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Prediction for thermal energy hazard of chemical substances
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t-Butyl hydroperoxide [C H,O,]
rational formula: C(CH,),00H
melting point [’C] = -

Tpse ['C1=108, Q. [kl/g] = 0.86

Dibenzoyl peroxide (benzoyl peroxide; BPO)
[CHH Iﬂod]

rational formula: C6HSCO-OO-COC6H5

melting point ["C] = 109

Temperature ('C)
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Oxygen balance = -195.3 Tpse [C1=112, Q. [kV/g] = 1.42
Oxygen balance =-191.5
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Dicumyl peroxide (DCPO) [C (H,,0,] Lauroyl peroxide [C, H,O,]
rational formula: CH,C(CH,),-00-C(CH,),C H; rational formula: C,H,,C0-00-COC, H,,
melting point ['C] = 40 melting point ['C] = 55
Tpse [Cl1=144, Q. [ki/g] = 1.24 Tpsc ['C1=96, Q.. [kI/g] = 1.13
Oxygen balance = -227.5 Oxygen balance = -268.9
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Heat Flow (mJ/s)

5,7-Dinitrobenzoxadiazole (DDNP) [C,H,N,O,]
rational formula: C,;H,(NO,),(-NNO-)

melting point [’C] = 160

Tye. ['C1= 161, Q. [k/g] = 3.45

Oxygen balance = -60.9

T T T

—
o
T

(5, ]
T

Yoo 200 250 300

Temperature ('C)

150 350

71 6 37 SC-DSC Y04 DDNP

Pentaerythritol tetranitrate (PETN) [C,H,N,O ]
rational formula: C(CH,ONO,),

melting point [°C] =142

Ty [°C1 = 180, Q.. [K)/g] = 4.77

Oxygen balance = -10.1
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Heat Flow (mJ/s)

1,3,5-Trinitrohexahydro-1,3,5-triazine (RDX)
[C,HNO,]

rational formula: -(CH,N(NO,)),-

melting point [°C] =203

Tpse [(C1= 211, Q.. [kI/g] = 5.36

Oxygen balance =-21.6
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Heat Flow (mJ/s)

2,4,6-Trinitroresorcinol (

rational formula: C.H(OH),
melting point ['C] =173
Tpse [C1=253, Q. [kI/g] =4.29

Oxygen balance = -35.9
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