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1. Synthesis of compound 1a, 1b and 1¢
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Scheme S1. Synthesis of 1la. Reagents and conditions: (a) Cs,COs;, 1,2-
dimethylmethoxyethane, 50 °C, overnight.
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Scheme S2. Synthesis of 1b. Reagents and conditions: (a) K,COs3;, DMF, 45 °C, 7.5 h;
(b) Hexamethyltin, Pd(OAc),, LiCl, 1,4-dioxane, 80 °C, 2h.
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Scheme S3. Synthesis of 1le. Reagents and conditions: (a) Cs,COs;, 1,2-
dimethylmethoxyethane, rt, 5h.

S2



CN CN
1c ['®F]AromataPET-3

Scheme S4. Synthesis of [ F]AromataPET-3. Reagents and conditions:
(a)['®F]fuoride with K; 5 »/K,CO5:(220mg of K, 5, in 18.6 mL of ACN/40 mg of K,CO;
in 3.4 mL of water), DMSO, 80 °C, 10 min.
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Figure S1. HPLC profiles of AromataPET-1 and ['®F]AromataPET-1 Using-
HPLC System Column: (4.6 mm % 250 mm, 5 pum, ZORBAX SB-C18, Agilent).
Mobile phase (Isocratic): ACN/-H,O = 57/43 v/v.
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Figure S2. HPLC profiles of AromataPET-3 and ['8F]AromataPET-3 Using-
HPLC System Column: (4.6 mm x 250 mm, 5 um, ZORBAX SB-C18, Agilent).
Mobile phase (Isocratic): ACN/-H,O = 67/33 v/v.
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2. MicroPET-CT imaging of mice.
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Figure S3. Representative brain PET images of ['F]AromataPET-1 and ['®F]AromataPET-3 in mice at
5 min and 30 min post-injection.
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Figure S4. The uptake time curves of [\8F]AromataPET-1 and ['®F]AromataPET-3 in mice brain.
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Table S1. In Vivo Biodistribution of ['*F]AromataPET-1 in ICR Mice (% ID/g)

3. Biodistribution.

ICR Mice Female Male
Organ 2 min 30 min 60 min 30 min
Blood 3.26+0.15 3.59%+0.7 3.65+0.34 3.43+0.30
Brain 3.10£0.15  2.12%+0.25 1.99+0.13 2.061+0.31
Heart 3.92+0.19 3.69x0.17 3.89%+0.26 3.28+0.21
Liver 11.54+3.95 329+048 3.33%045 3.79+0.49
Spleen 2.57%£0.39  2.59+0.26 3.20+0.58 2.27%+0.20
Lung 5641036 3452030 3.49+0.25 3.00£0.28
Kidney 496x0.11 299+021 3.08%0.31 2.73+0.17
Stomach 2241024 2344027 2.48%+0.20 2.28+0.12
Small intestine 474+0.56 4.25+034 3.86+0.41 3.98+0.39
Large intestine 3.68+0.62 4.05+0.61 4.18+0.34 4.12+0.96
Ovary/Testis 3.85+0.51 3.15+0.14 2.94+0.63 2.06+0.28
Pancreas 396+0.25 2.66+0.36 2.14%+0.17 1.90+0.41
Adrenal gland 13.87+248 1.79£1.04 290%0.57 2.97+0.47
Skin 2.08%+0.33 2.74+0.53 2.69+0.33 2.49+0.27
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Muscle 2.68+0.16 2.64+034 2.84x0.25 2.13£0.08

Bone 1.08+0.20 2.35+0.56 3.37%£0.25 2.071+0.33

Bladder 1.62+042 420+043 4.01+0.27 4.04+0.98

4. In vivo stability

['®F]AromataPET-1 in Blood
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Figure S5. In vivo stability of ['"®F]AromataPET-1 at 30 min post-injection.

