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1 ML Methods

1.1 Descriptor Selection and Value Extraction
Implementation workflow:
The overall workflow consists of the following steps:
(1) SMILES acquisition: The SMILES representations of passivator molecules are collected manually from literatures (training
data) or Pubchem (predicition data).
(2) Molecular parsing with RDKit: Each SMILES string is converted into an RDKit Mol object by coding (e.g. Displaying hydrogen
atoms), which serves as the basis for all subsequent descriptor calculations.
(3) Descriptor definition and customization: A predefined list of RDKit molecular descriptors is specified, covering
physicochemical properties, structural features, and hydrogen-bond-related parameters. In addition, custom descriptors (e.g.,
halogen atom counts) are implemented via user-defined functions to capture chemically relevant features that are not
directly available in standard RDKit descriptors.
(4) Automated feature extraction: An iterative loop is used to compute all descriptor values for each molecule and
automatically insert them into the corresponding columns of the dataset.
(5) Data output and extensibility: The resulting descriptor matrix is exported in a structured format and can be readily
extended to include additional descriptors or applied to new molecular systems without modifying the overall pipeline logic.
The workflow is implemented in the open-source code with a notebook version (1.Collecting_data_desr_w.ipynb), and the
detailed key scripts has also been given as follows:
#Part 1
#Define halide atom calculator funtion
def Halide_accumulator(mol):

Num_Fluorine_atoms = sum(1 for atom in mol.GetAtoms() if atom.GetAtomicNum() == 9)#F

Num_Chlorine_Atoms = sum(1 for atom in mol.GetAtoms() if atom.GetAtomicNum() == 17)#ClI

Num_Bromine_Atoms = sum(1 for atom in mol.GetAtoms() if atom.GetAtomicNum() == 35)#Br

Num_lodine_atoms = sum(1 for atom in mol.GetAtoms() if atom.GetAtomicNum() == 53)#I

Num_Halide_Atoms = Num_Fluorine_atoms + Num_Chlorine_Atoms +Num_Bromine_Atoms + Num_lodine_atoms
return Num_Halide_Atoms
#Part 2
#Create a sheet of descriptors
smi = data_set['IsomericSMILES'].to_list()
feature_columns = [

'Heavy_atoms',

'H_Acceptors',

'H_Donors',

'Rot_bonds',



'Val_electrons',
'"Mol_Wt',
'"Topo',
'"TPSA',
'Avglpc',
'Carbon’,
'Hydrogen',
'Oxide’,
'Nitrogen',
'Halide’
]
#Set the default value as null
for col in feature_columns:
data_set[col] ="'
print(f"shape:{data_set.shape}")
data_set = data_set.iloc[:,:]
#Part 3
#Loop through and write
foriin range(len(smi)):
mol_hided_H = Chem.MolFromSmiles(smif[i])
#Display hydrogen atoms
mol = Chem.AddHs(mol_hided_H)
#The number of Heavy atoms a molecule
data_set.loc[i,'Heavy_atoms'] = Lipinski.HeavyAtomCount(mol)
#The number of Hydrogen Bond Acceptors
data_set.loc[i,'"H_Acceptors'] = Lipinski.NumHAcceptors(mol)
#The number of Hydrogen Bond Donors

data_set.loc[i,'H_Donors'] = Lipinski.NumHDonors(mol)

#The number of Rotatable Bonds

data_set.loc[i,'Rot_bonds'] = Lipinski.NumRotatableBonds(mol)

#The number of Valence Electrons

data_set.loc[i,'Val_electrons'] = Descriptors.NumValenceElectrons(mol)

#The average molecular Weight of the molecule, g/mol

data_set.loc[i,'Mol_W1'] = Descriptors.MolWt(mol)

#The topological index, which quantifies “complexity” of molecules

data_set.loc[i,'Topo'] = GraphDescriptors.BertzCT(mol)

#The topological molecular polar surface area

data_set.loc[i,'TPSA'] = Descriptors.TPSA(mol)

#The average information content of the coefficients of the characteristic polynomial of the adjacency matrix of a
hydrogen-suppressed graph of a molecule

data_set.loc[i,'Avglpc'] = GraphDescriptors.Avglpc(mol)

#The number of carbon, hydrogen, nitrogen, oxygen and Halide atoms
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data_set.loc[i,'Carbon'] = sum(1 for atom in mol.GetAtoms() if atom.GetAtomicNum() == 6)#C
data_set.loc[i,'Hydrogen'] = sum(1 for atom in mol.GetAtoms() if atom.GetAtomicNum() == 1)#H
data_set.loc[i,'Oxide'] = sum(1 for atom in mol.GetAtoms() if atom.GetAtomicNum() == 8)#0
data_set.loc[i,'Nitrogen'] = sum(1 for atom in mol.GetAtoms() if atom.GetAtomicNum() == 7)#N
data_set.loc[i,'Halide'] = Halide_accumulator(mol)#Cl Br |

dataset_add_features = data_set.iloc[:len(smi),:]

#Select samples with a target below 5.0

dataset_add_features = dataset_add_features[dataset_add_features['EQE enhanced ratio'] <= 5.0]

#0One-hot encoder

from sklearn.preprocessing import OneHotEncoder

encoder = OneHotEncoder(sparse_output=False)

dataset_add_features['A_site'] = encoder.fit_transform(dataset_add_features[['A_site']])
print(f"shape:{dataset_add_features.shape}")

dataset_add_features.to_csv("data/dataset_with_features.csv",index=False)

"

1.2 Data Collection and Preprocessing

A comprehensive literature survey was conducted covering publications from the past decade using the keyword “Green
Perovskite LED Passivation”. Relevant studies were manually screened, and key information required for machine learning
tasks was extracted, including the passivator name, PeLEDs device components, A-site type, control external quantum
efficiencies (EQEs), passivated EQEs, as well as article titles and DOlIs. All collected data are summarized in Supplementary
Information Data 1. To improve data reliability and reduce potential bias, data points with an EQE enhancement ratio greater
than 5 were excluded from the dataset. Early-stage studies often reported extremely low initial EQEs due to limitations in
fabrication processes, which could result in disproportionately large enhancement ratios after passivation. Such values are
not representative of current experimental practices and may adversely affect model training. After data preprocessing, the
same curated dataset was used for training and optimizing all machine learning models. This ensured consistency across
different models and enabled a fair comparison of their predictive performance, facilitating the identification of the most

suitable machine learning model for this study.

1.3 Hyperparameter optimization

Hyperparameter optimization was performed exclusively during the model training stage to improve predictive performance
and generalization ability. For each machine learning model, an initial parameter range was defined based on prior experience
and preliminary tests. Hyperparameters were then optimized using a grid search strategy combined with five-fold cross-
validation. During this process, model performance was evaluated iteratively across different hyperparameter combinations,
and the average cross-validation score was used as the selection criterion. Manual tuning was further applied to refine key
hyperparameters around the optimal regions identified by grid search. This combined strategy ensured efficient exploration
of the parameter space while avoiding overfitting. The final optimized hyperparameter sets for all models are summarized in

the following Table, and the corresponding implementation details are provided in the open-source code repository.

Taking the hyper-parameter optimization for CatBoost model as an example:

o

from catboost import CatBoostRegressor



cat_reg = CatBoostRegressor(learning_rate= 0.25 ,bagging_temperature= 1,verbose = 0 ,random_state=42)
param_grid = {

'iterations': [400,410,420],

'depth': [5,10],
1
search = GridSearchCV(cat_reg, param_grid, cv = 5,n_jobs = -1,error_score = 'raise',verbose = 0)
search.fit(X_train, y_train)
print(f'cat_reg best parameters: {search.best_params_}')
best_catreg = search.best_estimator_
1.4 Criteria for the passivation candidates
Based on model interpretation analysis, several molecular features were identified as key contributors to passivation
effectiveness. In particular, the model indicated that favorable passivators for PeLEDs typically possess a hydrogen bond
donor (HBD) count greater than one and a molecular weight below approximately 300 g/mol, which informed the initial
screening criteria.
On this basis, the prediction set was constructed according to the following principles:
(a) Consistency with model-derived criteria: Candidate molecules were required to satisfy the key descriptors identified from
model interpretation, specifically an HBD count greater than one and a molecular weight of approximately below 300 g/mol.
(b) Inclusion of chemically relevant functional groups: Molecules containing functional groups known to interact with
perovskite defects were preferentially selected, including ammonium, hydroxyl, carbonyl, nitro, phosphoryl, and sulfonic acid
moieties.
(c) Structural similarity to known passivators: To ensure chemical plausibility and extrapolation reliability, candidates were
chosen to exhibit structural resemblance to passivators in the training set, considering factors such as molecular symmetry,
aromatic ring distribution, and overall molecular topology.
By integrating model interpretability, chemical intuition, and structural similarity considerations, this design strategy ensures
that the prediction set is both chemically meaningful and aligned with the learned structure—property relationships, thereby

increasing the likelihood of identifying effective passivation molecules.



2. Results of ML

100
A_site

Conc{mg/ml) -o.
075
Heavy_atoms -0
H_Acceptors
050
H_Donors
Rot_bonds -o.
Val_electrons -o.
Mol_Wt 0.
Topo -0
TPSA
- -0.25
Avglpc 0.
Carbon -0,

Hydrogen o

Oxide

-0.75

Nitrogen 03 -00s (023 026 (027 -0.0 022 016 [0.27 028 -0.001 020 019 4).16

Halide -011 006 003 -0.23 029 -005 005 011 -0.04 -028 003 -006 -0.14 -0.11 -0.
-1.00

Fig. S1. Heatmap of Pearson product-moment correlation coefficient of initial features.
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Fig. S2. Quintile-based analysis of samples.
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Fig. S3. The remain models’ performance. a), c), e), g). Predictions and observations for the LR, SVR, RF, and XGBoost,
respectively. b), d), f), g) The learning curves for the LR, SVR, RF, and XGBoost, respectively.

Table S1. The optimized hyperparameters for models

Model Hyperparameter key and value

LR fit_intercept=True, copy_X=True, n_jobs=None, positive=False

SVR C =15, epsilon=0.2

RF max_depth = 10, min_samples_leaf'=1, min_samples_split:=2, n_estimators =80, random_state = 42

XGBoost subsample = 0.8,0bjective="reg:squarederror',random_state = 42, max_depth = 10, min_child_weight = 3,
n_estimators =125

CatBoost Depth =5, iterations = 410,learning_rate= 0.25 ,bagging_temperature= 1,verbose = 0 ,random_state=42

Table S2. The CIDs of 70 molecules from PubChem as the candidates for prediction

CID CID CID CID CID CID CID
7812 222556 5570 8431 30209 12495 255
7423 28159 72924 9808 9395 7873 12793
9731 379 936 160117 7416 31357 6327654
7447 612 240 1176 1678 13134 74188
7441 978 69150 20861 1493 668 6327349
79617 370 75498 120047 5955 6535 78452
11118 1066 7487 980 7475 9275 7369
75655 967 68400 12307 8330 654 985
74218 3845 26323 16782 7430 1015 12669616
136315 3442 54747 62823 7492 14017 4190003




3. DFT Validation

DFT calculations: Ab-initio calculations were performed using the Vienna Ab-initio Simulation Package (VASP) code with the
projector augmented wave method (PAW).14 The generalized gradient approximation (GGA) of Perdew-Burke-Ernzerhof
(PBE) was chosen for electron exchange and correlation.® The criteria of energy/force convergence and energy cutoff were
set at 10-4 eV/0.05 eV A-1 and 400 eV, respectively. We utilized Monkhorst-Pack scheme with 2x2x1 k-point grid to calculate

CsPbBr, surfaces with/without defects and the passivated models with 5 different representative molecules, respectively.
In more detail, a 3x3x4 supercell crystal was generated by expanding the CsPbBr; primitive cell. An 18 A vacuum layer was
inserted above the adsorption surface, and a Br vacancy ( V;, ) defect was constructed on the crystal surface. Both the initial

state of the molecule-passivated crystal and the small molecules were in their relaxed lowest-energy configurations after

relaxation calculations. All crystal structures were constructed by Materials Studio and Vesta.

(a) (b)

Vi, defect
relaxation

relaxation

Fig. S4. Top-view and 45-degree front-view illustrations of the CsPbBr, passivation process with 2-HPA. a) Pristine slab
without surface defects, b) The slab with a 7, defect, where Pb-Pb dimers formed after relaxation, c) Initial situation of 2-

HPA adsorbed on the surface, d) After 2-HPA passivated the },  defect, the Pb-Pb dimers disappeared.

Table S3. Adsorption energy results of five passivation molecules used for DFT theoretical validation.

