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A Study on the Identification of Target Compounds From the
GC./MS Data

Hong Kee Min, Seung Hong Hong*

— Abstract—

In this paper, the computerized interpretation of the analytical chemical data, especially GC

/"MS data, was performed for the purpose of prescreening of the target compounds. First, the

data from the analytical instrument was analyzed to get the information about the retention

time of the ISTD and the time inteval between the records. Second, the identification of the

characteristic ion peaks was performed by calculating the ratio of the heights and the relative

slope sensitivity of the characteristic mass abundance.
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RESET MASS — Data File
DO WHILE (Retention Time < Upper Boundary
of Time)
READ Record
SET Retention Time of Record
IF(Retenion Time is in the Time window)
SET Number of Peak,
SET Array Mass Abundance Pair
PUSH Retention Time to Retention
Time List
Linear Search for Maximum Abundance in Time
Window
IF(Maximum Abundanc)
SET Larrow=Maximum Abundance’
s Array order
Larrow Points to the LSTD’s Retention Time in

Retention Time List
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RESET MASS Data File
READ Ist Record of Record type 4
READ 11th Record of Record type 4
Time Interval between Records=
(11th Record’s Retention Time — 1st
Record’s Retention Time)/10
TARGET Record= (81" Compound® Reten-
tion Time —1st Record’s
Retention Time)/Time
Interval
Starting Record= (Target Record & Retention
Time—b)/ Time Interval
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ISDN’s lon Number
Time Range

Read Data File's Record

Record Typed ?

DE

L Calculation of R. T

RT is in
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Y

Calculation number of peak
Push RT to Time List

RT>Time Range

Search Maximum abundance
and RT of Input ISTD

|

1st & 11th Mass Data record’s RT
Time Interval= (11th.RT-Ist.RT) /10
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Read Parameter file data record

L Read Mass data Record]

Set Array
Mass-Abundance Pair

N
RT>Time Window
Y

Search Abundance and Peak Value
Calculate the scale and slope Sensitivity

STOP
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