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The Merck Index

THE MERCK INDEX®:is atraciemark of Werck & Company
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ormula: g,
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Al Narnes and Synonyms: |

CAS Mame: |

Mefting point: [
in degrees Ceisius
Boiling point: [
in degrees Celsius
Flashpoint: [~ F | ¢
in degrees
pa [
unitless
Optical rotation:

Manufacturer Name: |
Exanple BASF

|
|
| Properties {full text)
|
|
|

CAS Registry Number |
Example: 79-63-8

Percent Composition: |
Example: C 85.62%, H14.37%
Line Farmula: |
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Monograph Number: 7170
Title: Penicillin O

H
CAS Registry Number: 87-09-2 S

H C/\/ N S,

o — CHs
H

/—N CH3

o \

\

COOH

CAS Name: (2S,5R,6R)-3,3-Dimethyl-7-oxo-6-[[(2-propenylthio)acetyl]Jamino]-4-thia-1-azabicyclo[3.2.0]heptane-2-
carboxylic acid

Additional Names: [(allylthio)methyl] penicillin; allylmercaptomethylpenicillin; allylmercaptomethylpenicillinic acid;
penicillin AT

. H NOS
Molecular Formula: C;H,N,9,S,
Molecular Weight: 330.43.
Percent Composition: C 47.25%, H 5.49%, N 8.48%, O 19.37%, S 19.41%
Literature Antibiotic is of salts: Behrens et al., J. Biol. Chem. 175, 793 (1948); Rhodehamel, Behrens

by
et al., US 2528175 and US 2623876 (1950, 1952, both to Lllly) Ford et al., Antibiot. & Chemother. 3, 1149 (1953); Ford, US 2647894 (1953 to Upjohn); Paleckova,
Slechta, C.A. 50, 17309g (1956).

Derivative Type: 2-Cl P ine salt

Additional Names: Chloroprocaine penicillin O; penicillin O 2-chloroprocaine

Trademarks: Depo-Cer-O-Cillin Chloroprocaine (Upjohn)
Molecular Formula: C_H__CIN O S_H O
%6 37 462 2
Molecular Weight: 619.20.
Percent Composition: C 50.43%, H 6.35%, Cl 5.73%, N 9.05%, O 18.09%, S 10.36%

Properties: Slender needles from hot water, mp 79-81°. Practically insol in cold water. Stable in dry form at room temp. Aq suspensions are stable at room temp for 1
week, at refrigerator temps for 3 weeks. Calculated activity: 949 units/mg. Solubilities: Weiss et al., Antibiot. & Chemother. 7, 374 (1957).

Melting point: mp 79-81°
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Monograph Number: 5723
Title: Malathion
CAS Registry Number: 121-75-5

CAS Name: [(Dimethoxyphosphinothioyl)thio]butanedioic acid diethyl ester HiCo // \ °“3
HyCO

Additional Names: diethyl mercaptosuccinate S-ester with O,O-dimethyl phosphorothioate; S-(1,2-
dicarbethoxyethyl) O, O-dimethyldithiophosphate; insecticide no. 4049; carbofos; malathon (obsolete);
mercaptothion; phosphothion

Manufacturers' Codes: ENT-17034

Trademarks: Cythion; Derbac-M (International); Malamar 50; Malaspray; Organoderm (Mundipharma); Prioderm
(Coates & Cooper); Suleo-M (International)

Molecular Formula: C,,H,.%"S,
Molecular Weight: 330.36.

Percent Composition: C 36.36%, H 5.80%, O 29.06%, P 9.38%, S 19.41%

Literature References: Cholinesterase inhibitor. Prepn: Johnson ef al., J. Econ. Entomol. 45, 279 (1952); Cassaday, US 2578652 (1951 to Am. Cyanamid).
Purification: Usui, US 2962521 (1960 to Sumitomo). Treatment of Pediculus humanus (head lice) infestation: D. Taplin ef al., J. Am. Med. Assoc. 247, 3103 (1982).
Toxicity data: T. B. Gaines, Toxicol. Appl. Pharmacol. 14, 515 (1969). Review of distribution, transport and fate in the environment: M. S. Mulla ef al., Residue Rev. 81,
1-159 (1981); of i ic risk: JARC 30, 103-129 (1983).