Passivator Epass [€V] Esan[€V] Epassisian [€V] Eags [€V]

2-HPA -69.55 -510.29 -580.12 -0.28

P-3-CA -99.42 -510.29 -609.98 -0.27

DHP -78.35 -510.29 -589.18 -0.54

BSOC -91.59 -510.29 -604.85 -2.97

1,2,4,5-TE-3-NB -84.54 -510.29 -597.02 -2.19
E,; = Epaxs/slab -E,,-E pass

where Epass/sIab is the energy of the passivator-adsorbed system, £, is the energy of defective surface slab and EWm is the

energy of passivator(molecule). The negative adsorption energies of all systems show that passivator could be stably adsorbed
on the surface with defects.
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115 1403 24-dinitrophenol CBHAN205 C1=CO{=G(G=CIN=ONO-IIN:K=OXO- 0 2 5 1 3 184.107 | 10651 | 2214052 4 5 2 o
116 5055 4eitro-1-oxidoquinolin-1-ium COHEN203 Gi=ComC20K C‘)C" 0 2 3 0 1 100,158 | 70.08 23885048 6 3 2 o
7 775 “enizoaniing Corenzoz e o 2 3 v 2 T2 | oot |z1a0000] 6 7 7 o
118 0 1,245 terachioro-S-nirobenzens corcino2 ci=ciorCeEcioneNH oo © 2 2 o 1 20801 | 4314 | 21120801 1 2 1 4
o ) 26 dchioro dniroaniine o P 3 i 7 707016 | 6016 | 21400z00] % 7 7 7
120 7402 1 4-dtuobenzene CoHan204 ci=ceico=cin=OjoNI=0)01 | O 2 4 o 2 168108 | 628 | 21400200 4 s 2 o
2 2005 Tiodo-&-nirobenzens ooz oo o 2 2 o T Zi007 | 4314 | 21120661 4 2 v v
122 7 dithyl phosphats Carz007P2 SEoPoiocanP0106005 0 2 7 0 74 200189 | 8029 | 24562008 20 7 0 0
123 31057 buty phosphate Cianzios 0 2 s o s 26318 | 4476 | 2e80s50| 27 s 0 o
24 a1 Gimethy! hydrogen phosphate Canioar COP=0)010C o 2 ) v 5 126048 | 576 | 17700863 7 3 0 o
125 o6 (@ hydrony 2-onopropy) dihydrogen phosphate Cant06P CIG-0)GOPI=0)01010 0 2 3 3 7 170057 | 10406 | 22600478] 7 3 0 o
126 =3 ety phosphate Cor1s04P COOP(=0X0CCI0CC o 2 ) o 9 Te2i5 | 4476 | 21906021 15 3 0 o
127 15 bis(Z-ethylhesy) hydrogen phosphate CloHIs04P cocceiceicop-oyojcceoceee | 0 2 4 1 19 a4z | ssr6 |2oti0e2| 35 s o o
78 =) Giethy hydrogen phosphate Cariow CCOP(=0N0I0GC o 2 ) v 7 a0z | 576 | zriaazr| 1 3 o o
2 1015 Z-aminoethyl dhydrogen phosphate CareNo4P o 2 5 3 © 141063 | 278 |21606035] 8 3 v o
130 Ta017 CronoaP CNPE0)0I0 o 2 ) 3 ) 1.0 | 8355 | 2020525 6 3 v o
CT=CG(=0C-CINH=OT0-
131 255 bis@@-niropheny) hydrogen phosphate ] 0 2 8 1 7 sotes | 1204 |27i07ne| o s 2 0
[ 2793 pheny! dihyarogen phosphate Corroer OPE0N0I0 o 2 ) 2 ) 74002 | o670 | zossazse] 7 3 o o
[ 27654 Car1003PT COOIPH1=0)06C 0 2 3 o s 157095 | %553 |19s12078] 10 3 0 0
a4 a1 bropyl dhydrogen phosphate CansoaP COCOP(=0)0I0 o 2 ) 2 6 100075 | o676 | 21466723 o 2 0 o
135 ) Can180%Pr GOCCO[PHII=0)0006E 0 2 3 o 0 193200 | 3553 | 2410363 18 3 0 0
136 78452 Cans03 COGOGEECPE0NOX 0 2 3 2 0 szt | 750 | 25804 1 3 0 0
a7 7369 chionde o502 0 2 2 o T T T P 2 o v
138 085 hexadecanoic acid Cieraz0z 0 2 2 v 75 7643 | 313 |2eseers] %2 2 o 0
[ 2669616 chiorde CeracIFos 0 2 T o T T7Bets | 707 |2tu20e61 4 T o 2
40 4190003 chionde CeHsCI0S 0 2 T o T Te0ezs | 7.0 |2120661 5 T o v
] 7812 “-chloroaniine Cereo 0 3 T v T 75 | 2602 |2120881 6 0 v v
a2 742 Sntucaniin Ceronz0z 0 3 3 T 2 Ta.126 | 606 |21ari082 6 2 2 0
I o731 “uoroaniin HoFN 0 3 T T T 10 | 2602 |21120881 6 o v v
I TaaT Zmethory 5 itoaniing Cimenzo3 COCI=G(C=CIC=CINAI=0T0IN 0 3 s T s Teate2 | 7830 |2220%51 8 3 2 0
s 7 methyl4niroaniine CrreNzoz CO1=C(C=CG=CHINHI=0JO-IN 0 3 3 T 3 52163 | 6016 | 21064662 8 2 2 o




