::ﬂ'umc-v—-Em—‘q:

group: Class sk S=2zgZEf£E£TPTeElgE 22RO Z8 5FE §EECS55gaizTeiisESOCRSEEYEsCS
FF ©% 2554 gEilsd 285a< a%Tg OF2 Fug S5 2 <3 p— s £ G5F
4 s 3 ¢ el [= S O = & = W = o o o (%] =
OB ow g Ju = € o
o o = a
O @ m
© o

Taxon
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Sequence Alignment to Predict Across Species Susceptibility (SeqAPASS)

Home ‘ Request SeqAPASS Run H SeqAPASS Run Status | View SeqAPASS Reports H Settings ‘

SeqAPASS Reports Version 4.0 Logged in as: LalLone,Carlie

“ Main | Level1 |

| Level 1 Query Protein Information

Hit proteins are identified for the following query protein. Use the main button to go back to the SeqAPASS Reports list.

SeqAPASS ID: 1821 Guery Accession: CACIETET.1 (BN Crtholog Count: 205 Protein and Taxonomy Data: 0=2/28/2019
CGuery Species: Fimephales promelas ELAST Version: 2.8.1
Guery Protein: cytochrome P450 aromatase Software Version: 4.0
| Susceptibility Cut-off N | Level 2 o | || Level 3 ol ”
| Primary Report Settings 0+ | I Level 2 Query Domain I
. . MCEI| Conserved Domain Database [ESE) Li]
| Visualization 0= | : :
Functional Domains
@ This will open in 2 separate tab. ['5‘“‘-"1’1 Domain - | T | o
R Clomaim Run

Request

I Wiew Level 2 Data I

Choose Domain to View

[-5E|E|C-‘1. Completed Domain - | = |ﬂ'
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HOME | SEARCH GUIDE NewSearch |  Structure Home | 3D Macromolecular Structures Conserved Domains | Pubchem | BioSystems |

Conserved domains on [gi| 14041612 |emb|CAC38767|] View | Concise Results ¥

cytochrome P450 aromatase [Pimephales promelas]

Protein Classification

cytochrome P450 (domain architecture ID 10441782)
cytochrome P450 catalyzes the oxidation of organic species by molecular oxygen, by the oxidative addition of atomic oxygen into an unactivated C-H or C-C bond

SIS L] | Zoom to residue level BECGIGUE R RS b

1 75 150 285 00 375 350 503
uery seq.
Specific hits P50
Superfanilies pd450 superfamily
L | »

Search for similar domain architectures | Refine search |

Name Accession Description Interval E-value
[+ pd&0 pfam00067 Cytochrome P450; Cytochrome P450s are haem-thiolate proteins involved in the oxidative 47-463 &.82e-05
References:

BA Marchler-Bauer A et al. (2017), "CODYSPARCLE: functiona! classification of proteins vig subfamily domain srchitectures.”, Nucleic Acids Res.45(D)200-3.
BA Marchler-Bauer A et al. (2015), "CDD: NCBI's conserved domain databsse.”, Mucleic Acids Res.43(D)222-4.

BA Marchler-Bauer & et al. (2011), "CDD: 5 Conserved Domain Datsbase for the functional snnotation of protsins.”, Nucleic Acids Res.39(D)225-9.

B\ Marchler-Bauer A, Bryant SH (2004), "CD-Search: protein domain annotations on the Ay.”, Nucleic Acids Res.32(W)327-331.

Help | Disclaimer | Write to the Help Desk
NCBI | NLM | NIH
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Sequence Alignment to Predict Across Species Susceptibility (SeqAPASS)

Home H Request SeqAPASS Run H SeqAPASS Run Status

View SeqAPASS Reports H Settings ‘

SeqAPASS Reports

Version 4.0

Logged in as: LalLone,Carlie

. Main | Levell |

Level 1 Query Protein Information

SeqAPASS ID: 1821 Query Accession: CACIETET.1 [E6m
Guery Species: Pimephales promelas
Guery Protein: cytochroms P450 aromatase

Hit proteins are identified for the following query protein. Uise the main button o go back to the SeqfAPASS Reports list.

