 SEQ CHAPTER \h \r 1Table 1.
Definition of field names in the FHM_SEND.DBF file.
Field Name
Field Description
Field Type
Field Length
#  Decimal Places

CODE
Chemical classification code: See Table 2 for definitions
N
6
2

NAME
Chemical name
C
60
0

GEO_MEAN
Geometric mean of replicate studies; value is equal to the entry in LC50 field for chemicals that were not replicated.
N
12
5

CAS
Chemical Abstract Services Registry Number
N
9
0

MW
Molecular weight
N
10
2

LC50
96 hr LC50 in mg/l.  Calculated using Spearman-Karber methoda.  Geometric mean of LC50s presented if more than one bioassay conducted for the chemical.
N
12
5

LGP
Octanol:water partition coefficient using CLOGP softwareb, unless M appears in MLOGP field
N
6
2

MLOGP
If M appears, this value is from the STARLIST databaseb.
C
1
0

REMARKS
Comments regarding the LC50 result
C
40
0

SMILES
SMILESc string for the chemical
C
100
0

MIXINDEX
If a mixture test was conducted and the chemical was additive with a chemical of known MOA, a number was assigned (1= Narcosis I; 2 = Narcosis II; 3= Respiratory uncoupler; 4= Respiratory inhibitor; 5=Reactive (not additive with reference toxicant. MOA speculated to be reactive).
N
8
0

TOXINDEX
Ratio of the predicted toxicity of the compound using Veith et al.d, narcosis I equation divided by the actual LC50.
N
8
1

FATS
If a fish acute toxicity syndrome had been conducted using rainbow trout, a code was assigned as to the MOA determined (N-1 = narcosis I; N-2=Narcosis II; UNC= Respiratory uncoupler; RBK=Respiratory blocker; IRR=irritants; ACH=Acetylcholinesterase inhibitors)
C
10
0

BEHAVIOR
Behavior syndrome as described by Drummond and Russom, 1990e.  Use TYPE I, II and III as referenced in the paper and ID = insufficient data and CONFLICT=conflicting information.  EL after the syndrome type refers to tests conducted in electronic diluter systems.  Blank means no checklist done for bioassay
C
12
0

LC50RATIO
24 h LC50/96 h LC50.  For exposures where a 24 h LC50 was not available, these codes follow the ratio: * = 48h/96h ratio; # = 72h/96h ratio; ** = LC50 obtained at 96 h; NT=chemical was not toxic in 96 h exposure.
C
10
0

MOA
Code for Mode of Action; see Table 3 for definition
C
15
0

MOA_NUM
MOA number; see Table 3 for definition
N
5
2

a
Hamilton, M.A., R.C. Russo and R.V. Thurston.  1977.  Trimmed Spearman-Karber method for estimating median lethal concentrations in toxicity bioassays.  Environ. Sci. & Technol. 11:714-719.  Correction 12:417.

b
CLOGP™ program version 3.4 and STARLIST database, respectively, within the UDRIVE system version 3.53, 1988, from Pomona College Medicinal Chemistry Project, Claremont, CA.  

c
Anderson, E., G. D. Veith and D. Weininger.  1987.  SMILES: A line notation and computerized interpreter for chemical structure. EPA/600/M-87-021.  Technical Report.  U.S. Environmental Protection Agency, Environmental Research Laboratory, Duluth, MN, USA. 

d
Veith, G. D., D. J. Call and L. T. Brooke.  1983.  Structure-toxicity relationships for the fathead minnow, Pimephales promelas: narcotic industrial chemicals.  Can. J. Fish. Aquat. Sci. 40:743-748.

e
Drummond, R. A. and C. L. Russom.  1990.  Behavioral toxicity syndromes: A promising tool for assessing toxicity mechanisms in juvenile fathead minnows.  Environ. Toxicol. Chem. 9:37-46.

Table 2.
Definition of chemical classification codes presented in the CODE field of the FHM_MOA.DBF file.