79617 GiHoNo2S JC1=CC=GG=CTN 3 [ 2009 z
11 Snito2-propoxyaniine CoH12N203 (C=CHINI=0)OIN 4 196,206 weoss7| 12 3
75655 4-morpholin-4-ylaniine C10H14N20 (C=CaN 178235 14 1
74218 S-chloro-2-niroaniline CoH5CiINZ02 {C=CICININ+I(=0)01 72571 5
136315 CTHEFINOZS C1=CC(=CC=CIN)S(=ON=OICIF)F)F 225191 6
22255 2.4 6-riodoanilne CoHaiaN (c=Cie=c1mN! 470817 0
152 28159 2,6-dimethyl-4-nitroaniline CBH10N202 CC1=CC(=CC=CINICINI(=0)O-] 6.1 10
3 7 octanoic acid H1602 CCCCCCCe(=010 7 144214 6
54 1 H603 Ce(C-0/00 90,07
7 “-aminobenzolc acid HTNOZ 1571
7 X 1605 170,
1066 pyridine-2.3-dicarborylc acid HENOA T67.
9%7 2.a-diono-TH-pyrimidine-o-carborylc acid CoHAN204 T 156, 0
150 3845 4-0x0-1H-quinoline-2-carboxylc acid C10HTNO3 3 4 3 2 1 18917 | 7016 7 3 1 3
760 £ Sbulylpyrdine-2-carborylc acid GioHTnoz 79219 | 50, B
o1 5570 T-melhylpyridin-1-im-3-carborylate HTNO2 15713 | a4
162 72500 oxo-1H-pyridine->-carboryic acid HENOS 3911 | 70
163 95 pyidine-d-carboxamide HeNZO 122127 | 55:
o4 210 benzaldenyde H60 106120 | 17,
165 69150 bis(4-hydroxyphenyl)methanone C13H1003 0 4 3 2 4 214.22 57.53 | 2.5966697 | 10 3 0 0
166 75498 5+(1,3-dioxo-2-benzofuran-5-carbonyl)-2-benzofuran-1,3-dione C17H6O7 0 4 7 0 2 322228 103.81 | 3.1278468| 6 7 0 0
7ag7 GBH7No3 165,14 21 7 3
8400 [ CaHeN403 C(=ONNINC(=ONC(=ON 146106 | 12731 5 3
26323 S-propyl C4HTCIOS ccesc=o)c! 138,61 07 7 1
Sa7a7 CoH11NG04 CCZON(C=OINC)OCONG 189,17 74 T 0
431 elhyl piperazine-T-carboxylate CTHaN202 CCOC(=OINICENCCT 156,20 57 14
72 %608 2-fuorobenzoyl chiorde GTHACIFO =CIC(=CTIC(=0)CIF 156559 | 1707 0
173 160117 bis(azepan-1-yl)methanone (C13H24N20. 224.348 .55 2
4 1176 wrea iN2O 0NN 50,056 X
5 20861 H100 COCT=CC=CIe=C1C=0 134,178
3 120047 101120 Ce=CIC=CIX 146,205
%0 “-nirophenal BHENO3 N 15911
72307 propy! nirate HTNOS CCCOIN+I(=0)O] 105095
T6782 2HONOS CC=0J00NHI(=0)01 121,048
2623 Zethyihexl nitate CoHITNOD 175226 7
30209 hexy! nitrate C6H1ING3 CCOCCCOINHI=0)O:] 7 Tar a7 | 2 B
0 wass ey (itopheny) shosphate Gromnose | CCOPEONOCOIOCT-CO-Gl o . . o o | s | we u s 1 o
3 7416 niobenzens CeraNo2 C1=CC-CIC-CHINH=010] 0 0 z 0 T 23111 | 4314|2206t 5 2 T 0
o4 1678 G3HENOA CCIN+I(=0)0)C(=0)0 0 0 0 1 3 119076 | 044 | 2017071 5 0 T 0
185 1493 2-dinitrophenol CBHAN20S B S 0 4 5 1 3 184107 | 10651 | 2214052 4 5 2 0
w w055 -t doquinoint-um conenzos C-GC-Cae o . s o T | woi | 1008 |zamew] s s z .
o7 775 “niroaniine Goonzoz Cimcc 0 0 3 7 z 136126 | 6916 | 2.1400209] 6 2 2 0
188 8330 1,2.4 5tetrachloro--nirobenzene. CBHCINO2 cr=cieiccECIeIchNEoNo e 0 4 2 3 1 200891 | 4314 | 21120881 1 2 1 4
789 7430 26-dichloro4-niroaniine Gonacianzo2 0 4 3 7 2 207016 | 6916 | 2.1400208] 4 2 z 2
190 7452 1 a-diirobenzene CoHaNz04 C1=CO(=CC-CINH=ONONI=0)(0] | O 4 4 3 2 166108 | 628 | 21400200 4 4 2 3
o1 72495 Tiodo4-nirobenzens GoHanoz < ~CANI=ONO 0 4 2 0 T 29007 | 4314|2206t 4 2 T T
102 7873 Giethyl phosphate Gari2007P2 CCOP(=0)(OCCIOP(=0)OCCIOCT 0 0 7 0 i 200189 | 6020 | 2.4562006] 20 7 0 0
193 31357 rbutyl phosphate CizHzr0aP 0 0 0 0 75 206316 | 4476 | 2600459 | 27 0 0 0
194 13134 dimethyl hydrogen phosphate C2H704P. COP(=0)(0)0C [ 4 0 1 5 126.048_| _65.76 | 1.7790463] 7 1 0 0
195 668 (3-hydroxy-2-0x0propyl) dinydrogen phosphate C3H7O6P C(C(=0)COP(=0)(0)0)0 [ 4 6 3 7 170057 | _104.06_| 2.2680478| 7 B 0 0
196 6535 Iriethyl phosphate C6H1504P CCOP(=0)(0CCIOCC [ 4 0 0 B 182.156_| 4476 | 2.1906621 5 1 0 0
197 0275 bis(2-ethylhexy) hydrogen phosphate C16HI504P COCCC(CEICOP(=0)(0)OCC(EEICCT 0 4 4 1 19 32426 | 576 |20t51042) 35 4 0 0
198 654 diethyl hydrogen phosphate C4H1104P CCOP(=0)(0)0CC [ 4 0 1 7 154102 | 6576 | 2.114427 i 1 0 0
199 7015 Zaminoethy| dhydrogen phosphate GaHenoaP C(COP(=0)OION 0 0 5 3 Q 141065 | o278 | 21606935 8 0 T 0
200 Ta017 GHONOZP NP 0 0 0 3 0 111057 | 635 |2020256] 6 3 T 0
CI=CC(=CC=CN+](=0)[0-
201 265 bis(4-nitrophenyl) hydrogen phosphate ) 0 4 8 1 7 340.184 | 14204 | 27100774 9 8 2 0
202 12793 phenyl dihydrogen phosphate C6H7O4P 1)0P(=0)(0)0 [ 4 0 2 0 174.092 | _66.76 | 2.3850258| 7 1 0 0
203 6327654 C4H1003P+ CCOIP+1(=0)0CC [ 4 3 0 6 137.095 | 3553 | 1.9512078] 10 3 0 0
204 741 propyl dihydrogen phosphate. C3HO4P CCCOP(=0)(0)0 [ 4 0 2 6 140075 | 66.76 | 2.1466723] B 1 0 0
205 6327349 CBH1803P CCCCOIP+(=0) [ 4 3 0 10 193203 | 3553 | 2.4183363] 8 3 0 0
206 78452 C8H1903P CCCCCCCCP(=0)(0)0 [ 4 3 2 10 194211 | 6753 | 25804339 9 3 0 0
207 7369 chioride CH5CI02S =C1)S(=¢ [ 4 2 0 1 176624 | 3414 | 20946397 5 2 0 1
206 95 hexadecanalc acd CleHaz02 0 0 2 1 75 25643 | 375 |aswetos] 32 2 0 0
209 72669616 chioride GoHACIFOS 0 0 T 0 T 76615 | 1707 | 2120061 4 T 0 2
210 4190003 Chioride GGl 0 0 T 0 T To0625 | 1707 | 2120661 5 T 0 T
211 7812 “-chioroaniine GoHecN 0 5 T 1 T Tor57 | 2602 | 2120661 6 0 T T
212 7423 Sniroaniine GoHonzo2 0 5 3 1 2 136126 | 6916 | 21311082 6 2 2 0
215 o731 “-fluoroanilne HOEN 0 5 T 1 T 111119 | 2602 | 21120661 6 0 T T
214 7447 2-methoxy-5-itroaniline CTHEN203 COC1=C(C=C(C=C1)IN*I(=O)O-IN [ 6 0 1 0 168152 | 7830 | 2.2222351 B 3 2 0
215 7aa1 Zmethyl--nitroaniine CrHenz02 CC1=C(C=CO(=CIINH=ONOIN 0 6 3 1 3 152153 | 6916 | 21964662 8 2 2 0
216 79617 GrHoNG2S CS(=0)(=0)C1= 0 3 3 1 3 171221 | 6016 | 22423094 o 2 T 0
217 11116 GoHizNz03 CGCOCT=C(C=CIC=CIIN#=ONOIN 0 6 4 1 6 196206 | 7830 | 24160867 12 3 2 0
216 75655 “-morpholin--ylaniine CloHTanz0 0 5 3 1 2 176235 | se4s | 2aseirir| 14 1 2 0
219 74218 S-chloro-2-niroaniine GoHECINZ02 1=CG(=C(C=CICININ=O)OT 0 5 3 1 2 72571 | 6916 |2.1837138] 5 2 2 T
220 136315 CTHBF3NO2S C1=CC(=CC=CIN)S(=O) [ 6 3 1 2 225191 | _60.16 | 2.2423094 B 2 1 3
221 22255 2.4 6-odoaniline 6HaI3 C1=CC=C(C(=CHINI 0 5 T 1 T 470817 | 2602 | 21120861 4 0 T 3
222 28159 2,6-dimethyl-4-nitroaniline CBH10N202 CC1=CC=CCECINIC)IN#I(=0)0-] [ 6 3 1 4 16618 | 69.16 | 22238177 10 2 2 0
223 379 octanol acid C8H1602 CCCCCCCC(=0)0 [ 6 2 1 7 124.214_|_37.3 | 2.4325145) 16 2 0 0
220 612 G3H603 el 0 5 3 2 3 90078 | 6755 | To60dces| 6 3 0 0
25 78 “-aminobenzolc acid GrHTNO2 0 5 3 2 2 15713 | 6332 | 2250609 7 2 T 0
25 370 34! 7] G7HE05 0 5 5 4 0 012 | o790 |2ar20847] 6 5 0 0
27 7066 pyridine-2,3-dicarborylc acid GrHENO4 0 5 5 2 2 Tor12 | 67 |2ssiseas] 5 0 T 0
228 %67 2,4-dioxo-1H-pyrimidine-6-carboxylic acid C5HAN204 C1=CNC(=0INC1=0)C(=0)0 [ 6 4 3 1 156.007 | 103.02_| 2.2319352) 1 1 2 0
229 3845 4-ox0-1H-quinaline-2-carboxylic acid C10H7NO3 C1=CC=C2C(=C1)C(=0)C=C(N2)C(=0)0 0 6 3 2 1 18917 | 7016 | 24576751 7 3 1 0
70 32 Sbulyipyrdine-2-carborylc acid CioHTanoz CCCOCT=ON=G(C=C1ICI=010 0 0 3 T 5 179219 | s019 |zdreorrr| s 2 T 0
231 5570 -methylpyridin-1-ium-3-carboxylate. CTHINO2 CIN+1=CC=CC(=C1)C(=0)(O-] [ 6 2 [ 2 137.138 | 44.01 | 2.1129569) 7 2 1 0
252 72924 Goxo-1H-pyridine->-carboxyic acid GoHENo3 C1=CG=0INC=C1C(=010 0 6 3 2 1 1011 | 7016 22019852 5 3 1 0
233 936 pyridine-3-carboxamide C6HBN20. C1=CC(=CN=CT)C(=OIN [ 6 2 1 1 122.127 | 5698 | 2.137382 6 1 2 0
254 20 benzaldehyde G760 ci=ce=C 0 0 [ 0 [ 106124 | 7o | 2120061 6 1 0 0
235 69150 bis(4-hydroxyphenyl)methanone C13H1003 Ct=Cq=CC=C1C(=0) 0 6 3 2 4 21422 | 5753 |2596697 10 3 0 0
2 ) 541300002 benzoturan carbony) 2 enaofuan 13 one cirmeor CI-COECCTICLOSCaACECa | ¢ . 7 o 2 | s | tover [ovres| o 7 o o
237 7487 CBHTNO3 CC(=0)C1=CC=C(C=C1IN+1(=0)(0-] 0 6 3 [ 3 165148 | 6021 | 22477146 7 3 1 0
238 68400 [E C3HEN4O3 C(=O){NINC(=OINC(=0IN 0 6 3 4 ) 146106 | 127.31 | 2.2200666) B 3 4 0
230 26323 S-propyl C4HTCIOS ceesc=o)ct [ 6 2 [ 3 138610 | 17.07 | 1.7991202) 7 1 0 1
240 54747 CH11N304 CC(=OIN(C(=OINCIOC(=0ING [ 6 4 2 3 189.171 | 87.74 | 2.3757381 i 1 3 0
201 a3t elhyl piperazine--carboxylate CrHiaN202 CCOC(=OINICONGCT 0 G 3 T 2 8201 | 4157 |29%0108] 14 2 2 0
222 9808 2-fluorobenzoyl chloride CTH4CIFO (C(=C1)C(=0)CIF [ 6 1 [ 1 158.650 | 17.07 | 2.1120661 1 1 0 2
243 160117 bis(azepan-1-yl)methanone (C13H24N20 0 6 1 0 o 224.348 2355 | 2.7142256| 24 1 2 0
24 1176 wrea GHN2O C=ONNIN 0 5 T 2 0 005 | 6911 | Todoas61| 4 T 2 0
25 20861 CoH100 Cc1)c=0 [ 6 1 [ 3 134.178 | 17.07_| 2.2423004 10 1 0 0
2465 120047 C10H120 (C=C1)C=¢ [ 6 1 [ 4 148206 | 17.07 | 2.3420428] 2 1 0 0
27 %0 -nirophenol GoHENo3 IN+I(=0)010 0 5 3 T 2 a1 | easr |aisearee| 5 3 T 0
25 72307 propy! irate G3H7NO3 CCCOMN+(=0)0-1 0 6 3 0 4 106085 | 6287 | i7eotave| 7 3 T 0
249 6782 C2H3NOS CC(=0J00IN+|(=0)(0-] [ 6 5 [ 3 121.048 | 7867 | 1.7988538) 3 5 1 0
250 2623 Zethyihexl nitate CeHiTNOS 0 5 3 0 9 75228 | 6237 |2d0reees| 17 3 T 0
251 30209 hexy!nirate GoHiaNo3 CCCCCCOINHI(=0JO-1 0 0 3 0 7 Tari7a | 237 |aaatess] s 3 T 0
252 0395 diethyl (4-nitropheny) phosphate C10HIANOGP. GCOP(=OHOCCIOCIGOCIC-CHIN: (= 0 6 6 0 9 275197 | 7.9 | 25331818) 1 6 1 0
253 7416 nitrobenzene C6H5NO2 C1=CC=C(C=C1)IN+I(=0)I0] [ 6 2 [ 1 123111 | 4314 | 21120661 5 2 1 0
254 678 C3H5NO4. C(CIN+|(=0)(0-)C(=0)0 [ 6 4 1 3 119.076 | 80.44 | 20170171 5 1 1 0
255 e Fyw— Coninzos CI=COCC-CINIEOOINTFON [ s s 1 B Tt | et | 2zosz| 4 s 2 o
) w055 nto-todoquinoin-tum conenzos o S o . s . T | ot | 1008 |zamews] o s 2 .
257 7475 “niroaniing Goonzo2 CI=CC(=CC=CININ+I(=0)01 0 5 3 T 2 38126 | 6916 |21400200] 6 2 2 0
268 8330 1,24,5-tetrachloro-3-nitrobenzene. CeHCINO2 C1=C(C(=C(C(=CCICIN(=0)O)CHCH 0 6 2 0 1 260.801 | 4314 [2.1120661 1 2 1 4
259 7430 26-dichloro4-niroaniine 0 5 3 T 2 207016 | 6916 | 2.1400208] 4 2 2 2
20 7492 1 a-diirobenzene CoHANZO4 C1=CC(=CC=CIIN+I(=0)O-)IN+I=0)0] | © 3 4 3 2 168108 | 8628 21400200 4 4 2 3
251 72495 Tiodod-nirabenzens Coranoz =CAINI(=0)OI 0 5 2 0 T 29007 | 4314 |2riaoeet| 4 2 T T
%2 7873 diethyl phosphate Cari2007P2 CCOP(=0)(OCCIOP(=0)(OCCI0CC 0 6 7 0 14 20160 | w029 | 2462006 20 7 0 0
%5 B rbuty phosphate Cizzrom 0 5 0 0 75 26318 | 4476 | 2ee0ase| 27 4 0 0
%64 Tat34 Gimethyl hydrogen phosphate GarroP COP(=0)(010C o 5 0 T 5 T26048 | G576 | tr7ooses| 7 4 0 0
25 o8 (&-hydroxy-2-onopropyi) dinydrogen phosphate Garo6P C(C=0)COP=0101010 0 5 5 3 7 170,057 | 10406 | 22680478 7 5 0 0
%6 535 iethyl phosphate Go15047 CCOP(=0)0CCIOCC o 5 0 0 9 Te2156 | 4ato |2isoee2i] 15 4 0 0
267 9275 bis(2-ethylhexyl) hydrogen phosphate C16H3504P CCCOC(CCICOP(=0)(0)0CC(CCICCCE 0 6 4 1 19 322426 | 5576 | 29151042 35 4 0 0
%8 51 diethy! hydrogen phosphate Gat104p CCOP(=0)0)0CC 0 5 0 T 7 o2 | ss7e | amaazr| 1 3 0 0
%9 Tots Zaminoethyl dihydrogen phosphate GaHenodP GICOPEONOION o 5 5 3 5 Tatoss | o276 2160603 & 4 T 0
270 Ta017 GHBNOZP CNP(=0)00 o 5 4 3 0 Titos7 | sasts 202085 6 3 T 0
GI=CC(=CC=CIN+I(=0)0-
271 265 bis(4-nitrophenyl) hydrogen phosphate ] 0 6 8 1 7 340184 | 14204 | 27103774 9 8 2 0
72 72795 phenyl dinydrogen phosphate Gorroar P(=0)0)0. 0 5 0 2 0 74092 | o670 |2mmeeose| 7 3 0 0
273 327654 Cari00aPT CCOIP+1(=0)0CC 0 6 3 0 6 137095 | 3563 | 19512078 10 3 0 0
274 74188 propyl dihydrogen phosphate. C3HIO4P [ 6 4 2 6 140075 | 6676 | 2.1466723) B 1 0 0
275 6327349 Cerig0aPT 0 5 3 0 70 19320 | 3553 |a4teases] 18 3 0 0
275 78452 GEH1903P 0 5 3 2 70 Toa211 | 6753 |2seoasse] 1o 3 0 0
277 7369 Chioride CoHsCiozs 0 5 2 0 T o624 | sa1s |20046397] 5 2 0 T
278 o5 hexadecanaic acd CleHaz02 0 5 2 T 75 2643 | a7a |asssetee] 32 2 0 0
279 72669616 chioride GoHACIFOS 0 5 T 0 T Teets | o7 |aiteoee1] 4 T 0 2
20 4190003 Chioride CoH5CI0S 0 5 T 0 T Te0625 | 707 |2it20061] 5 1 0 T
261 7812 “-chioroaniine GoHecin 0 0 T T T Tors7a | 2602 |2i120061] 6 0 T T
%2 7423 Sniroaniine GoHonz02 0 0 3 T 2 T3812 | eoto |2i311082] 6 2 2 0
25 o731 “-fuoroanilne HoEN 0 0 T T T Titiie | 2602 |2i120061] 6 0 T T
284 747 “Zmethory-S-niroaniine CiHanz03 0 0 4 T 4 Toets2 | 780 2222031 8 3 2 0
25 7aa1 Zmethyl-nitroaniine CiHanzo2 0 0 3 T 3 752153 | eoto |aioedeee| & 2 2 0
26 79617 GrHoNo2S 0 0 3 T 3 71221 | 6ot 22420008  © 2 T 0
27 Titie GoHizNz03 (C=CTINHIEONOIN 0 0 ) T 5 196206 | 7830 |24teosr| 12 3 2 0
25 75655 “-morpholin--ylaniine CloHTanz0 (c=con 0 0 3 T 2 78235 | 3840 |adsorri7| 14 T 2 0
289 74218 5-chloro-2-nitroaniline CBH5CINZO2 C1=CC(=C(C=C1CIN)IN+I=0)I0-1 [ B 3 1 2 172671 | 69.16 | 2.1837138) B 2 2 1
20 136315 GrHeFaNOzS 0 0 3 T 2 225191 | o016 | 22423094 6 2 T 3
251 22255 24 6-rodoaniine e 0 0 T T T 470817 | 2602 [ 21120861 4 0 T 3
B 28159 26-dmethyl--niroaniine GaHion202 0 0 3 T 0 Te6.16 | 6016 | 22208177 10 2 2 0
255 79 octancic acid Garicoz CCCCOCCC=010 0 5 2 T 7 azia | a73 |24ssias| 16 2 0 0