Crtholog Count: 205 Protein and Taxonomy Data: 02/28/2018

BLAST Version: 2.8.1
Software Version: 4.0

@ This will op=n in a separate tab.

Functional Domains

[-Selem Diomain - | = | L]

| i

(205) PLM03195, PLM03195, fatty acid omega-hydroxylase; Provi .

(80 PLM03234, PLN03234, cytochrome P450 83B1; Provisional

(296) FTZ00404, FTZ00404, cytochrome P450; Provisional

(349) TIGR04458, putative_cytochrome_P450, 4-nitrotryptophan s

(149) TIGR04538, P450_cycloAs_1, cytochrome P450, cyclodipe

| Susceptibility Cut-off '+ | | Level 2 o=l | “ Level 3 0+ ”
| Primary Report Settings 0+ | I Level 2 Guery Domain I
| Visualization o = | MCBI Conserved Domain Datshase B O




o EPA Sequence Alignment to Predict Across Species Susceptibility (SeqAPASS)
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Agency

Actinoptern Actinopteri 228 B8.06 56.03 i
Chondrichthyes Chondrichthyes 5 55,61 58.82 Y
Aves Aves 87 55.35 G084 i
Crocodylia Crocodylia 4 80.05 80.01 Y
Amphibia Amphibia 13 4171 37.02 ¥

Hit domains are identified for the following query domain. lUse the main button to go back to the SeqAPASS Reports list. 2 7
SeqAPASS ID: 1631 Query Accession: CACISTET.1 [ET Ortholog Count: 342 Mammalia Mammalia 140 51.88 ge.02 Y
Query Species: Pimephales promelas Testudines Testudines 10 50.68 5020 i
Query Domain: (47) glam000GT [ . p450 . Cytochrome F450 Lepidosauria Lepidosauria 14 4524 56.22 Y
Query Protein: eytochroms P430 aromatase Ceratodontimorpha | Ceratodontimarpha 1 54.47 54.47 Y
Coelacanthiformes Coelacanthiformes 1 50.04 50.04 Y

[#]  Partial Hit Protein Sequence L
@® Primary Repart [»|  Percent Similarity > 1005
() Full Repart | [Buscepfibie =, Ortholog Couni =0

B Show Only Eukaryotes

The following links exit the site IS

Enter keyword

4 CAC38TET A 405 80288 Actinopteri Actinopteri Pimeghs'es promalss Fathead minnow cytochrome P450 aromaiase

4 BADD1032.1 725 48682 Actinoptes Actinoptes Butilus rutius Roach minnow Lrain-type sromatase

4 AMKE158T.1 81 201422 Actinoptes Actinopter Chanodichthys lizhaeformis Teleost fishes cytochrome p450 aromatase

4 ADB44382 1 343 143808 Actinoptesi Actinoptesi Gobiocypris rarus Teleost fishes cytochrome P45 sromatase

4 BOI37052 1 23022 405550 Actinopteri Actinopteri Anabarilius grahami Teleost fishes Brain aromatase

4 XP 0183244201 Ga4e7 1802454 Actinopter Actinopter Sinecyclecheilus anshuiensis Teleost fishes PREDICTED: brain sromatase isoform X1
4 ACE13198 1 117422 To82 Actinoptesi Actinopteri Cyprinus carpio Common carp aromatszs

4 ALKDOE42 1 &T502 To55 Actinoptesi Actinoptesi Dianio rerio Zebrafish cytochrome P45 sromatase

4 AYEE511.1 7a4 210638 Actinoptes Actinoptes Tor putitors Gaolden mahsesr cytochrome P450 sromatsss

4 AMNG24156.1 =3 145823 Actinopter Actinopter Carassius suratus grandeculis Goldfish cytochrome P450 18A1E
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¥
@ Primary Report &
) Full Report 2

i Show Only Eukaryotes

Partial Hit Protein Sequence

The following links exit the site [EXIT)

