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Table 2. Comparison of Relative Mass Sensitivity and Data Acquisition Times Normalized to a Fixed Mass in the
Observe Volume of Different Types of 600-MHz NMR Probes?

relative figure conventional conventional specialty .
of merit 3 mm LC flow trace 1 mm”

/ 1 .: 2 .
acquisition time 100 60 25 6.3

* Mass sensitivity is defined in eq 2, and all 5/ measurements were made on the anomeric proton of sucrose at 5.4 ppm in D0 single scan.
r the conventional-scale LC flow ]:lrl:le' and specialty trace probe were derived from promotional data from the manufacturer; line broadening

i ]'L‘r'n-']'lﬂllnrll - P \ thr.' 1-mm pre z % :dFI["”'.-IR pro be w 0 ed using line hro ening of 0.7 H;.

pe 1 & S-mm probe and CapMMR i ed in our la a Variz MHz sp 1eter. Data for
the |:1:|l|:l pr- red using line broadening ut tabled El:'FldI.'EI.[l:' ‘e data acquisition times were computed
using eq 6 for a fix ss (where n is proportional to 5 | T]1: 'hlwq - v as a guide, since exact relationships cannot be

CO ]'lJ]:lutHﬂ from nonidentical data ac quisition conditions.
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... for the occasional identification of impuritiesgacoupled,
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Each non-blank MS/MS
spectrum processed with
MetLab Is labeled withi
the calculated correlation
result and color -code d
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Shifted Common Unique

Metabolite lons lons lons
Dihydroxy 122(+16), 150(+16), 265(+16), 222(+16)
Dihydroxy 122(+16), 150(+16), 222(+16) 235, 220

Hydroxy 265(+16), 222(+16) 122, 150 359

Hydroxy 265(+16), 222(+16), 291(+16) 122, 150 219, 220

Dihydroxy 265(+16), 222(+16) 122 267, 400, 374, 220
Dihydroxy 180(+16), 222(+16), 265(+16) 267, 164, 293, 374
Hydroxy 222(+16), 265(+16) 122, 150 359

Dihydroxy 122(+16), 150(+16), 265(+16), 222(+16) 400

Unknown 122, 265 343

Hydroxy 222(+16), 265(+16) 122, 150 359, 342

Dihydroxy 222(+16), 265(+16) 267, 293, 306, 374, 400
Hydroxy 122(+16), 150(+16) 222, 265, 180
Unknown 150(-14) 122, 222, 265 251
Parent
Hydroxy 222, 265, 122 358, 384

Services available from Novatia Software available from Agilent
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