75 o1z G603 3 o 7 3
2% 78 “-aminobenzoic acd GrrTNoz 2 Ta7.1 2
2% 70 i GrH605 0 70, z 5
257 1066 pyridine-2.3dicarboryic acd GrrENOs 2 6. 7 0
=3 967 2 4-dioxo-TH-pyrimidine-6-carborylic acd CoHanzod T 156, 2 0 0
209 3045 4+-000-TH-quinoline-2-carboxylc acid C10H7NO3 C1=CC=C2C(-CIIC-OIC-CINAC00 | O s 3 2 1 18917 | 7016 7 3 1 3
30 Sz Sbutylpyridine Z-carborylic acd Gionianoz COCCCI=CN=CIC-CTICI=010 79219 | 50 B
301 5570 T-melhylpyridin-1-im-S-carborylate GrH7NG2 CINYI1=CC=CC(=C1IC=0)01 15713 | a4,
02 72524 ox0-1H-pyridine->-carboryic acid CoHENO3 C1=CCI=OINC=CIC(=0)0 13911 | 70
305 3 pyidine-d-carboamide CBHaN20 CI=CO[=CN=CTIC(=ON 122127 | 55:
304 210 benzaldenyde H60 Cr=co=ci 106120 | 1707 | 2.120661
305 69150 bis(4-hydroxyphenyl)methanone C13H1003 C1=CC(=CC=C1C( o 0 8 3 2 4 214.22 57.53 | 2.5966697 | 10 3 0 0
) 75458 541300002 Denzotuan-scaroony)2-oenzotuan-1-30no cirmeor CI=COECCTICLOCS-CHCECa | ¢ . 7 o 2 | s | tover |avrees| s 7 o o
%7 2 GBH7No3 CC=0]C1=CC=C(C=CH)IN+I(=0J01] 165,14 21 7 3
306 6100 [ CaHeN403 C{=ONNINC(=ONC(=ON 146106 | 12731 5 3
309 26323 S-propyl C4HTCIOS ccesc=oic! 138,61 07 7 1
sa7a7 CBH11NG04 CCZON(C=ONCIOCONG 169,17 74 T 0
5] elhyl piperazine-T-carboxylate CTHaN202 CCOC(-ONICONCET 15620 57 T4
o508 2-fuorobenzoyl chiorde CTHAGIFO C1=CC=CIC(=CTICI=0CIF 156559 | 1707 4
160117 bis(azepan-1-yl)methanone (C13H24N20. 224.348 .55 2
1176 wrea HANZO 0NN 50,056 X
20861 H100 COCT=CC=CIe=C1C=0 134,178
20047 10H120 COCCT=Co=CIC-ChIC 146,205
550 “-nirophenal HENO3 C1=CO(=CC-CIINHI=0)0310 15911
5 2307 propy! irate 3HTNOS CCCOINHI=0)01 105095
9 T6782 2HONOS CC=0J00NHI(=0)01 121,048
320 2625 2ethyheqy nirate CBHITNOS 175,228 7
321 30209 hexy! nitrate CoH13N03 CCOCCCOINHI=0)O-] 7 Tar a7 | 2 B
322 9395 diethyl (4-nitrophenyl) phosphate (C10H14NOBP ceor )OCC)OC1=CC=C(C=CTIN*I(= 0 8 6 0 9 275.197 87.9 | 25331818 14 6 1 0
% 7416 nirobenzene CeraNo2 C1=CC-CIC-CHINH=010] 0 5 z 0 T 23111 | 4314|2206t 5 z T 0
20 1678 G3HENOA CCIN+I(=0)0C(=0)0 0 5 0 1 3 119076 | 044 | 2017071 5 0 T 0
s 1458 PyP— Cominzos CICCECCCINIEOOTINGEOI | s s T 3 Teator | 10651 | 2210%2| 4 s 2 o
326 5955 4-nitro-1-oxidoquinolin-1-ium (COHBN203 #1210- 0 8 3 0 1 190.158 70.08 3 2 0
27 7a75 “nivoaniine Goonzoz ol01 0 5 3 7 z 136126 | 6916 2 z 0
) 8330 1,2.4 5tetrachloro--nirobenzene. CBHCINO2 cr=cieiccECIeichNEoNo e 0 3 2 3 1 200891 | 4314 2 1 4
32 7430 26-dchloro4-niroaniine Coracianzo2 crec 0 5 3 7 z 207016 | 6916 z z z
350 7452 1d-dinirobenzene. CoHaN204 C1=CO(=CCCINH=ONONI=0)0] | O 3 4 3 2 168108 | 628 4 2 3
31 2495 Tiodo-&-nirobenzens ooz C1=COI=CC-CIINAI=010) z T 229 X z
352 7673 Giethyl phosphate C8r2007P2 CCOP(=OXOCCIOP=0)OCCIOCE 7 i 0. 2 7
3% 31367 rbutyl phosphate CizHzr0m 0 75 26, X 4
334 13134 dimethyl hydrogen phosphate C2H704P COP(=0)(0)0C 4 5 126, 76 4
335 668 (3-hydroxy-2-0x0propyl) dinydrogen phosphate C3HTOBP. C(C(=0)COP(=0)(0)0)0 B 7 70, 104, B
3% 6535 Iriethyl phosphate C6H1504P CCOP(=0)(0CCIOCC 0 B 182, 4.7¢ 1
a7 o215 bis(2-ethylhexy) hydrogen phosphate Ci6Hs04P e 8 4 1 19 32426 | 576 |20t51042) 35 4 0 0
338 654 diethyl hydrogen phosphate C4H1104P CCOP(=0)(0)0CC [ B 0 1 7 154102 | 6576 | 2.114427 i 1 0 0
3% 7015 Zaminoethy| dhydrogen phosphate GaHenoaP C(COP(=0)OION 0 0 5 3 Q 141065 | o278 | 21606935 8 ) v 0
D Ta017 GHONOZP CINP(0)0)0 0 0 0 3 0 111057 | 6355 |2020256] 6 B Il 0
C1=CC(=CC=C1[N+](=0)[O-
341 265 bis(4-nitrophenyl) hydrogen phosphate ) 0 8 8 1 7 340.184 | 14204 | 27103774 9 8 2 0
]
342 12793 phenyl dihydrogen phosphate C6H7O4P C1=CC=C(C=CT)OP(=0)(0)0. [ B 0 2 0 174.092 | _66.76 | 2.3850258| 7 1 0 0
343 6327654 CaH1003P CCOIP+1(=0)0CC [ B 3 0 6 137.095 | 3553 | 1.9512078] 10 3 0 0
344 741 propyl dihydrogen phosphate. C3HO4P CCCOP(=0)(0)0 [ B 0 2 6 140075 | 66.76 | 2.1466723] B 1 0 0
345 6327349 CBH1803P CCCCOIP+(=O) [ B 3 0 10 193203 | 3553 | 2.4183363] 8 3 0 0
346 78452 C8H1903P CCCCCCCCP(=0)(0)0 [ B 3 2 10 194211 | 6753 | 25804339 9 3 0 0
a7 7369 chioride C6H5CI02S C1=CC=C(C=C1)S(=¢ [ B 2 0 1 176624 | 3414 | 2.0946397 5 2 0 1
EQ 985 heradecanoi acid CioHaz02 0 5 2 1 75 640 | o715 | zeosotos] 52 2 0 0
g 266916 chiorde CoHACIFOS 0 5 T 0 [ 78615 | 1707 | 21120661 4 1 0 2
350 4190008 Chioride Coracios o 5 T o T Te0625 | 1707 | 21120661 & 1 0 v
351 7812 “-chioroanilne CoHooN 1 1 T 1 T T2r574 | 2502 | 21120661 6 0 v Il
352 723 Snivoaniine GoHonzo2 G1=GC(=CO(=CTIN+I(=ONO-IN 1 1 3 1 2 138126 | 6916 | 21311082 6 2 2 0
3853 9731 J-fluoroaniine HEFN C1=CC(=CC=CIN)F 1 1 1 1 1 111119 | 2602 | 2.1120661 B B 1 1
354 7447 2-methoxy-5-nitroaniline CTHEN203 COC1=C(C=C(C=C1)IN*I(=O)O-IN 1 1 0 1 0 168.152_| 7830 | 2.2222351 B 3 2 0
355 7aa1 Zmethyl--nitroaniine CrHenz02 CC1=C(C=CO(=CIINH=ONOIN 1 1 3 1 3 152153 | 6916 | 21964662 8 2 2 0
356 79617 GrHoNG2S [ = 1 1 3 1 3 71221 | 6016 | 22423094 o 2 v 0
37 Tt GoHizNz03 COGOCI=G(C=CIC=CIN+I=ONO-IN 1 1 4 1 6 196206 | 7830 | 24160867 12 3 2 0
356 75655 -morpholn--ylaniine CloHTanz0 1 1 3 1 2 78205 | o649 | 2aseiri7| 14 1 2 0
359 74218 5-chloro-2-nitroaniline C6H5CINZOZ C1=CC(=C(C=C1CIN)IN+I(=0)I0-] 1 1 3 1 2 172571 | _69.16 | 2.1837138| 5 2 2 1
360 136315 CTHBF3NO2S C(=CC=CIN)S(=O) X ki 1 3 1 2 225191 | 60.16 | 2.2423094 B 2 1 3
ES] 222556 24 6-iodoaniine o4 C1=CC=C(C(=CHINI 1 1 T 1 T 470817 | 2602 | 21120861 4 0 Il 3
362 28159 2,6-dimethyl-4-nitroaniline CBH10N202 CC1=CC=CCECINIC)IN#I(=0)0-] 1 1 3 1 4 16618 | 69.16 | 22238177 10 2 2 0
363 379 ‘octanol acid C8H1602 CCCCCCCC(=0)0 1 1 2 1 7 144.214_|_37.3 | 2.4325145) 16 2 0 0
364 612 C3H603 CC(C(=0)0) 1 1 3 2 3 90078 | 57.53 | 1.9894655] B 3 0 0
365 o78 3-aminobenzolc acid CTHINO2 ci1=co 1C=0)ON 1 1 3 2 2 137138 | 63.32 | 2.2585839)] 7 2 1 0
366 370 3,4, C7HB05 C1=C(C=C(C(=C10)0)0C(=0)0 1 1 5 4 0 17012 | 97.99 | 2.3720847) B 5 0 0
367 1066 pyridine-2,3-dicarboxylic acid C7TH5NO4. c (N=CTIC(=0)0)C(=0)0 1 1 5 2 2 16712 | 87.49 | 2.3315544, 5 1 1 0
%6 967 2.4-dloxo-TH-pyrimidine-b-carborylc acid CoHanzod CI=CINC(=OINCT=0)C(=0)0 1 1 0 3 T 156007 | 10302 | 22319362 4 ) 2 0
360 3845 4-oxo-1H-quinoline-2-carboxylic acid C10H7NO3 C1=CC=C2C(=C1)C(=0)C=C(N2)C(=0)0 1 1 3 2 1 18947 | 7016 |24576751 7 3 1 0