Properties: Deep brown to yellow liq, mp 2.9°. bp _ 156-157°. Characteristic odor. d 25 1.23. n_25 1.4985. Vapor pressure at 30°: 4 * 10-5 mm Hg. Slightly sol in
water (145 ppm). Misc with many organic solvents Fhlludmg alcohols, esters, ketones, eﬁ\ers aromﬁlc and alkylated aromatic hydrocarbons and vegetable oils.

Limited soly in certain paraffin hydrocarbons. Petroleum ether is sol to about 35% in malathion. Hydrolyzed at pH >7.0 or <5.0. Stable in an aq soln buffered to pH
5.26. LD__in female, male rats (mg/kg): 1000, 1375 orally (Gaines).

Melting point: mp 2.9°

Boiling point: bp _ 156-157°

Index of refraction: n_25 1.4985

Density: d 251.23

Toxicity data: LD__in female, male rats (mg/kg): 1000, 1375 orally (Gaines)

CAUTION: Potential symptoms of overexposure are miosis, achlng eyes, blurred vlslon and lacrimation; eye and skin imitation; salivation; anorexia, nausea, vomiting,
abdominal cramps, diarrhea, giddil and ataxia; of chest, g and laryngeal spasms. See NIOSH Pocket Guide to
Chemical Hazards (DHHS/NIOSH 97-140, 1997) p 188.

Use: Insecticide.

Therap-Cat: Pediculicide.
Therap-Cat-Vet: Ectoparasiticide.
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Monograph Number: 5723 o
Title: Malathion
. s o/\cu
CAS Registry Number: 121-75-5 " 3
. . I L o cH
CAS Name: [(Dimethoxyphosphinothioyl)thio]butanedioic acid diethyl ester oo //\ ~_
HaCO

Additional Names: diethyl mercaptosuccinate S-ester with O, O-dimethyl phosphorothioate; S-(1,2-
dicarbethoxyethyl) O,O-dimethyldithiophosphate; insecticide no. 4049; carbofos; malathon (obsolete);
mercaptothion; phosphothion

Manufacturers' Codes: ENT-17034

Trademarks: Cythion; Derbac-M (International); Malamar 50; Malaspray; Organoderm (Mundipharma); Prioderm
(Coates & Cooper); S ational)

C10H1906P82

Molecular Formulg:
Molecular Weight: 330.36.
Percent Composition: C 36.36%, H 5.80%, O 29.06%, P 9.38%, S 19.41%

Literature References: Cholinesterase inhibitor. Prepn: Johnson et al., J. Econ. Entomol. 45, 279 (1952); Cassaday, US 2578652 (1951 to Am. Cyanamid).
Purification: Usui, US 2962521 (1960 to Sumitomo). Treatment of Pediculus humanus (head lice) infestation: D. Taplin et al., J. Am. Med. Assoc. 247, 3103 (1982).
Toxicity data: T. B. Gaines, Toxicol. Appl. Pharmacol. 14, 515 (1969). Review of distribution, transport and fate in the environment: M. S. Mulla et al., Residue Rev. 81,
1-159 (1981); of carcinogenic risk: /ARC Monographs 30, 103-129 (1983).

Properties: Deep brown to yellow liq, mp 2.9°. bp _ 156-157°. Characteristic odor. d 25 1.23. n_25 1.4985. Vapor pressure at 30°: 4  10-5 mm Hg. Slightly sol in
water (145 ppm). Misc with many organic snlventsﬂulludlng alcohols, esters, ketones, eﬁers arom&ic and alkylated aromatic hydrocarbons and vegetable oils.

Limited soly in certain paraffin hydrocarbons. Petroleum ether is sol to about 35% in malathion. Hydrolyzed at pH >7.0 or <5.0. Stable in an aq soln buffered to pH
5.26. LD__in female, male rats (mg/kg): 1000, 1375 orally (Gaines).

Melting :oin(: mp 2.9°

Boiling point: bp__ 156-157°

Index of refraction: n_251.4985

Density: d 251.23

Toxicity data: LD in female, male rats (mg/kg): 1000, 1375 orally (Gaines)

CAUTION: Potentlal symptoms of overexposure are miosis, aching eyes, blurred vlslon and lacrimation; eye and skin iritation; salivation; anorexia, nausea, vomiting,
abdominal cramps, diarrhea, giddi fusion and ataxia; rhi ing of chest, wheezing and laryngeal spasms. See NIOSH Pocket Guide to
Chemical Hazards (DHHS/NIOSH 97-140, 1997) p 188.

