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on predicted residual sum of squares (RSS) and Total sum of

square (TSS),.

Residual Sum of Squares (RSS)

It is the sum of the squared difference between the

experimental response y and the response calculated by the

regression model x:

n

RSS = Σ (Yi – Ŷi)2

i = 1

Lower the value of RSS shows better predictive ability of the

model and more nearness of the calculated and

experimental values.

Total Sum of Squares (TSS)

It is the total variance that a regression model can explain

and is used as a reference quantity to calculate

standardized quality parameters. Also denoted as SSY, it is

the sum of the squared differences between the

experimental responses and the average experimental

response:

n

TSS = SSY = Σ (Yi – Ȳi)2

i = 1

Adjusted R2

Sometime the r value of a model shows regression by chance,

therefore in order to validate that whether the correlation

actual or by chance R2 adjusted has been shown.

RESULTS AND DISCUSSION

A dat
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Table 1 : Substituents of Carboquinones, Experimental log1/C, Calculated log1/C using Eq (3) and Residual value of

log1/C (Exp log1/C- Calc log1/C)

S. No R1 R2 Exp log1/C Calc.log1/C Residue

1. C6H5 C6H5 4.33 4.31 0.02
2. CH3 (CH2)3C6H5 4.47 4.46 0.01
3. C5H11 C5H11 4.63 4.49 0.14
4. CH(CH3)2 CH(CH3)2 4.77 5.03 -0.26
5. CH3 CH2C6H5 4.85 4.94 -0.09
6. C3H7 C3H7 4.92 5.00 -0.08
7. CH3 CH2OC6H5 5.15 5.13 0.02
8. CH2CH2OCON(CH3)2 CH2CH2OCON(CH3)2 5.16 5.21 -0.05
9. C2H5 C2H5 5.46 5.37 0.09
10. CH3 CH2CH2OCH3 5.57 5.75 -0.18
11. OCH3 OCH3 5.59 ------ -----
12. CH3 CH(CH3)2 5.60 5.43 0.17
13. C3H7 CH(OCH3)CH2OCONH2 5.63 5.90 -0.27
14. CH3
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of valance electron and with higher principal quantum

number is beneficial for the biological activity.