70 Sz Sbulylpyrdine-2-carborylc acd GioHTanNoz 7 7 3 7 5 T7oz10 | 5019 | zareorrr| 1 2 v 0
a7t 5570 T-melhylpyridin-1-im-3-carborylale GrHNo2 1 1 2 0 2 Ta7.13 | 4401 | 21129569 7 2 Il 0
a2 72524 Goxo-1H-pyridne->-carboxyic acid GorENo3 1 1 3 2 T T | 7016|2239 s B Il 0
s % pyrdine-d-carboxamide Gorenzo 1 T 2 T T 22127 | o508 | 2to73e2] 6 1 2 0
a7 210 benzaldehyde G760 1 T T 0 T 106124 | 707 | 21120061 6 1 0 0
375 69150 bis(4-hydroxyphenyl)methanone (C13H1003 1 1 3 2 4 214.22 57.53 | 2.5066607 10 3 0 0
e ) 541300002 benzoturan -carbony) 2 enaofuan 13 done cirmeor ICCORSCHCeCy | i 7 o 2 | s | tover [avres| o 7 o o
377 7487 CBH7NO3, CC(=0)C1=CC=C(C=CT)IN+1(=0)(0-] 1 1 3 [ 3 165.148 | 60.21 | 2.2477146) 7 3 1 0
378 68400 1 C3HEN403 C(=0)(NINC(=OINC(=OIN 1 1 3 4 0 146.106 | 12731 | 2.2290666) 5 3 4 0
379 26323 S-propyl C4HTCIOS ccesc=o)ct 1 1 2 [ 3 138610 | 17.07 | 1.7991202) 7 1 0 1
380 54747 CH11N304 CC(=OIN(C(=OINCIOC(=0ING 1 1 4 2 3 189.171 | 87.74 | 2.3757381 i 1 3 0
381 ] ethyl piperazine--carboxylate CrHtanzoz CCOC(-OINICONCCT 1 T 3 T 2 18201 | ats7 |zozoios 4 2 2 0
382 9808 2-fluorobenzoyl chloride CTHACIFO =C(C(=C1IC(=O)CIF 1 1 1 [ 1 158.650 | 17.07 | 2.1120661 1 1 0 2
383 160117 bis(azepan-1-yl)methanone (C13H24N20. 1 1 1 0 0 224.348 2355 | 2.7142256) 24 1 2 0
384 176 urea Han: 0NN 1 T T 2 0 50056 | 6911 | od0as61| 4 1 2 0
385 20861 CoH100 CCC1=CC=C(C=C1)C=0 1 1 1 [ 3 134.178 | 17.07_| 2.2423004) 10 1 0 0
386 20047 Cioni20 1 v [ o ) Ta8205 | 707 | 20420028] 12 1 0 0
387 90 “nirophenol GoHENo3 1 T 3 T 2 Ta91 | eaar |2iseaise| 5 3 T 0
388 2307 propy! irate CaHTNGS CCCONYI=0)01 1 T 3 0 4 10500 | s2o7 | froetane| 7 5 T 0
389 6782 C2H3NOS CC(=0)J00IN+|(=0)(0-] 1 1 5 [ 3 121.048 | 7867 | 1.7988538) 3 5 1 0
%0 2625 2ethyheqy nirate CBH17NO 1 v 3 o 9 176226 | 6207 | 2d0eese] 17 B v 0
] 30200 hexy!nirate Cor1anoa CCCCCCOINHI(=0JO-1 1 T 3 0 7 Tari7e | 237 |azatess] o 3 T 0
a0z aass iy (atropheny) hosphate Gromanose | COOPEONOCORCT-CO-Cl b ] s o o | asiwr | wo |eswmwn| 1 s ! .
393 7416 nitrobenzene C6H5NO2 c (C=C1)IN+I=0)I0-] 1 1 2 [ 1 123111 | 4314 | 21120661 5 2 1 0
394 678 C3H5NO4. C(CIN+|(=0)(0-)C(=0)0 1 1 4 1 3 119.076 | 80.44 | 20170171 5 1 1 0
a5 1403 2.4-dinirophenol CoHaN205, 1 1 5 1 3 184107 | 10651 | 2214052 4 5 2 3
a6 5955 4enitro-1-oxdoquinolin-1-um CoHeN203 1 1 3 3 1 10158 | 7008 | 2885048 6 3 2 3
37 7a75 “nivoaniine Coronzoz 1 v 3 v 2 T2 | oot |z1a00200] 6 2 2 0
a8 8330 1.2.45etrachloro-3ntrobenzene. corCino2 1 1 2 3 1 20891 | 4314 | 21120801 1 2 1 4
3 7430 26-dichloro-4-niroaniine. 1 v 3 v 2 207016 | 6916 | 21400208 4 2 2 2
400 7402 1d-dinirobenzene. CoHaN204 1 1 4 3 2 168108 | 626 | 21400200 4 4 2 3
ot 2095 Tiodo-&-nirobenzens Coraoz 1 v 2 o T 2a9007 | 4314 |21120661] 4 2 v v
a0z 7873 diethyl phosphate Gai2007P2 1 T 7 0 i 200180 | 8029 | 24562006 20 7 0 0
08 31367 rbutyl phosphate CizHzr0a 1 T 0 0 75 6318 | 4470 | 2680450 | a7 ) 0 0
404 13134 dimethyl hydrogen phosphate C2H7O4P COP(=0)(0)0C 1 1 4 1 5 126,048 | 5576 | 1.7790463) 7 1 0 0
405 668 (3-hydroxy-2-0x0propy) dinydrogen phosphate C3HTOBP C(C(=0)COP(=0)(0)0)0 ki 1 B 3 7 170.057 | 104.06_| 2.2680478] 7 5 0 0
06 535 ety phosphate Gor15047 CCOP(=0)0CCIOCC 1 T 4 0 9 Teais | a0 |zieee2i] 15 4 0 0
407 9275 bis(2-ethylhexyl) hydrogen phosphate C16H3504P CCCCC(CEICOP(=0)(0)OCC(CCICCEE 1 1 4 1 19 322426 | 6576 | 29151042 35 4 0 )
08 = diethy! hydrogen phosphate it 104p CCOP(=0X0I0GC T T 7 T 7 Toai2 | es7e | amaazr| 1 ) 0 0
409 015 2-aminoethyl dihydrogen phosphate C2HBNO4P. C(COP(=0)(OJOIN 1 1 5 3 6 141.063 | 9278 | 2.1606935) B 1 1 0
410 Ta017 CronoaP v v ) 3 ) 107 | 8355 | 2020025 6 3 v 0
G1=CC(=CC=CIN+I(=0)0-
411 265 bis(4-nitrophenyl) hydrogen phosphate ] 1 1 8 1 7 340184 | 14204 | 27103774 9 8 2 0
sz 2793 phenyl dhydrogen phosphate Gorroar T T 0 2 0 74002 | o670 | zossazse] 7 ) 0 0
13 327654 Cari003PY v v 3 o 6 T37.005 | 355 | 1e512078] 10 3 0 0
a1 741 propyl dihydrogen phosphate. C3HIO4P 1 1 4 2 6 140075 | 6676 | 2.1466723) B 1 0 0
415 327349 CariteoaPr oj0ccee T T 3 0 70 19320 | 3553 |a4teases] 18 3 0 0
416 7452 Car1o03P CCCOCCCTP=0)(010 T T 3 2 10 19421 | 6750 |2seoans] o 5 0 0
a7 7369 Chiords Coraciozs =C11S(=0)=0)C1 T T 2 0 [ 76624 | a1 |zooseser] s 2 0 T
a8 985 heradecano acd CieHa202 v v 2 v B 645 | a1a | 2eesotes] a2 2 0 0
419 266916 chiorde CoHaCIFOs v v T 0 T 78615 | 707 | 21120061 4 1 0 2
2 100 Chiorde Coracios v v [ o [ Te0625 | 707 | 2120061 & 1 0 v
a1 7812 “-chioroanilne CoHeoIN v 2 [ v [ T2r574 | 2602 21120061 6 0 v v
[ 7423 Snivoaniine Corenz02 v 2 3 v 2 1312 | 6ot | 213062 6 2 2 0
7 o731 “Huoroaniine HorN v 2 T v T 119 | 2602 21120061 6 0 v v
2 7aa7 “Zmethory-S-niroaniine CHenz03 T 2 4 T 4 Teeise | e | 22222351 8 3 2 0
s 7aa1 Zmethyl4niroaniine Crenz02 v 2 3 v 3 T52153 | 6016 | 21964062 8 2 2 0
2 79617 CrHoNozS v 2 3 v 3 71221 | oot |z2a2088] o 2 v 0
a1 Tt CorTanzos v 2 ) v 6 196206 | 7839 | 2atevssr] iz 3 2 0
2 75655 “-morpholn-&-ylaniine CloHTanzo T 2 3 T 2 178235 | s8d9 |2aserrir] 14 1 2 0
2 7a218 S-chioro 2 iroaniine CoH50INz02 v 2 3 v 2 72571 | oot | 218371 s 2 2 v
w0 136315 CrHeFaNoZS v 2 3 v 2 75191 | 6016 | 22023004 6 2 v 3
aat 2255 24 6-riodoaniine o v 2 T v T 0817 | 2602 |2it20eet| 4 0 v 3
[} 2150 26-dmethyl-&-niroaniine Garion202 T 2 3 T 4 Te68 | eot6 | 22208177 10 2 2 0
[ 37 octanoic acd Car1e02 1 2 2 v 7 Taszie | ara |2amsis] 16 2 0 0
[ o1z 3603 1 2 3 2 3 0076 | o753 | 1e80dess| 6 3 0 0
I3 78 “-aminobenzoic acid CrrTNoz 1 2 3 2 2 T | ease |zoseeeee] 7 2 v 0
% 370 4 CrH605 1 2 5 ) ) 7012 | o799 |20720847 6 5 0 0
aar 1066 pyridine-2,3-dicarborylc acid GrHENOA 1 2 5 2 2 teri2 | erds |200154] 5 ) v 0
) o7 2.a-diono-THpyrimidine-6-carborylc acd Cotanz04 GI=CING=OINC1=0)C(=010 1 2 4 3 T T56.097 | 10502 | 22315362 4 ) 2 0
a0 345 4-010-1H-quincline-2-carboxylc acid C10H7NO3 C1=CC=C2C(=CIC=0IC=-CINRIC=00 | 1 2 3 2 1 w017 | 7016 |24stersi| 7 3 1 3
w0 sz Sbutylpyrdine-2-carborylc acd Cionanoz COCCCI=ON=C(C=CTIC 7 2 3 T 5 T7e21e | s010 |2areorri| 18 2 v 0
at 5570 Tomelhylpyridin-1-m-3-carborylale CrrTNo2 GIN+11=CC=CO(=C1IC 1 2 2 0 2 Tar13 | 4401 |aitesee] 7 2 v 0