Suso?p!ibility

PREDICTED: fatty acid-binding_protein, liver 236.11 N 62 39.23 93.59 Y 201905 24 14:31:09 Y -
PREDICTED: fatty acid-binding_protein, liver 235.73 N 62 39.23 93.43 Y 201905 24 14:31:09 Y -
PREDICTED: fatty acid-binding_protein, liver 23573 N 62 39.23 93.43 Y 201905 24 14:31:09 Y Explore in ECOTOX

fatty acid-binding_protein, liver 235.73 N 62 39.23 93.43 Y 201905 24 14:31:09 Y -

liver fatty acid binding_protein 234.96 Y 62 39.23 93.13 Y 201905 24 14:31:09 Y Explore in ECOTOX
PREDICTED: fatty acid-binding_protein, liver 234.96 N 62 39.23 93.13 Y 201905 24 14:31:09 Y -

fatty acid-binding_protein, liver 23496 N 62 39.23 93.13 Y 201905 24 14:31:09 Y -

fatty acid-binding_protein, liver 23496 N 62 39.23 93.13 Y 2019 05 24 14:31:09 Y Explore in ECOTOX

fatty acid-binding_protein, liver 23419 N 62 39.23 92.82 Y 201905 24 14:31:09 Y -

fatty acid-binding_protein, liver 23419 N 62 39.23 92.82 Y 2019 05 24 14:31:09 Y Explore in ECOTOX
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ECOTOX Knowledgebase Explore Contact Us

< Explore Species Custom Group @

Group Summary Records Plot View @ Send Query Filters to Search @

Quer‘y Filters 1 Species Dur x Chem Durx Endpt @& Export v

Select one or more @ of each filter to

Aguatic Terrestrial

i i i - Y-axis scale: i M ithmi
reduce the records. Species are ordered by Scientific Name (A-Z). O inear () Logarithmic
. Click and drag fo zoom in. Hold down shift key to pan.
Chemical Group (2)
Showing all 1 species from Mustela putorius ssp. -
12674112 Aroclor 1016
All v 53469219 Aroclor 1242
A 15663271 Cisplatin
SCIENTIFIC NAME COMMON NAME - 7758987 Copper sulfate (CuS04)
E & 8002059 Crude oil
. 2 137268 Thiram
Chemicals (10) type to filter... 5
. T
All v Mustela putorius ssp. furo European Ferret §
w
£
Rows per page:| 20 v 5
Class (1) £
o
[&]

0 L .
Biochemistry Cell(s) Physiology Growth Morphology Feeding behavior Mortality Population
Effect Group
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Mammalia Mammalia 122 87.15 88.78 i &
Aves Aves 78 75.84 y4a3 &
Lepidosauria Lepidosauria 10 52.36 45172 Y
Testudines Testudines - 76.93 76.64 b 4
Crocodylia Crocodylia 4 74 .81 7511 Y
Amphibia Amphibia 6 63.71 69.08 h &
Actinopteri Actinopteri fh 61.49 65.19 Y
Chondrichthyes Chondrichthyes 3 06.54 63.91 Y
Ceratodontimorpha Ceratodontimorpha 1 37.40 37.40 N
Branchiopoda Branchiopoda 1 2732 2732 N
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NCBI| Conserved Domain Database (i @
Functional Domains

Select Domain - g i ]

Request Domain Run

Choose Domain to View

[-Select Completed Domain - go
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Additional
Mames: [ ]

fatty acid-binding protein
liver

https://scholar.google.com/scholar?hl=en&as_sdt=0%2C34&qg=(fatty acid-binding protein OR liver)AND("site-directed mutagenesis" OR "molecular docking” OR "docking
analysis” OR "docking simulations” OR "x-ray crystallography” OR "crystal structure” OR "homology modeling” OR “protein structure” OR "protein binding” OR "molecular
model” OR "binding” OR "field resistance” OR "amino acid" OR "amino acid residues” OR "mutation” OR "mutations” OR "molecular dynamics” OR "transcriptional
activation” OR "3D-pharmacophore” OR "pharmacophore” OR "structure-based"” OR "chemo-bioinformatics” OR "3D-stuctures” OR "3D-Q5AR")
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Google Scholar

Articles

Any time

Since 2020
Since 2019
Since 2016
Custom range...

