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Table 1 Average distributions (%) of error answers
to the search noise as function of the
intensity level of peaks to be compiled
in the search file

Search Intensity level

method 1 10 20 30 0 . 50

IR only 430 393 3.55 3.25 3.04 2.93

NMR only 4.25 4.22 4.16 4.07 398 3.9

MS only 1.60 1.48 1.47 1.53 1.58 1.67

IR +NMR 0.94 081 0.70 0.61 0.5¢4 0.47

IR+MS 0.47 0.38 0.33 0.29 0.26 0.24

NMR+MS 0.39 0.28 0.24 0.22 0.21 0.19

All 0.17 0.12 0.10 0.08 0.07 0.06
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Table 2 Average numbers of peaks compiled in
the search file as function of the intensity

level

Intensity IR NMR MS

level
0 30.47 5.73 45.50
10 21.18 5.63 9.42
20 14.42 5.39 5.45
30 10.40 5.00 3.77
40 7.65 4.55 2.86
50 5.66 3.84 2.97

32 ANE—-IDFHBOEE

RICAT E— 2 ORBOECHBRERGE (/1 X0Y
) CRETHEYTRANLILDE, WOERL D ©—
7 IRHRETRY 50 L, ©—7 1 ~3&KDBEH/CD
WTERRf Lz, 2R % Table 3 iR

Table 3 Average distribution (%) of error answers
to the search noise as function of the
number of peaks entered as the input data
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Table 4 Numbers of search noises in the IR+
NMR +MS combined search using input
data of two peaks and 509, intensity
levels

Number of input peaks

1 2 3
IR only 2.928 0.728 0.317
NMR only 3.982 1.434 0.936
MS only 1.669 0.708 0.678
IR+NMR 0.466 0.071 0.035
IR+MS 0.236 0.047 0.025
NMR +MS 0.190 0.045 0.027
All 0.059 0.011 0.004
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Number of search noises Number of searches

0 878
1 33
2 1
3 8
4 2
5 0
6 0
7 1
4 R EH

HERE O v 75 2% FRL BEY ET LA

cs
*xx WELCOME TO COMBINED SEARCH PROGRAM ===
€CS>S IR 2928 10

21 HITS  (SET # 1)
cs>L
*NO SCORE(IR CMR MS) SDBS COMPOUND-NAME
1 76 76 - - 1250 HEPTADECYLBENZENE
2 73 73 - - 1365  1,2,3,4,5,6,7,8,9,
3 72 72 - - 893  CYCLOHEXANE
4 69 69 - - 1304 TRANS-DECALIN
COMITTED)
21 51 S1 - - 280  C15-2-OCTENE
CS>A CMR 27 100
3 HITS  (SET # 2>
cS>L
*NO  SCORECIR CMR MS) SDBS  COMPOUND-NAME
1 76 69 B84 - 1304  TRANS-DECALIN
2 61 72 50 - 897 CYCLOHEXANE
3 S8 59 58 - 647 2-METHYLPIPERIDINE
CS>A_MS 56 100
1 HITS  (SET # 3)
CS>L
*NO  SCORECIR CMR MS) SDBS  COMPOUND-NAME
1 64 72 50 70 897  CYCLOHEXANE
CS>E
xxx BYE =xx
Fig. 1 Example of the combined search

Sample is cyclobexane. For detailed explanation, sec

text. Underlined is input.
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Some considerations on the combined search
by infrared, *C-nuclear magnetic resonance, and
mass spectral data. Kazutoshi TANABE, Jiro HrA-
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isHI, Tadao TAMura, Osamu YamamoTro, Masaru
YANAGISAWA, and Norihide Wasapa (National Chemical
Laboratory for Industry, 1-1, Higashi, Yatabe-cho,
Tsukuba-gun, Ibaraki, 305)

As a continuation of the preceding paper, several
points have been considered on the combined search
by infrared, 12C-nuclear magnetic resonance, and mass
spectral data. The effect on the noise ratio in the
search result of the threshold value of peak intensity
in the coding has at first been examined, and it has
been found that the appropriate threshold value is 50.
Next, the effect of the number of input peaks has been
considered, and it has been found that if data of two
peaks per spectrum are entered and the threshold value
of 50 is used, the noise ratio in the combined search
is 0.01 2. It has been concluded from these facts
that the combined search is effective for the identifica-
tion of the correct answer from 10000 compounds.
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