72924 6010 TH-pyrdine 3 carboxylc acd C6HBNO3 1 2 3 2 1 13901 | 7016 |22319382 5 3 T 0

936 pyrdine 3 carboamide C6HBN20 1 2 2 1 T 122127 | 5598 | 2197382 6 1 2 0

240 benzaldenyde C7HBO G1=Co=C(C=Ci)X 1 2 1 0 T 06124 | 17.07_| 21120861 6 1 0 0
a5 69150 bis(4-hydroxyphenyl)methanone C13H1003 Cr=oo-ce-Cioro)cz=co=cle=c20)| 4 2 3 2 4 21422 | 753 | 2596697 10 3 0 0
446 75498 5-(1,3-dioxo-2-benzofuran-5-carbonyi)-2-benzofuran-1,3-dione C17HEO7 C1=CC2=C(C=C1C(=0)C3=CC4=C(C=C3) 1 2 7 0 2 322228 | 10381 |3.1278468] 6 7 0 0
% 7487 -@nitrophenyhethanone GBHTNO3 CC(=0)C1=CC=C(C=CHIN+I(=0)(O] 1 3 65,14 21 7 3

68400 1 CaHaN403 G=0)NINC(=ONC(=OIN 146,106 | 127.31 6 3

26323 S-propyl C4HTCIOS cCesC=0)cl 13861 o7 7 1

sa7a7 CHTINGOA CC(=OIN(C(=OINCIOC=OING 89,17 74 i “

431 ethy piperazine-1-carboxylate C7H1aN202 CCOG(OINICENCC 158.20 57 1
52 9808 2 luorobenzoyl chioride GTHAGIFO CI=CC=CIC(=CTIC=0ICHF 158,569 o7 “

3 160117 bis(azepan-T-y)methanone C13H2NZ0 224348 55 2
54 176 urea HANZO C=ONNIN 60056 X

20861 H100 CCC1=CC=C(C=CT)C=0 184178

120047 10H120 1) 148205

%80 “-nitrophenal HENO3 1IN+(=0)(0)0 13911

12307 propyl nitate 3HTNO3 )O-1 105,098

6782 2HINOS GC(=0)00IN+I(=0)0] 121,048

62623 Zethyihexy nivate CBHITNO3 175228 7

30209 hexyl nirate CEH13NO3 CCCCCCON+I(=0)0] 7 a4 X 3
462 9395 diethyl (@-nitropheny) phosphate C10H14NOGP COOP=ONOGCIOCT-GO=CIC-CUN] 4 2 6 0 s 275197 | 879 25331818 14 6 1 0
63 7416 nirabenzene CoHBNOZ 1 2 2 0 T 23111 | 4314 | 21120861 5 2 T 0
64 1678 G3HBNO4 1 2 “ 1 3 119.076 | 8044 | 20170171 5 4 T 0
465 1493 24-dinitrophencl CoHANZOS 1 2 5 1 3 184107 | 10651 | 2214052 4 5 2 0
466 5955 nitro-1-0ddoguinolin-1-um CoHENZ03 1 2 3 0 1 190158 | 7008 3 2 0
67 775 “nitoaniine CoHaNZ0Z 1 2 3 1 2 13812 | 6916 2 2 0
468 8330 1,24 5-terachloro-3-nirobenzene GeHCIANO2 ci=c((=cie=Cioncns=ooene | 1 2 2 0 1 260891 | 4314 2 1 4
69 7430 26-dichioro-4-niroaniine COHACIZNZOZ =l 1 2 3 1 2 207016 | 6916 2 2 2
470 7492 1 a-dinirobenzene CoHANZO4 G1=CG(=CC=C1[N+(=0)[0-)IN+](=0)(0] 1 2 4 0 2 168108 | 8628 4 2 0
an 12495 odo-4 irobenzene CoHAINOZ I =CAINAI=0)O-I) 2 1 249, .1 2
72 7873 diethy! phosphate CaH2007P2 GCOP(=0)(OCCIOP(=0)(OCCIOCC 7 14 290 2 7
73 31357 ibutyl phosphate Cr2H2704P cc 1 266 7
a7 3134 dimethyl hydrogen phosphate GaH70wP COP(=0)(0)0C 126 7
75 668 (3-hydroxy-2-0xopropyl) dinydrogen phosphae G3HTOGP G(C=01COP(=0)(010)0 70 04
76 5535 ethyl phosphate CoH1504P GCOP(=0)(0CCIO0E 82 476 | 21008621 15
a7 9215 bis(2-ethylhexy) hydrogen phosphate C16H3504P CCCCC(COICOP(=0)(0J0CCICEICES 1 2 4 1 10 sz226 | ss10 |2ots0a2 35 4 0 0
78 654 diethyl hydrogen phosphate Cani104P CCOP(=0)0)0CC 1 2 “ 1 7 54102 | 5576 i 4 0 0
479 1015 2-aminoethyl dinydrogen phosphate C2HBNO4P G(COPEONOION 1 2 5 3 6 141063 | 0278 8 “ T 0
480 14017 GHENO3P CINP(0)0)0 1 2 “ 3 “ 11057 | 8355 6 3 T 0

G1=CC(=CC=C[N+)(=0)[0-
481 25 bis(4-nitrophenyl) hydrogen phosphate ) 1 2 8 1 7 30184 | 14204 s 8 2 0
82 12798 pheny! dhydrogen phosphate CeHTOMP 1)0P(=0)0)0 1 2 “ 2 “ 174082 | 6676 7 4 0 0
483 6327654 CaH1003P+ CCOIP+1=0)00C 1 2 3 0 6 137.085 | 3553 0 3 0 0
a8 74 propyl dihydrogen phosphate G3HI0MP CCCOP(=0)(0)0 1 2 4 2 6 140075 | 6676 3 4 0 0
485 6327349 CaH180%P+ CCCCOlP+I(=O) 1 2 3 0 10 193208 | 3558 18 3 0 0
486 78452 C8H1903 CCCCCCCCP=0)00 1 2 3 2 10 94211 | 5758 19 3 0 0
87 7369 Chiorde CoH5CI02S C1S(= 1 2 2 0 1 76624 | sata 5 2 0 T
88 95 hexadecanoic acd C16H3202 1 2 2 1 15 2643 | 373 2 2 0 0
489 12669616 chioride GHIGIFOS CIF)S=0KC! 1 2 1 0 1 78615 | 1707 4 1 0 2
%0 4190003 Chiorde CEHSGIOS 1 2 T 0 T 160625 | 17.07 5 1 0 T
91 7812 “-chioroaniine GBHBGIN 1 0 T 1 T 27574 | 2602 6 0 T T
52 7423 nitoaniine CoHGN20Z 1 4 3 1 2 138126 | 6916 6 2 2 0
493 o731 “fuoroaniine HEFN CI=CCI=CC=CINE 1 4 1 1 1 19 | 2602 6 0 T T
a0t 7447 Zmethowy S-nitroaniine CTHEN203 C=CIC=CTIN] 1 4 “ 1 “ 68152 | 7839 8 3 2 0
%5 7441 Zmethyl--nitroanilne CTHEN202 C=CTIN=0)O-IN 1 4 3 1 3 52158 | 6916 8 2 2 0
%6 79617 GHONO2S G ) 1 4 3 1 3 171221 | 6016 o 2 T 0
57 Tt CoH12N203 CCCOC1=C(C=C(C=CTINHI(=O)O-IN 1 4 4 1 6 196206 | 7839 12 3 2 0
498 75655 “-morpholin-ylaniine C10H1aNz0 1 4 3 1 2 78235 | 3849 1 1 2 0
%9 74218 5-chioro 2 nitroaniine C6H5GIN202 c (C=CICININHI=ONOT 1 4 3 1 2 172571 | 6916 5 2 2 T
500 136315 GTHBF3NO2S C1=CC(=CC=CN)S(=O) X 1 4 3 1 2 225191 | 6016 6 2 T 3
501 22255 246 triodoaniine CoHary GI=C(C=C(C=CIN! 1 4 1 1 1 w0817 | 2602 “ 0 T 3
502 25159 26-dimelhy-4-nitroaniine CaH10N202 CC1=CC(=CCI=CINICIIN®I=0)01 1 4 3 1 4 16618 | 6916 10 2 2 0
503 379 octanolc acid CeH1602 CCCCECCC(=010 1 4 2 1 7 wa2ia | 31 i 2 0 0
504 612 G3H603 e 1 4 3 2 3 90076 | 6753 | 19804655 6 3 0 0
505 o78 “-aminobenzole acid GTHINOZ CI=CC(=CC=CIC(=0)0N 1 4 3 2 2 197438 | 6332 |22505639] 7 2 1 0
506 370 34 G7H05 1 4 5 0 “ 17012 | o799 |23720847] 6 5 0 0
507 1066 pyrdine 2,3 dicarboxylic acid GTHBNO4 1 4 5 2 2 16712 | 87.49 | 23315544 5 4 T 0
508 %7 2:4-010x0-1H-pyrimidine-6-carboxylic acid C5HANZO4 1 4 “ 3 1 56007 | 10302 |2231932] 4 “ 2 0
509 3845 4-0x0-H-quinoline-2-carboxylc acid C10H7NO3 C1=CC=C2C(=CTIC(=0)C=CIN2IC(=0)0 1 4 3 2 1 18947 | 7016 | 24576751 7 3 1 3
510 3842 S-bulylpyridine 2 carboxylic acid CioniaNoz CCCCCI=CN=C(C=CTIC(=010 1 4 3 1 5 179219 | 5019 |24790777] 13 2 1 0
511 5570 -methylpyridin-T-um-3-carboxylate GTHINOZ )C(=O) 1 4 2 0 2 a738 | 4401 |2112989] 7 2 T 0
512 72924 010 1H-pyrdine 5 carbooylc acid G6HBNO3 1 4 3 2 1 13911 | 7016 | 22319362, 5 3 T 0
513 936 pyrdine 3 carboamide 6HBN2O 1 4 2 1 T 122127 | 5598 | 2197382 6 1 2 0
514 210 benzaldenyde C7HBO G1=CC=C(C=C1)C=0. 1 4 1 0 T 06124 | 17.07 | 21120861 6 1 0 0
515 69150 bis(4-hydroxyphenyljmethanone C13H1003 C1=CC{=CC=CTC(-0)C2-CC=C(C=C2I0) 1 4 3 2 4 21422 | 5753 25066697 10 3 0 0
516 75198 5-(1,3-diox0-2-benzofuran-5-carbonyl)-2-benzofuran-1,3-ione G17HeO7 C1-CC2=C(C-CICOICI-CCA-CC=CI)| 4 4 7 0 2 322228 | 10381 |31278468 6 7 3 3
517 7487 GBHINO3 CCI=0)C1=CC=C(C=C1 1 7 3 0 3 65148 | 6021 | 20477148] 7 3 T 0
518 68400 1 CaHGN403 C(=ONNINC(=OINC(=OIN 1 4 3 4 [ 46106 | 127.01 | 2.2290666] 6 B 4 0
519 26323 Spropy CaH7CIoS CCCSCI=OX 1 4 2 0 3 38610 | 1707 | 17991202 7 1 0 T
520 sa7a7 CoHTINGOE CC=ON(C =OINC 1 4 4 2 3 189171 | 8774 | 23757381 11 “ 3 0
521 431 ethy| piperazine-1-carborylate C7H1aN202 CCOC(=0INICENCGH 1 4 3 T 2 166201 | 4167 | 23260104 14 2 2 0
522 9808 2 fluorobenzoyl chioride GIHIGFO ~C(C(=CICI=0)CI)F 1 4 1 0 1 168550 | 1707 | 21120661 4 1 0 2
523 160117 bis(azepan-1-ymethanone C13H2INZ0 1 4 1 0 0 224348 | 2355 | 27142256] 20 1 2 0
520 176 urea HaN: 1 4 1 2 0 6005 | 69.11 | 1.6403361 4 1 2 0
525 20861 GoH100 1 4 1 0 3 134178 | 1707 | 22423084 10 1 0 0
526 120047 CioH120 ) 1 4 1 0 4 148205 | 1707 | 23420028] 12 1 0 0
527 980 “nitrophenol GBHBNO3 0)O-1)0. 1 4 3 T 2 18911 | 6337 | 21562788 5 3 T 0
528 2307 propy! nitrate CaHINO3 CCCOMNI=0)01 1 “ 3 0 4 105093 | 5237 | 17991202 7 3 1 0
529 6782 G2HINO5 CC(=0)00IN+I(=0)01 1 4 5 0 3 121048 | 7867 | 17988538 3 5 T 0
530 62623 2ethylhexy nivate CaH17NO3 1 4 3 0 9 75228 | 6237 | 24078886 17 3 T 0
a1 30200 eyl nitrate CoHIaNO3 CCCCCCOINH(=0)(0-] 1 “ 3 0 7 147174 | 5237 | 22078826 13 3 1 0
532 9305 diethyl (4-nitrophenyl) phosphate. C10H14NOGP CCOP(=OYOCCIOCT=CO=CIC-CHIN=] 4 4 6 3 s 275197 | 870 |2s3%818 14 6 1 3
533 7416 nirabenzene GoHBNOZ G1=CO=C(C=CIIN+I=ONOT 1 4 2 0 1 23111 | 4314_| 21120861 5 2 T 0
534 678 G3HBNO4 C(CIN'I=0J0)C(=00 1 4 4 T 3 119076 | 8044 | 20170171 5 4 T 0
535 1493 COHINZOS Ci=CC=C(C=CINEONOIINH=0NO-[ 4 4 5 1 3 184107 | 10651 | 2214052 4 5 2 3
536 5955 4-nitro-1-0xidoquinolin-1-ium COHBN203 s 1 4 3 0 1 190,158 | 7008 23835048 6 3 2 0
537 775 “nitroaniine CoHGN202 CI=CC(=CC=CININWI=0)01 1 4 3 T 2 138126 | 6916 | 21400208 6 2 2 0
538 8330 1,24 5-tetrachloro-3-nitrobenzene GeHCIANO2 ci=c(e(=cic=CroneNs=oocc | 1 4 2 3 1 260891 | 4314 | 21120861 1 2 1 4
539 7430 26-dichioro4-nitroaniine 1 4 3 T 2 207016 | 6916 | 21400200 4 2 2 2
540 7492 1 a-dintrobenzene CoHAN2O4 C1=CC(=CC=CIIN#|(=0)(0-)N+I(=0)O] 1 4 4 3 2 168108 | 8628 | 21400200 4 4 2 3
a1 12495 odo-4irobenzene CoHAINOZ = =CANHI=0) O 1 4 2 0 1 29,007 | 4314_| 21120861 “ 2 T T
512 7873 diethy! phosphate CaH2007P2 CCOP(=0)(OCCIOP=0)OCCIOCE 1 4 7 0 14 200189 | 8029 |24562006] 20 2 0 0
543 31357 ibutyl phosphate Cr2r2704P co 1 [} 4 0 15 266316 | 4476 | 2680459| 27 4 0 0
a4 3134 dimethyl hydrogen phosphate GaH70aP COP(=0)(0)0C 1 4 4 T 5 126048 | 5676 | 17790463 7 4 0 0
515 668 (3-hydroxy-2-0xopropyl) diydrogen phosphate G3H70GP G(C=01COP(=0)010)0 1 4 6 3 7 70057 | 104.06 | 22680478 7 6 0 0
546 6535 triethyl phosphate C6H1504P CCCOP(=0)OCCIOCC 1 4 4 0 9 182156 | 4476 | 21906621 15 4 0 0
547 0275 bis(2-ethylhexy) hydrogen phosphate C16H3504P CCCCC(COICOP(=0)(0)0CE(CICCCe 1 4 4 1 19 32426 | 5576 |2915142 35 4 0 0
548 = diethy! hydrogen phosphate Cani104p Ccopo)010cC 1 “ 4 1 7 154102 | 6576 | 2114427 i 4 0 0
519 015 Zaminoethyl dinydrogen phosphate GaHeNo4P C(COPON0ION 1 4 5 3 6 141063 | 0278 | 21606935 & 4 T 0
550 74017 GHGNOZP CINPP(=0)(0)0 1 4 4 3 4 111037 | 8355 | 2020606 6 3 T 0
CI=CC(=CC=CI[N+|=0[0-