5. Single crystal analysis and Molecular docking

Crystal structure determination of AromataPET-1

Crystal Data for AromataPET-1 (M =241.25 g/mol): triclinic, space group P-1 (no. 2), a =
8.3490(2) A, b=9.2715(2) A, ¢ = 15.5660(3) A, a.= 95.7270(10)°, = 95.7710(10)°, y =
90.4700(10)°, ¥ =1192.64(4) A3, Z=4, T=295.00 K, w(CuKa) = 0.793 mm!, Dcalc = 1.344 g/cm?,
11963 reflections measured (5.736° < 20 < 136.646°), 4220 unique (Riy = 0.0467, Ryigma = 0.0452)
which were used in all calculations. The final R; was 0.0601 (I > 2o(I)) and wR, was 0.1907 (all data).

S6



Table S2. Crystal data and structure refinement for AromataPET-

1.

Identification code

AromataPET-1

Empirical formula
Formula weight
Temperature/K
Crystal system
Space group
a/lA

b/A

c/A

a/°

pr°

v/

Volume/A3

V4

Peateg/cm’
wmm-!

F(000)

Crystal size/mm3

Ci3H 0FNy
241.25
295.00
triclinic

P-1
8.3490(2)
9.2715(2)
15.5660(3)
95.7270(10)
95.7710(10)
90.4700(10)
1192.64(4)
4

1.344

0.793

500.0

0.20x%0.18%0.26
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Radiation CuKa (A =1.54184)

20 range for data collection/®° 5.736 to 136.646

Index ranges -7<h<10,-11 <k<11,-18<I<18
Reflections collected 11963
Independent reflections 4220 [Riy = 0.0467, Rigma = 0.0452]

Data/restraints/parameters 4220/0/325
Goodness-of-fit on F? 1.075

Final R indexes [[>=2c (I)] R;=0.0601, wR, =0.1759
Final R indexes [all data] R;=0.0860, wR, =0.1907

Largest diff. peak/hole /e A3 0.47/-0.38
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Table S3. Fractional Atomic Coordinates (x10*) and Equivalent Isotropic
Displacement Parameters (A2x103) for AromataPET-1. Ugq is defined as 1/3 of of

the trace of the orthogonalised Uy, tensor.

Atom U(eq)

F1 816(2) -1801(2) 4105.2(13) 95.2(6)
N1 1413(4) 3057(2) 4473.9(14) 80.8(8)
N2 259(4) 4048(2) 3237.7(14) 83.6(8)
N3 225(2) 87.4(18) 2779.5(11) 49.2(4)
N4 3051(3) -1278(3) -1137.2(15) 80.9(7)
Cl 930(3) 4141(2) 4036.8(15) 59.6(6)
Cc2 1197(4) 1735(3) 4052.8(16) 74.2(8)
C3 505(3) 1496(2) 3223.8(13) 45.4(5)
C4 67(4) 2716(3) 2835.1(16) 76.0(9)
C5 -1011(3) -812(2) 3081.0(16) 56.7(5)
C6 -369(3) -2158(3) 3422(2) 71.7(7)
C7 818(2) -257(2) 1985.2(13) 42.2(4)
C8 2146(3) 506(2) 1769.1(14) 51.5(5)
C9 2729(3) 233(2) 976.4(15) 53.7(5)
C10 2005(3) -839(2) 365.0(13) 47.3(5)
Cl11 738(3) -1645(3) 588.5(16) 59.0(6)
C12 162(3) -1370(2) 1379.4(15) 56.6(6)
C13 2573(3) -1091(3) -472.5(15) 58.1(6)
F2 4289(2) 1473.4(18) 5972.7(11) 81.2(5)
N5 4560(4) 7835(2) 6685.4(14) 87.2(9)
N6 3601(3) 6288(2) 5437.4(13) 67.7(6)
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Table S3. Fractional Atomic Coordinates (x10*) and Equivalent Isotropic
Displacement Parameters (A2x103) for AromataPET-1. Ugq is defined as 1/3 of of

the trace of the orthogonalised Uy, tensor.