Sort by relevance
Sort by date

v/ include patents
v/ include citations

Create alert

(fatty acid-binding protein OR liver)AND("site-directed mutagenesis" OR "mol ﬂ
About 18,400 results (0.15 sec)

The Crystal Structure of the Liver Fatty Acid-binding Protein A COMPLEX
WITH TWO BOUND OLEATES

J Thompson, N Winter, D Terwey, J Bratt... - Journal of Biological ..., 1997 - ASBMB

The erystal structure of the recombinant form of rat liver fatty acid-binding protein was

completed to 2.3 A and refined to an R factor of 19.0%. The structural solution was obtained

by molecular replacement using superimposed polyalanine coordinates of six intracellular ...

Yy 99 Cited by 269 Related articles  All 8 versions  Web of Science: 206 &9

Crystal structure of rat intestinal fatty-acid-binding protein: Refinement and
analysis of the Escherichia coli-derived protein with bound palmitate
JC Sacchettini, JI Gordon, LJ Banaszak - Journal of molecular biology, 1989 - Elsevier

Rat intestinal fatty-acid-binding protein (I-FABP) is a small (15,124 M r) cytoplasmic
polypeptide that binds long-chain fatty acids in a non-covalent fashion. |-FABP is a member
of a family of intracellular binding proteins that are thought to participate in the uptake ...

Y% DY Cited by 314 Related articles All 6 versions Web of Science: 308 $%

Crystal structure and thermodynamic analysis of human brain fatty acid-
binding protein

GK Balendiran, F Schnitgen, G Scapin... - Journal of Biological ..., 2000 - ASBMB

Expression of brain fatty acid-binding protein (B-FABP) is spatially and temporally correlated
with neuronal differentiation during brain development. Isothermal titration calorimetry
demonstrates that recombinant human B-FABP clearly exhibits high affinity for the ..

Y Y9 Cited by 190 Related articles All 7 versions Web of Science: 128

Crystal structure of human serum albumin complexed with fatty acid reveals an
asymmetric distribution of binding sites

S Curry, H Mandelkow, P Brick, N Franks - Nature Structural & Molecular ..., 1998 - nature.com

.. ll'is in accordance with our structural results, although the difficulty in distinguishing between

disorder and occupancy in crystal structure determinations makes it ... Although most iLBP proteins
bind only a single long-chain fatty acid, rat liver fatty acid binding protein can hold two ..

¥y 99 Cited by 1277 Related articles All 7 versions  Web of Science: 948 99

[PDF] jbc.org
Full View

[PDF] jbc.org
Full-Text@EPA Libraries

*

~

My profile

SIGN IN

* My library



Individual amino acid residue(s) aligned with template sequence. Use the main button to go back to the SeqAPASS Reports list.
SeqAPASS ID: 1200 Query Accession: NP_000116.2 gEsim Ortholog Count: 343 Protein and Taxonomy Data: 02/28/2019
BLAST Version: 28.1

Cobalt Data: 07/09/2010

Level 3 Run Name: Actinopteri

Template Species: Homo sapiens
Template Protein: [MP_000116.2] estrogen receptor isoform 1 Cobalt Version: 2.1.0
Query Residues: No Residues Selected Software Version: 3.2