Use: Insecticide.
Therap-Cat: Pediculicide.

Therap-Cat-Vet: Ectoparasiticide.

7. ERIREPEF CioH1o0sPS;

—

5 CyoHy906PS, AR HC0 P N

H,C0 —|

H,CO

333.0404

~a

\0
Q\\\\\\“““
\\\'\\\l - | /\
sl\“ 0 CH,
y 0

/> s

0

g

353.0256

320

W N

340 360 380 400



[k 320k

TEX AT, i A EARIR 7R, HRiXiR
Jofl LC/MSD TOF #RA3E N CID 1[5, 5] 8a /R
T PEIAT A AR AR PR B Star*TIC,

23.9
3.0e7 4 Star*TIC

2.5e7 |

2.0e7 4

cps

=1.5e7 -

o

1

~
I

Intensity,

26.0 26.7
7

5.0e6 -

0.0 R o e
2 4 6 8 10 12 14 16 18 20 22 24 26 28 30
Time, min

% 8a. F LC/MS TOF S #rFa4L iR

€% MERCK

R RECN m/z 306.1642, FEAGEL | A+2 [R5
e, FEAEYW S — R T, P RERY
a5 WG, A+ AYHDTHIE R 2T m/z 306 1
17%, FWI& 1S MRIET. WA 8b,

4065 306.1642
] m/z 306.1642
] CigHyN,0S 2.4 ppm
3.0e5 7 Ci4HygN 0,PS  -3.0 ppm
j2]
g ]
= ]
3 ]
© 2.0e5
= ]
2 1
i ]
3 4
£ 1.0e5 307.1664 A+1..17%..~C,;
] 306.6200 /308.1624 A+2..5%..8,
1| RO SR ——
280 290 300 310 320 330
m/z, amu

8h. 23.9 min QA9 LC/MS TOF

& Merck Index %ffs i AL X AP 130, HA—
TR, ZAMEEY CilsN:OS, BAVER
THRIAG WY . HRYE Merck Index XU ERA, 1ii%
AT AKAARR (K9). FreA, %ikd
PI AT RETEARHE K.

CambridgeSoft

r: 1486
Title: Buprofezin

CAS Registry Number: 69327-76-0

Manufacturers' Codes: NNI-750; NNK-758; NN-29285; PP-618
Trademarks: Applaud (Nihon Nohyaku)

Molecular Formula: C,",,N,08
Molecular Weight: 305.45.
Percent Composition: C 62.92%, H 7.59%, N 13.76%, O 5.24%, S 10.50%

Proc. Br. Crop Prot. Conf. - Pests Dis. 1981, 59-6.

Melting point: mp 106.10]

Use: Insecticide.

N/_ S
O

CAS Name: 2-[(1,1-Dimethylethyl)imino]tetrahydro-3-(1-methylethyl)-5-phenyl-4H-1,3,5-thiadiazin-4-one
Additional Names: 2-tert-butylimino-3-isopropyl-5-phenylperhydro-1,3,5-thiadiazin-4-one

Literature References: Insect growth regulatdr which inhibits chitin synthesis. Prepn: Z. Grihecker et al., DE 2824126; K. Ikeda ef al., US 4159328 (1978, 1979 both
to Nihon Nohyaku); H. Kanno, Pure Appl. Chent. 59, 1027 (1987). Mode of action study: T. Asai et al., Appl. Entomol. Zool. 20, 111 (1985). Control of whiteflies and
scale insects: |. Ishaaya et al., Meded. Fac. Lahdbouwwet., Univ. Gent 54, 1003 (1989). GC-MS determn in clementine citrus: P. Cabras et al., J. Agr. Food Chem. 46,
4255 (1998). Persistence in olives and olive oil:| idem et al., Food Addit. Contam. 17, 855 (2000). Review of physical properties, activity and field trials: H. Kanno et al.,

Properties: Crystals from isopropyl alcohol, mp §06.10 Soly at 25[1(g/l): acetone 240, chloroform 520, ethanol 80, toluene 320; w ater 0.9 mg/l. Vapor pressure at 25 [
9.4 - 10-6 mmHg. LD__in mice, rats (mg/kg): 10000, 8740 orally. LC 50 (48 hr) in carp: 2-10 mg/l (Kanno, 1981).

Toxicity data: LD in mice, rats (mgkg): 1000|8740 orally; LC _ (48 hr) i carp: 2-10 mg/l (Kanno, 1981)
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