1.0
Alkanes

1.1
Alkenes

2.0
Saturated Hydrocarbons

2.1
Unsaturated Hydrocarbons

3.0
Basic Ethers

3.1
Diphenyl Ethers

3.3
Cyclic Ethers

4.0
Basic Alcohols

4.1
Alkene Alcohols

4.2
Alkyne Alcohols

4.3
Diols

5.0
Aldehydes

6.0
Basic Ketones

6.1
beta-Diketones

6.2
Cyclic Ketones

7.0
Carboxylic Acids

8.0
Basic Esters

8.1
Phthalates

8.2
Amides

8.3
Acrylates

9.0
Nitriles

10.0
Primary, aliphatic amines

10.1
Secondary, aliphatic amines

10.2
Tertiary, aliphatic amines

10.3
Primary, aromatic amines

10.4
Secondary, aromatic amines

10.5
Tertiary, aromatic amines

11.1
Azine compounds

12.0
Thiols

12.1
Sulfides

12.2
Disulfides

12.3
Sulfo compounds

13.0
Benzenes

13.1
Chlorinated Benzenes

14.0
Phenols

14.1
Chlorinated Phenols

15.0
Piperazines

15.2
Pyrimidines

15.3
Pyridines

15.4
Triazines

15.5
5-Membered ring aliphatics

15.6
5-Membered ring aromatics

16.0
Multiple hetero-atom compounds

17.0
Heterocyclic sulfur compounds

18.0
Anilides and Ureas

19.0
Phosphorous compounds

20.0
Quaternary ammonium compounds

21.0
Carbamates

22.0
Other pesticides

23.0
Barbitals

23.1
DEAS-complex structures

24.0
Organometallics

Table 3.
Definition of mode of action codes used in MOA_NUM and MOA fields from the FHM_MOA.DBF.


MOA_NUM
MOA
Definition

1.1
NARCOSIS_I_1
Narcosis I MOA with an A level of confidence

1.2
NARCOSIS_I_2
Narcosis I MOA with a B level of confidence

1.3
NARCOSIS_I_3
Narcosis I MOA with a C level of confidence

1.4
NARCOSIS_I_4
Narcosis I MOA with a D level of confidence

2.1
NARCOSIS_II_1
Narcosis II MOA with an A level of confidence

2.2
NARCOSIS_II_2
Narcosis II MOA with a B level of confidence

2.3
NARCOSIS_II_3
Narcosis II MOA with a C level of confidence

2.4
NARCOSIS_II_4
Narcosis II MOA with a D level of confidence

3.1
UNCOUPLER_1
Uncoupler of oxidative phosphorylation MOA with an A level of confidence

3.2
UNCOUPLER_2
Uncoupler of oxidative phosphorylation MOA with a B level of confidence

3.3
UNCOUPLER_3
Uncoupler of oxidative phosphorylation MOA with a C level of confidence

5.1
ACHE_1
Acetylcholinesterase Inhibition MOA with an A level of confidence

6.1
BLOCK_1
Respiratory blocker/inhibitor MOA with an A level of confidence

6.3
BLOCK_3
Respiratory blocker/inhibitor MOA with a C level of confidence

7.1
REACTIVE_1
Electrophile/proelectrophile reactivity MOA with an A level of confidence

7.2
REACTIVE_2
Electrophile/proelectrophile reactivity MOA with a B level of confidence

7.3
REACTIVE_3
Electrophile/proelectrophile reactivity MOA with a C level of confidence

7.4
REACTIVE_4
Electrophile/proelectrophile reactivity MOA with a D level of confidence

8.1
NEUROTOX_1
Central nervous system seizure/stimulant MOA with an A level of confidence

10.1
NARCO_ESTER_1
Narcosis III MOA with an A level of confidence

10.2
NARCO_ESTER_2
Narcosis III MOA with a B level of confidence

10.3
NARCO_ESTER_3
Narcosis III MOA with a C level of confidence

10.4
NARCO_ESTER_4
Narcosis III MOA with a D level of confidence

12.1
NARCO_I&II_1
Identified as both Narcosis I & II MOA with an A level of confidence

12.2
NARCO_I&II_2
Identified as both Narcosis I & II MOA with a B level of confidence

12.3
NARCO_I&II_3
Identified as both Narcosis I & II MOA with a C level of confidence

