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Figure 2. (A) Estimated class values and (B) spectral residual probability versus

L . . Mahalanobis distance for Model A.
» The objective of this work Is the development of a two-stage
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Figure 3. (A) Estimated class values and (B) spectral residual probability versus
Mahalanobis distance for Model B.

Table 1. Figures of merit for models A and B.
MODEL A - 13 latent variables

Outlier
GC-MS or I Phase Class FPR (%) FNR (%) EFR (%)
API-MS OTHERS Traini No NPS 0 0 100
™~ * MODELB MODEL A T NPS 2 ) 190
NBOH |
| (PLS-DA) | | (PLS-DA) ‘ Validation No NPS O 0 100
NPS 0 0 100
NBTM" | — O NPS MODEL B - 9 latent variables
Fase Class FPR (%) FNR (%) EFR (%)
C_ GCMS O Sample can't be analyzed - NBOMe 0 0 100
y the mode
| End of raining NBOH 0 0 100
. analysis
outler Validation NBOMe 0 0 100
NBOH 0 0 100
FPR - False positive rate FNR - False negative rate  EFR — Efficiency rate.

Conclusions

— Blank ——NBOMe —— NBOH DOC ——LSD 2C-| T | | |
. | | | — » This Is a cheap and fast non-destructive procedure, which requires
g ﬁ;m no sample preparation and can be performed In less than ten

i minutes in a standard ATR-FTIR.
- L, - » The proposed method presented efficiency rates of 100% and can
0N be easily updated to include new drugs or drug classes.?

- » Outliers are rapidly identified considering superior and inferior limits

- N_H o as well as Mahalanobis distance and spectral residual probability.
o @A( » The proposed method can be used as a blotter paper screening

% routine In forensic laboratories.
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