551 25 bis(4-nitcophenyl) hydrogen phosphate ) 1 4 8 1 7 s0tes | 14204 |27103774) 9 8 2 0
552 72793 phenyl dhydrogen phosphate GoH70aP (C=C110P=0)0J0 1 4 4 2 4 74002 | 6676 | 2380258 7 “ 0 0
553 6327654 CaH1003P+ CColPs1=0)0cC 1 4 3 0 6 137005 | 368 | 19512078 10 3 0 0
550 7an propyl dinydrogen phosphale CaHo0aP CCCOP(=0)(0)0 1 “ 4 2 6 140075 | 6676 | 21466723 9 4 0 0
555 6327349 CeH180%P CCCCOIP+1(=0)00CCT T [ 3 0 10 193203 | 3550 | 24183863 18 3 0 0
556 78452 CaH1903P CCCCCCCCP=0K0)0 1 P 3 2 10 194211 | 6753 | 2560433 19 3 0 0
557 7369 “chionde CeHSCI02S o= -~ C1IS(0)=0)C] 1 P 2 0 1 176624 | 3414_|20046397 5 2 0 1
558 985 hexadecanoic acd 63202 T [ 2 T 75 25643 | 373 | 28050199 32 2 0 0
559 72669616 chiorde GHAGIFOS CI=CC(=CC=CIFIS(=0IC! T [ 1 0 1 78615 | 1707 | 21120861 “ 1 0 2
560 190 Chiorde CEHCIOS S(=0iCt T [ T 0 T 160625 | 1707 | 21120661 5 1 0 T
561 7812 “-chioroaniine GBHBGN Nt T 6 T T T 127574 | 2602 | 2112061 6 0 T T
562 7423 nitoaniine CoHGN202 IN=ONO-IN T 6 3 T 2 13126 | 6916 | 21311082 6 2 2 0
563 o731 “fuoroaniine HEFN T 6 1 T 1 111119 | 2602 | 21120661 6 0 T T
564 7247 Zmethory S-nitroaniine CTHEN203 T 6 % T % T68152 | 7830 | 22020361 B 3 2 0
565 7aa1 Zmethyl-4-nitroanilne CTHEN202 T 6 3 T 3 762153 | 6916 | 21064662 & 2 2 0
566 79617 GHaNO2S T 6 3 T 3 71221 | 6016 | 22423004 9 2 T 0
567 Tt CoH12N203 T 6 4 T 6 196206 | 7839 | 24160867 12 B 2 0
568 75655 “-morpholinZ-ylaniine C1on1aNz0 T 6 3 T 2 7823 | 3eas | 24501717 14 1 2 0
569 74218 S-chioro 2 nitroaniine GEH5GIN202 (=C(C=CICININAI(=0)O-1 T 6 3 T 2 72571 | 6916 | 21837138 5 2 2 T
570 136315 GTHEFaNO2S C1=CC(=CO=CINIS(=O)=0)C(FIF)F T 6 3 T 2 25191 | 6016 | 20023004 6 2 T 3
571 22055 246 triodoaniine Gorara CI=C(C=C(CECINI T 6 1 T 1 470817 | 2602 | 21120861 4 0 T 3
572 25159 26-dmelhyl4-nitoaniine CaH10N202 T 6 3 T % 76618 | 6ot6 | 2228177 10 2 2 0
573 379 octanolc acd GeHi602 T 6 2 T 7 Taa21s | 373 | 24326185 16 2 0 0
574 612 GaHE03 T 6 3 2 3 90076 | 6753 | 19604655 6 B 0 0
575 o78 “-aminobenzolc acid GTHINOZ T 6 3 2 2 13713 | 6s32 | 2258638 7 2 T 0
576 370 4 GIHG05 T 6 5 0 4 7012 | oreo |2a720847] 6 5 0 0
577 066 pyrdine2,3-dicarboxylic acid GTHBNO4 T 6 5 2 2 Te712 | e7a9 | 23315644 5 “ T 0
578 %7 2.4-10x0-1H-pyrimidine-6-carboxylic acid CSHANZO4 T 6 % 3 1 156007 | 10302 | 22318362 4 “ 2 0
579 3845 4-0x0-H-quinoline-2-carboxylic acid C10H7NO3 1 6 3 2 1 18917 | 7016 | 24576751 7 3 1 3
560 3442 S-butylpyridine 2 carboylic acid Cionianoz T 6 3 T 5 79219 | s01s | 2aro0r7| 18 2 T 0
581 5570 T-methylpyridin-T-um-3-carboxylate GTHINOZ 1 6 2 0 2 137138 | 4401 | 21128568 7 2 T 0
562 72924 010 H-pyrdine & carborylc acd GBHBNO3 1 6 3 2 1 18911 | 7016 |2231832] 5 B T 0
563 936 pyrdine 3 carboxamide G6HBN2O 1 6 2 T T T22127 | 5698 | 2137362 6 1 2 0
561 210 benzaldehyde C7HEO C1=Co=C(C=C1) 1 6 1 0 T 106124 | 1707 | 21120661 6 1 0 0
565 69150 bis(4-hydroxyphenylimethanone C13H1003 C1=CC(=CC=C1C(-0)C2=CC: 1 6 3 2 4 21422 | 753 | 25086697 10 3 3 3
566 75498 5-(1,3-dioxo-2-benzofuran-5-carbonyl)-2-benzofuran-1,3-dione ci7HeO7 C1=CC2-CIC-CICOICI-CO-CC=Ca)| 4 3 3 32208 | 10381 |a1278468 6 7 3 3
567 7487 GEHINO3 CC=0)C1=CC=C(C=CTIN+I(=0)10] 1 6 3 0 3 165148 | 6021 | 2247718 7 3 T 0
568 68400 T CaHGN403 C=0)NING(=OINC(=0IN 1 6 3 4 0 146106 | 127.31 | 22090666] 6 3 0 0




569 26323 S-propyl C4HTCIOS ccesc=oxc! 2 138.619 7.07_| 1.7991202] 7 1
590 54747 [acetyl(mett ate CBH11N304. IN(C(=0)NC)OC(=0INC 4 189.171 774 | 2.3757381 i 4
El 431 ethyl piperazine--carboxylate C7H1aN202 CCOC(-OINICENCE 158201 | 4157 14
592 %08 2 fluorabenzoyl chioride GTHACIFO CI=CC=C{C(=CTIC(-0)CIF 158559 7 0
593 160117 bis(azepan-1-yl)methanone (C13H24N20. 224.348 5 2
504 1176 urea HaNZO C=ONNN 60056 1
5% 20861 “-othybenzaldenyde H100 CCCI=CC=C(C=CTIC=0 134178
5% 120047 101120 146,205
So7 %0 “-nitophenol BHENO3 15911
5% 12307 propyl itrate 3HTNO3 105095
5%9 T6782 2HINOS GC(=0)00IN+I(=0)0] 121,048
500 2623 Zethyihexl nitate CBHITNO3 175226 7
601 30209 hexyl nirate CoH13NO3 CCCCOCOINHI(=0)0-] 7 774 X B
602 9395 diethyl (4-nitrophenyl) phosphate (C10H14NOBP =CTIN(= 1 6 6 0 9 275.197 87.9 | 25331818 14 6 1 0
505 7416 nirabenzene CoHBNOZ (C=CHIN-I=0)0] 1 6 2 0 T 23111 | 4314 |21120861] 5 2 T 0
604 1678 G3HBNO4 C(CIN+I(=0)0)C(=0)0 1 6 “ 1 3 119076 | 804a |20170171] 5 0 T 0
605 1493 2-dinitrophenol CBHAN20S B S 1 6 5 1 3 184107 | 10651 | 2214052 4 5 2 0
606 5955 4-nitro-1-0xidoquinolin-1-um C8HEN203 CT=GG=C2CECIC-CONHIZI0- 1 6 3 0 1 190158 | 7008 6 3 2 0
o7 775 “nitoaniine CoHaNZ0Z CI=CCI=CC=CININH=0)0 1 G 3 1 2 13812 | 6916 Q 2 2 0
608 8330 1,24 5-terachloro-3-nirobenzene GeHCIANO2 ci=co=cie=cIanehinw=ojocnc| 1 6 2 0 1 260891 | 4314 1 2 1 4
09 7430 26-dichioro-4-niroaniine COHACIZNZOZ =l 1 6 3 1 2 207016 | 6916 0 2 2 2
610 7452 1 a-dinirobenzene CoHANZO4 C1=CC(=CC=CINH(=O)OINI=0N0 | 1 3 4 0 2 168108 | 8628 4 4 2 3

12495 “odo-4 irobenzene CoHAINOZ c =CUNI=0)O 2 T 2% X 0 2

7873 Giethyl phosphate CaH2007P2 (CCOP(=0)(OCCIOP(=0)OCCIOCT 7 14 290 2 0 7

31357 iuty phosphate Cr2H2704P 75 266, 7 7

13134 dimethyl hydrogen phosphate C2H704P COP(=0)(0)0C 126.04 76

668 (3-hydroxy-2-0x0propy) dinydrogen phosphate C3H7O6P C(C(=0)COP(=0)(0)0)0 70, 104,

5535 rithy phosphate CoH1504P GCOP(=0)(0CCIO0E 82 476 | 21008621 15
617 9215 bis(2-ethylhexyl) hydrogen phosphate C16H3504P CCCCC(CCICOP(=0)(0)0CC(CC)CCE 1 6 4 1 19 322426 | 5576 35 4 0 0
618 654 diethyl hydrogen phosphate. C4H1104P CCOP(=0)(0)0CC 1 6 4 1 7 154102 | 65.76 i 4 0 0
619 1015 2-aminoethyl dinydrogen phosphate GCaHBNO4P C(COPO)0ION 1 6 5 3 6 141063 | 0278 8 0 T 0
620 14017 GHENO3P CINP(0)0)0 1 6 “ 3 “ 11057 | 8355 6 3 T 0