Atom U(eq)

N7 4757(2) 4055.1(18) 7211.8(11) 48.1(4)
N8 1950(3) 4135(3) 11148.9(15) 80.2(7)
Cl4 3984(4) 7565(3) 5864.5(16) 69.4(7)
C15 4784(4) 6678(3) 7121.3(16) 73.3(8)
Cl16 4449(3) 5287(2) 6747.2(13) 45.4(5)
C17 3835(3) 5148(2) 5892.1(14) 56.5(6)
C18 6009(3) 3076(2) 6926.9(15) 54.1(5)
Cl19 5433(3) 1543(3) 6687.7(17) 62.1(6)
C20 4173(2) 4006(2) 8014.3(13) 42.1(4)
C21 2792(3) 4776(2) 8205.7(14) 49.3(5)
C22 2222(3) 4791(2) 8999.5(14) 51.7(5)
C23 2995(3) 4013(2) 9638.6(13) 47.6(5)
C24 4313(3) 3197(3) 9442.8(15) 56.0(6)
C25 4891(3) 31753) 8647.1(15) 543(5)
C26 2425(3) 407703) 10481.6(15) 56.6(6)
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Table S4. Anisotropic Displacement Parameters (A2x103) for AromataPET-1. The

Anisotropic  displacement  factor  exponent takes the form: -
2n2[h2a*2U +2hka*b*Uy,+...].

Atom Uy Us, Uss Us; U U,
F1 94.5(13) 952(13)  100.4(13)  40.4(10) 1.7(11) 0.2(10)
N1 123(2) 60.1(12) 51.0(11) 0.19)  -240(13)  -6.0(13)
N2 135(2) 48.1(11) 59.1(12) 4909)  -23.4(14)  23.6(13)
N3 54.9(10) 41.3(9) 51.3(9) 1.1(7) 8.9(8) -7.9(7)
N4 79.7(16)  101.8(19) 59.5(13)  -4.7(12) 9.8(12)  11.5(14)
Cl 79.0(16) 47.8(11) 49.0(12) -4.99) 20(11)  -1.3(11)
C2 115(2) 50.1(12) 52.2(13) 8.8(10)  -20.0(14)  -0.3(14)
C3 48.4(11) 44.5(10) 42.0(10) 1.8(8) 1.3(8) -1.5(8)
C4 115(2) 52.2(13) 51.4(13)  -55(10)  -28.6(14)  24.4(14)
C5 49.1(12) 51.9(12) 69.9(14) 1.0(10)  16.7(11) -7.0(9)
C6 68.5(16) 56.9(14) 93.9(19)  204(13)  16.1(15)  -9.9(12)
C7 42.8(10) 35.2(9) 47.2(10) 3.6(7) -1.1(8) -0.6(7)
C8 56.8(12) 43.7(10) 51.5(11) -4.5(8) 43(10)  -15.4(9)
C9 56.0(12) 48.6(11) 56.7(12) 2509)  10.6(10) -9.7(9)
C10 47.3(11) 45.7(10) 47.1(11) 1.9(8) -1.49) 10.6(8)
Cll1 53.8(12) 56.1(12) 613(13)  -16.4(10)  -03(10)  -9.6(10)
CI2 49.9(12) 51.1(11) 65.7(13)  -8.9(10) 6.1(10)  -16.2(9)
C13 57.5(13) 61.8(13) 525(13)  -2.2(10)  -0.3(10)  12.9(11)
F2 92.3(12) 68.4(9) 80.2(10) 0.5(8) 2.9(9) -6.8(8)
N5 160(3) 44.6(11) 55.3(12) 8.3(9) 29(14)  -21.7(14)
N6 93.4(16) 58.1(11) 49.8(11) 12409)  -7.8(11)  -2.6(11)
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Table S4. Anisotropic Displacement Parameters (A2x103) for AromataPET-1. The

Anisotropic  displacement  factor  exponent takes the form: -
2n?[h?a*2U;+2hka*b*Up,+...].

