13C nmr spectrum of estriol, HF/6-31G(d)//PM6
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# summary of NMR spectra ( SCF GIAO Magnetic shie
# values for element C only

# Reference: TMS HF/6-31G(d) GIAO

# reference shielding: 199.985 pp

# Degenerate peaks are condensed together (Degene
#

# shift (ppm) Degeneracy
154.1423000000 - 0000
. 6340000000

. 7104000000
.4152000000

. 0209000000
.4594000000

. 6743000000

. 2252000000
.1482000000

. 3097000000
.4461000000

. 2527000000

. 9639000000

. 2277000000
.0621000000

. 3680000000
.4369000000

. 9722000000
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Brief summary:

150-160 ppm: polar aromatic C
100-150 ppm: aromatic C
75-85 ppm: polar secondary C
35-45 ppm: tertiary C

25-35 ppm: secondary C

14 ppm: primary (methyl) C



3C nmr spectrum of estradiol, HF/6-31G(d)//PM6
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# summary of NMR spectra ( SCF GIAO Magnetic shie
# values for element C only

# peference: TMS HF/6- Blﬁ(d) GIAD

# reference shielding: 199.985 pp

# Degenerate peaks are condensed together (Degene
#

# shift (ppm) Degeneracy ATOms
154.2024000000 0000 1
. 7211000000
. 6763000000
. 3006000000
.0942000000
. 4445000000
.4024000000
. 5985000000
.4087000000
.2617000000
.4833000000
» 3997000000
. 0278000000
.6292000000
. 2219000000
. 2852000000
« 3762000000
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Brief summary:

150-160 ppm: polar aromatic C
100-150 ppm: aromatic C

74 ppm: polar secondary C
35-45 ppm: tertiary C

20-35 ppm: secondary C

14 ppm: primary (methyl) C



3C nmr spectrum of estrone, HF/6-31G(d)//PM6
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# summary of NMR spectra ( SCF GIAO Magnetic shie
# values for element C only

# peference: TMS HF/6-31G(d) GIAO

# reference shielding: 199.985 pp

# Degenerate peaks are condensed together (Degene
#

# shift (ppm) Degeneracy
210.2118000000 - 0000
. 4077000000

. 5247000000

. 6782000000

. 9131000000
.1554000000

. 6229000000

. 5011000000
.1004000000

. 6400000000

. 8198000000

+ 3339000000

. 6776000000

. 9606000000
.1795000000

. 7411000000

. 6293000000

. 2208000000
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42 atoms, 146 electrons, neutral, singlet Inquire Select Atom 1
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Brief summary:

210 ppm: ketone C

150-160 ppm: polar aromatic C
100-150 ppm: aromatic C
35-45 ppm: tertiary C

20-35 ppm: secondary C

14 ppm: primary (methyl) C



(ignore: another
reference standard)

One polar sec. C: estradiol. Patient Ais
likely fertile and not pregnant.
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Patient A

(ignore: another
reference standard)

No polar sec. C: estrone. Patient B is
likely post-menopausal and not pregnant.
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Patient B