L]
2T
3
4T
5L
BH
T
8K
9A -

|
E

Enter Amino Acid Residue Positions

4

EE

@ Primary Report
() Full Report

The following links exit the site [JEXIT)

ch: Enter keyword

MWE 000116.2 1265506 G605 Mammalia Homo sapiens Human estrogen receptor isoform 1 2019 08 29 14:55:59 TED
AAUSTASS 1 495 90988 Actinopteri Pimephales promelas Fathead minnow estrogen receptor alpha 2019 08 29 14:55:59 TED
XP 0140610371 112166 8030 Actinopteri Salmo salar Atlantic salmon EREDICTED: esirogen recepior isoform X2 201908 29 14:55:58 TED
2P 0205701521 47555 8090 Actinopteri Oryzias latipes Japanese medaka estrogen receptor 2019 08 29 14:55:59 TED
XP 021454037 .1 124397 8022 Actinopteri Oncorhynchus mykiss Rainbow trout estrogen receptor isoform X3 2019 08 29 14:55:59 TED
AAIB2466.1 87698 7955 Actinopteri Danio reris Zebrafish Estrogen receptor 1 2019 08 29 14:55:59 TED




Individual amino acid residue(s) aligned with template sequence. Use the main button to go back to the SegAPASS Reports list.

SeqAPASS ID: 1290
Level 3 Run Name: Actinopteri
Template Species: Homo sapiens

Template Protein: [NF_000116.2] estrogen receptor isoform 1

Query Residues: No Residues Selected

Query Accession: NP_000116.2 [E&iT

Ortholog Count: 345

Protein and Taxonomy Data: 02/28/2019
BLAST Version: 2.8.1

Cobalt Data: 07/09/2010

Cobalt Version: 2.1.0

Software Version: 3.2

A Alanine Aliphatic 89.094
[ Cysteine Sulfur-Containing 121.154
] Aspartic Acid Acidic 133.104

E Glutamic Acid Acidic 147131
;"' i F Phenylalanine Aromatic 165.192
M ; G Glycine Aliphatic 75.067
AT H Histidine Basic 155.156
5L 1 Isoleucine Aliphatic 131175
6H ; K Lysine Basic 146.189
i E L Leucine Aliphatic 131.175
gi M Methionine Sulfur-Containing 149208
ane e N Asparagine Amidic 132.119
ﬁ P Proline Aliphatic 115132
Q Glutamine Amidic 146.146
R Arginine Basic 174.203
S Serine Hydroxylic 105.093

) T Threonine Hydroxylic 119.119

@ Primary Report
C‘ “ulR U Seleno-cysteine Sulfur-Containing 168.064
rt
HireRo v Valine Aliphatic 117.148
w Tryptophan Aromatic 204228
X Unknown Unknown -
Y Tyrosine Aromatic 181.191

The following links exit the site JEXIT)

NP_000116.2 1265506 9606 Mammalia Homo sapiens Human estrogen receptor isoform 1
AAUBT498 1 495 0988 Actinopteri Pimephales promelas Fathead minnow estrogen receptar alpha




<EPA

United States
Environmental Protection
Agency

. Total Match

(] Partial Match
:] Not a Match . Threatened Species

Ammo Acid

Human \----
Diamondback terrapin \---[

Ammo Acid Ammu Acid Ammo Acid
Common Name

 percwe SRS -

[ oemseue | S SRR o




Common Name

Similar Amino Amino Amino Amino
Susceptibility Acid 1 Acid 2 Acid 3 Acid 4

Western painted turtle _ 129D \-\ 577V |
Lappet-faced vulture — 129G -

e
West African lungfish —-[ 580G |




<EPA

United States

Environmental Protection

Agency

Similar Amino Side Total Amino Side Total Amino Side Total
Common Name Susceptibility H Acid 1 \ chain1 | "W | Match 1 ‘ Acid 2 \Chainz MW2 | Match2 | Acid3 | Chain3 ‘ MW'3 |Match3

Human

| 2140 | Aiphatic | 75067 v [ 215t | Aadie [ta7131] Y | 276c | Aiphatio | 75007 v |

Western painted turtle _| 268Q I Amidic |146.146I N | 269D |--—

Nile crocodile _[ 268Q | Amidic |146.146] N 269D l-m-—
Split-tongued squamates _ 268Q Amidic | 146.146 269D -m Hydroxylic |105 093|

. Match
O Mot a Match
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