Atom Uy Us, Uss Us; Uss Uy,
N7 51.1(10) 44.7(9) 50.0(9) 11.9(7) 5.1(8) 5.6(7)
N8 82.0(16) 99.2(18) 623(13)  163(12)  15.0(12)  -10.5(14)
Cl4 107(2) 45.6(12) 583(14)  16.9(10) 8.8(14) 0.5(13)
C15 119(2) 50.3(12) 46.7(12) 7.910)  -11.8(13)  -27.7(14)
C16 51.3(11) 41.5(10) 43.0(10) 6.8(8) 0.6(8) -5.2(8)
C17 73.3(15) 44.1(11) 49.2(12) 3790 -6.8(11)  -5.0(10)
C18 44.6(11) 58.3(12) 622(13)  13.1(10)  12.2(10) 6.3(9)
C19 62.2(14) 51.0(12) 75.0(15)  10.8(11)  10.9(12)  12.1(11)
C20 41.3(10) 37.6(9) 46.9(10) 8.2(7) -1.8(8) -4.1(7)
C21 54.1(12) 44.1(10) 50.8(11) 14.0(8) 0.6(9) 10.1(9)
C22 52.4(12) 44.6(10) 58.6(12) 7.2(9) 6.2(10) 6.3(9)
C23 47.5(11) 45.9(10) 48.7(11) 8.0(8) 0209)  -10.1(8)
C24 50.9(12) 63.2(13) 56.1(12)  25.0(10)  -2.7(10) 4.1(10)
C25 452(11) 58.0(12) 62.0(13)  20.0(10) 1.5(10) 9.7(9)
C26 55.7(13) 61.5(13) 52.7(12)  11.3(10) 1.7(10)  -10.4(10)

Table SS. Bond Lengths for AromataPET-1.

AtomAtom Length/A AtomAtom Length/A

F1

N1

N1

1.390(4) F2
1.313(3) N5

1.333(3) N5
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Table SS. Bond Lengths for AromataPET-1.

AtomAtom Length/A AtomAtom Length/A

N2 Cl
N2 C4
N3 (3
N3 (G5
N3 (7
N4 Cl13
Cc2 (3
C3 (4
G5 Co
C7 C8
C7 Cl12
c8 C9
c9 C10
C10 CI11
C10 C13
Cll Cl12

1.306(3) N6
1.329(3) N6
1.422(3) N7
1.463(3) N7
1.387(3) N7
1.144(3) N8
1.356(3) C15
1.370(3) C16
1.488(4) C18
1.397(3) €20
1.396(3) C20
1.373(3) C21
1.394(3) C22
1.383(3) C23
1.430(3) C23

1.367(3) C24

Cl4

C17

Cl16

C18

C20

C26

Cleé

C17

C19

C21

C25

C22

C23

C24

C26

C25

1.319(3)
1.335(3)
1.423(2)
1.464(3)
1.391(3)
1.145(3)
1.375(3)
1.370(3)
1.496(3)
1.403(3)
1.401(3)
1.367(3)
1.395(3)
1.383(3)
1.436(3)

1.372(3)
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Table S6. Bond Angles for AromataPET-1