GI=CC(=CC=CINFI(=O)0-
621 255 bis(4-nitrophenyl) hydrogen phosphate ) 1 6 8 1 7 340,184 | 14204 9 8 2 0
622 127 ‘phenyl dihydrogen phosphate C6H704P 1)0P(=0)(0)0 74.092
623 6327654 CaH1003P+ ccolPsi=0j0cC 37,005
624 741 propyl dihydrogen phosphate. 3HIO4P CCCOP(=0)(0)0 140.075
625 6527349 CBr1803P+ CCCCOlP#I=0)0CCET 1 93,203
626 784 C8H1903P CCCCCCCCP=0)0)0 1 211 Z
627 7369 Chioride CosCiozs ~C1Si=0)=0ct 76,624 X
625 %5 hexadecanoic acd CleHa202 T 2643 | 373
629 12669616 chioride C6HICIFOS ~CiFs=o)cl 178616 | 1707
0 4190003 Chiorde CH5CIOS S0t 160625 | 17.07
= 7812 “-chioroaniine GBHBCIN G1=CC(=CC=CING! 27574 | 2602
532 7423 Sniroaniine CoHGN202 CI=CO(=CCI=CINI=0IO-IN 1 8 3 1 2 138126 | 6916 6 2 2 0
% o731 “-fluoroaniine GBHBFN C1=CC(=CC-CINF 1 8 1 1 1 19 | 2602 6 0 T T
34 747 Zmethowy S-nitroaniine GHenz03 COCI=CIC=CIG=CTIN*I=0IO TN 1 8 “ 1 “ 68152 | 7839 5 3 2 0
635 7441 2-methyl-4-nitroaniline CTHEN202 CC1=C(C=CC(=C)IN+1(=0)IO-IN 1 B 3 1 3 152153 | 69.16 8 2 2 0
636 79617 C7HINO2S CS(=0)(=0)C1=CC=C 1 B 3 1 3 171221 | 60.16 9 2 1 0
o7 11116 CoH12N203 OC1=C(C=C(C=CIN+I(=0)OIN 1 5 4 1 6 196206 | 7830 12 3 2 0
=3 75655 “-morpholin--ylaniine C10H1aNz0 1 8 3 1 2 176235 | 849 14 1 2 0
639 74218 S-chloro-2-niroaniine GoHECiNZ02 =C(C=CICININ+IONOT 1 8 3 1 2 172571 | 6916 5 2 2 T
O 136315 GTHBF3NO2S C1=CG(=CC=CINIS(=O) X 1 8 3 1 2 225191 | 6016 6 2 T 3
et 22255 2:4.6-rodoaniine e 1 0 T 1 T 470817 | 2602 0 0 T 3
R 26159 26-dimelhy-4-nitroaniine CaH10N202 1 8 3 1 “ 16618 | 6916 70 2 2 0
8 379 ocancic acid Gariicoz 1 0 2 1 7 Taazis | 373 76 2 0 0
O 612 G3H603 1 5 3 2 3 90078 | 6755 | To60dces| 6 3 0 0
o5 78 “-aminobenzolc acid GrHNo2 1 5 3 2 2 15713 | 6332 | 2250609 7 2 T 0
EQ 370 347 G7HE05 1 5 5 0 0 7012 | oree |2s72007] 6 5 0 0
647 1066 pyridine-2,3-dicarboxylic acid C7TH5NO4. c (N=C1)C(=0)0)C(=0)0 1 B 5 2 2 16712 87.49_| 23315544 5 4 1 0
648 967 2,4-dioxo-1H-pyrimidine-6-carboxylic acid C5HAN2O4 C1=C(NC(=0INC1=0)C(=0)0 1 B 0 3 1 156.097 | _103.02_| 22319352 4 4 2 0
649 3845 4-ox0-1H-quinoline-2-carboxylic acid C10H7NO3 C1=CC=C2C(=C1)C(=0)C=C(N2)C(=0)0 1 8 3 2 1 189.17 | 7016 | 24576751 7 3 1 0
50 0 Sbulylpyrdine-2-carborylc acd GioHTanNoz CCCCCI=CN=C(C=CTIC(=010 1 8 3 1 5 179210 | 50.19 | 24700777 13 2 T 0
651 5570 -methylpyridin-1-ium-3-carboxylate CTHTNOZ CIN+11=CC=CC(=C1)C(=O) 1 B 2 0 2 137138 | 44.01 | 2.1129569] 7 2 1 0
G52 72924 010 1H-pyrdine 5 carbooylc acid GorENo3 ci=ca 1 0 3 2 1 19911 | 7016 |22319%62] 5 3 T 0
655 95 pyrdine 3 carboamide 6HBN2O 1 8 2 1 T T22127 | 5598 | 2107382 6 1 2 0
G54 210 benzaldehyde C7HBO Ci=co=ce=CiX 1 8 1 0 T 06124 | 1707 |21120661] 6 T 0 0
655 69150 bis(4-hydroxyphenyl)methanone C13H1003 C1=CO=CO=CIC(=OjG2=COs 1 8 3 2 4 21422 | 5753 |25966697| 10 3 0 0
656 751% 5(13dox0-2-benzoluran 5 carbonyl)2-benzoluran-13-done cireor CT=0C2=CC-CIG0IC=CotCc-0o | s 7 o 2 w2z | 1008 |arzreses| 6 7 o o
657 7487 GeH7No3 CC=0)ct=Ce=C(C=Ct 1 5 3 0 3 65148 | 6021 | 20477148] 7 3 T 0
555 8100 [ CaHGN403 G=0)NINC(=ONC=OIN 1 8 3 4 0 46106 | 127.31 | 22290666] 6 3 4 0
659 2623 Spropyt CaH7CIoS CCCSCI=OX 1 5 2 0 3 136619 | 1707 | 17991202 7 1 0 1
660 54747 C6H11N304 CC(=ON(C(=OINCK 1 B 0 2 3 189471 | 87.74_| 23757381 1 4 3 0
61 a3t ethy piperazine-1-carborylate CTHiaN202 CCOC(-OINICENCCH 1 0 3 1 2 158201 | 4157 | 20260104 14 2 2 0
662 9808 2-fluorobenzoyl chloride CTHACIFO (C(=C1)C(=0)CIF 1 B 1 0 1 158559 | 17.07 | 2.1120661 4 1 0 2
663 160117 bis(azepan-1-yl)methanone (C13H24N20. 1 8 1 0 0 224.348 2355 | 2.7142256| 24 1 2 0
664 176 wrea HaN Cl=ONNIN 1 8 T 2 0 60056 | 6911 | 16403361 4 T 2 0
665 20861 COH100 CCC1=CC=C(C=C1)C=0 1 B 1 0 3 134478 | 17.07 | 2.2423094 10 1 0 0
666 720047 Gioriz0 CCoCT=0C=CIC 1 5 T 0 0 146205 | 1707 | 2.0420028] 12 1 0 0
667 980 -nitrophenol C6H5NO3, AIN+I=0)0-)0 1 B 3 1 2 13911 63.37_| 2.1552786 5 3 1 0
668 12307 propyl nitrate C3HTNO3 CCCOIN+I(=0)(0-] 1 8 3 0 4 105093 | 5237 | 17991202 7 3 1 0
669 16782 C2H3NOS CC(=0JO0IN+(=0)10-1 1 B 5 [ 3 121048 | 7867 | 1.7988538] 3 5 1 0
670 2623 Zethyihexl nitate CaH17NO3 1 8 3 0 9 75228 | 6237 |2d0reees| 17 3 T 0
o1 30209 hexyl nitrate GoHiaNo3 CCCCCCOINHI(=0)01 1 5 3 0 7 74 | 237 |azatesss|  1s 3 T 0
o7z aass ety nrogheny) phosphate Gromanose | COOPRONOCORCT-CO-CC-CINFIE |4 . s o o | asiwr | wo |eswmwn| 1 s ! .
o7 7416 Nivobenzens GoHBNOZ CI=CC=CIC=CIINTI=0)01 1 8 2 0 1 a1 | 4a14 |2ire0e1] 5 2 T 0
674 To78 G3HBNO4 CICIN+I(=0)01C(=0)0 1 0 0 T 3 Tio076 | 804 20170171 5 4 T 0
675 1403 2,4-dinitrophenol CBHAN205 ClCIC=CTNH=OO N+ =0%0- 1 8 5 1 3 184.107 | 10651 | 2214052 4 5 2 0
676 5955 4-nitro-1-0xidoquinolin-1-ium COHBN203 s 1 8 3 0 1 100,158 | 7008 23835048 6 3 2 0
677 7475 4-nitroaniline (CBHBN202 C1=CC(=CC=CIN)IN+|(=0)[O-] 1 8 3 1 2 138126 69.16 | 2.1400209)| 6 2 2 0
678 8330 1,24 5-tetrachioro--nirobenzene. CeHCINO2 cr=cei=C(CECICIChiNv=Ojoee | 1 8 2 0 ! 260891 | 4314 21120861 1 2 ! 4
79 7430 26-dichloro4-niroaniine 7 5 3 T 2 207016 | 6916 | 2.1400208] 4 2 2 2
680 7492 1 d-dinirobenzene CoHANZO4 C1=CC(=CC=CIN+(=O)OINI=010 | 1 3 4 3 2 168108 | 8628 | 21400200 4 4 2 3
661 12495 1-iodo-4-nitrobenzene C6HAINOZ C1=CC(=CC=C1IN*I(=0)O-)I 1 B 2 [ 1 249.007 | _43.14_| 2.1120661 4 2 1 1
G52 7873 Giethyl phosphate CaH2007P2 CCOP(=0)(OCCIOP=0)OCCIOCE 1 8 7 0 14 200160 | 6029 |24562006] 20 7 0 0
o83 BE ibuty phosphate Cr2r2704P cc 1 0 4 0 15 26318 | 4476 | 2eo0as0| 27 4 0 0
684, 13134 dimethyl hydrogen phosphate C2HT04P COP(=0)(0)0C 1 B 4 1 5 126,048 | 5576 | 1.7790463) 7 4 0 0
685 668 (3-hydroxy-2-oxopropyl) dihydrogen phosphate C3H706P C(C(=0)COP(=0)(0)0)0 1 8 6 3 7 170.057 104.06 | 2.2680478 7 6 0 0
3 =3 tiethy phosphate CéH1504P CCOP(=0)(0CCIOCE 1 5 4 0 9 182156 | 4476 |21%06621] 15 4 0 0
687 0275 bis(2-ethyhhexy) hydrogen phosphate CleHas04P 0CCOG(CEICOP(=0)(0)0CC(CCICCaT 1 8 4 1 190 2420 | 5576 | 20151042 35 4 0 0
3 51 diethy! hydrogen phosphate CaH104P CCOP(=0)(0)0CC 1 5 4 T 7 154102 | 6676 | atadar| 11 4 0 0
689 1015 2-aminoethyl dihydrogen phosphate C2HBNO4P C(COP(=0)(OJON 1 B 5 3 B 141.063 | 9278 | 2.1606935) 8 4 1 0
690 14017 CHBNO3P. CNPP(=0)(0)0 1 B 4 3 4 111.037 | 8355 | 2.0205256) 6 3 1 0
C1=CC(=CC=C1[N+)(=0)[O-

691 265 bis(4-nitrophenyl) hydrogen phosphate ) 1 8 8 1 7 340.184 | 14204 | 27103774 9 8 2 0
692 12793 phenyl dihydrogen phosphate C6H7O4P 1)0P(=0)(0)0 1 B 4 2 4 174002 | 66.76 | 2.3859258) 7 4 0 0
693 6327654 CaH1003P+ CCOIP+1(=0)0CC 1 B 3 [ B 137.006 | 3553 | 1.9512078] 10 3 0 0
694 741 propyl dihyrogen phosphate G3HI0MP CCCOP(=0)(0)0 1 5 4 2 6 140075 | 676 | 21466723 0 4 0 0
695 6327349 GCaHig0aPr CCCCOIP+(=0/0CCCE 1 0 3 0 10 193203 | 3563 | 24183063 18 3 0 0
5% 78452 GBH19037 CCCCCCCCP=0)00 1 5 3 2 10 194211 | 6753 |26e0a380| 19 3 0 0
Go7 7369 Chioride CoH5CI02S Ci=CC=G(C=C1S(-0)=01G1 1 0 2 0 T o624 | sa1s |20046397] 5 2 0 T
5% 95 hexadecanaic acd CleHa202 1 0 2 T 75 25643 | 375 |2sesetee] 32 2 0 0
699 12669616 chioride. C6HACIFOS ci1=cof 1F)S(E0)CH 1 B 1 [ 1 178616 | 17.07 | 2.1120861 4 1 0 2
700 4190003 chioride. CBH5CI c 1)S(=0)CI 1 B 1 [ 1 160.625 | 17.07 | 2.1120661 5 1 0 1