Atom Atom Atom Angle/* Atom Atom Atom Angle/*

Cl NI 1162(2) C14 N5 Cl15 115.5(2)
Cl N2 C4 11582) C14 N6 Cl17 115.8(2)
C3 N3 G5 116.73(17) C16 N7 Cl18 117.05(17)
C7 N3 (3 119.91(16) C20 N7 Cl6 119.48(16)
C7 N3 C5 121.64(17) C20 N7 CI18 121.64(16)
N2 Cl1 NI 126.52) N5 Cl14 N6 127.3(2)
NI C2 C3 12292) N5 CI15 Cl16 122.8(2)
C2 C3 N3 123.20(19) C15 Cl16 N7 122.15(19)
C2 C3 C4 115.42) C17 Cl6 N7 121.62(18)
C4 C3 N3 121.42(19) C17 Cl16 CI15 116.22(19)
N2 C4 C3 123.2(2) N6 C17 Cl6 122.4(2)
N3 C5 Cé6 113.42) N7 CI18 C19 113.76(19)
F1 C6 C5 109.6(2) F2 C19 C18 109.84(18)
N3 C7 C8 120.07(17) N7 C20 C21 120.02(17)
N3 C7 Cl2 122.80(19) N7 C20 C25 122.39(19)
Ci12 C7 C8 117.11(19) C25 C20 (21 117.56(19)
coO C8 (C7 121.73(19) C22 C21 C20 121.39(18)
c8 C9 Clo 120.1(2) C21 C22 (C23 120.4(2)
c9 Cl1o0 C13 120.2(2) C22 C23 C26 120.1(2)
Cll C10 C9 118.6(2) C24 C23 C22 118.7(2)
Cl1 Cl10 CI13 121.2(2) C24 C23 C26 121.27(19)
Cl12 Cl11 Cl1o 121.11(19) C25 C24 C23 121.29(18)
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Table S6. Bond Angles for AromataPET-1

Atom Atom Atom Angle/* Atom Atom Atom Angle/*
Cl1 C12 C7 121.3(2) C24 C25 C20 120.6(2)
N4 CI13 C10 178.8(3) N8 C26 (23 179.0(3)
Table S7. Torsion Angles for AromataPET-1.

A B C D Angle/® A B C D Angle/®

N1 C2 C3 N3 -178.0(3) N5 C15C16N7 177.3(3)
NI C2 C3 C4 1.4(5) N5 C15C16C17 -1.1(5)
N3 C3 C4 N2 177.73) N7 C16C17N6 -177.2(2)
N3 C5 Cé6 F1 58.3(3) N7 C18CI19F2 64.3(3)
N3 C7 C8 C9 -177.5(2) N7 C20C21C22  -177.63(19)
N3 C7 Cl12Cl11 177.42) N7 C20C25C24 177.6(2)
Cl N1 C2 C3 -0.8(5) C14NS5 C15Cl16 0.3(5)
Cl N2 C4 C3 1.3(5) C14N6 C17C16 -0.5(4)
C2 N1 C1 N2 0.4(5) C15N5 C14N6 0.5(6)
C2 C3 C4 N2 -1.7(5) C15C16C17N6 1.2(4)
C3 N3 C5 Co6 -117.42) C16N7 C18CI19 -122.9(2)
C3 N3 C7 C8 242(3) C16N7 C20C21 26.9(3)
C3 N3 C7 Cl12 -157.0(2) C16 N7 C20C25 -154.8(2)
C4 N2 C1 NI -0.6(5) C17N6 C14NS5 -0.4(5)
C5 N3 C3 C2 69.4(3) C18N7 C16C15 -113.1(3)
C5 N3 C3 C4 -110.03) CI8N7 C16C17 65.2(3)
C5 N3 C7 C8 -171.24(19) C18N7 C20C21 -169.0(2)

S15



Table S7. Torsion Angles for AromataPET-1.

A B C D Angle/* A B C D Angle/*

C5 N3 C7 Cl12 7.6(3) CI8N7 C20C25 9.3(3)
C7 N3 C3 C2 -125.4(3) C20N7 C16Cl15 51.7(3)
C7 N3 C3 C4 55.3(3) C20N7 C16C17 -130.0(2)
C7 N3 C5 C6 77.6(3) C20N7 C18C19 72.6(3)
C7 C8 C9 C10 -0.7(3) C20C21C22C23 -1.1(3)
C8 C7 Cl2Cl11 -3.7(3) C21C20C25C24 -4.1(3)
C8 C9 Cl10Cl11 -2.3(3) C21C22C23C24 -1.9(3)
C8 C9 C10C13 177.8(2) C21C22C23C26 177.7(2)
C9 Cl10C11C12 2.2(3) C22C23C24C25 1.8(3)
clocliciacr 0.9(4) C23C24C25C20 1.2(4)
C12C7 C8 C9 3.6(3) C25C20C21C22 4.0(3)
CI13Cl10C11C12 -177.8(2) C26C23C24C25 -177.7(2)
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Table S8. Hydrogen Atom Coordinates (Ax104) and Isotropic Displacement

Parameters (A2x103) for AromataPET-1.

Atom X y U(eq)

H1 1081.9 5067.37 432481 72
H2 1536.85 941.36 433998 89
H4 -385.8 2605.82 2261.15 91
H5A -1832.47 -1074.1 2603.51 68
H5B -1517.49 -246.7 3534.24 68
H6 -709.58 -3096.27 3211.21 86
HS8 2647.39 1216.58 2172.84 62
H9 3608.05 763.64 846.99 64
HI11 268.36 -2385.21 194.2 71
H12 -682.08 -1936.98 1516.26 68
H14 3830.67 8364.43 5551.32 83
H15 5185.08 6814.95 7703.52 88
H17 3573.52 4226.23 5618.73 68
HI18A 6883.21 3093.09 7388.45 65
H18B 6435.2 3431.84 6428.78 65
H19 5788.56 754.54 6975.21 75
H21 2252.82 5286.42 7783.57 59
H22 1314.43 5322.2 9114.35 62
H24 4818.46 2653.18 9858.61 67
H25 5767.26 2602.95 8526.65 65
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Table S9. Docking results for AromataPET-1 with the Aromatase

Distance from best mode

Mode Affinity (kcal/mol)
rmsd Lb. rmsd u.b.
1 -8.6 0.000 0.000
2 -8.6 0.042 1.070
3 -8.3 1.090 1.158
4 -7.3 1.308 5.645
5 -7.2 1.931 2.520
6 -6.8 2.044 2.510
7 -6.7 1.809 5.504
8 -6.4 2.668 6.081
9 -6.3 2.643 6.263

10 -6.1 13.962 15.944
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6. NMR of compounds

Lo ; L2
Lo % lo
3 Lo
o
N
Lo
vi'6g o
' 6€ E ™
o aeql
— r~ JEVT 2 =Y N 3
] mN.ov&
6v'Z | €507 ESs
6v'2 1807 ©
0s'e . LLYS — —
152 R o
32 ro =]
se'e
1S u $e
9L's <
88'9 i I
88'9
06'9 _ I 3
16'9 ~ F66°L ilg
96'9 _ £ : £
00°2 re g 1086 — —=% 8%
10°L = Glcok — —3 [ -
€02 0L = _<
€0°L B —————=—= 60 N |LPLL E Ik
SG'L 02 [AWATR\E
wm.nV ———————— 6°0 mN.C_,V — o
S92 3 '86°L oo €EBLT -
S9°L 08'6L1 %o
2927 el R
18’8 B q- Lo 2L vEL
mmAw\ 80 LZ 2EL (=)
G104l — . - \M
6407+
F2 SEShL — —3% [o
0t°08] = 0
€5°€5L — —
0L — — 0l [+ FoPST =
18091 — - -
f: 4
Lo . | o
= Q
AveLs :
5 Lo i §8
%
= £ \v L
¢ VIN | < o e
== o
¢ v 3 N
o e i
= ra

S19



1€
Fm.m/
Fm.mv

[4°K4

LA K4
€6°¢

9V —

z26~
AT
90°2
102
80°2
60°L
oL'L
Ay
8¢c'L

s
992
8921
691
v,
GL L]
922
1071
8L
08'8 1
98'8 |
1881
00'6

~>

e —

710v
00T
6'C
0z

98|

ld

680

1 (ppm)

[4°l 4
1z'e

vS'le—

Lze—

¥2'9¢ —

L0'S5
€209 —
L1099~

06-99

60

0689

M

$100%

£¥'20L ~

10
il (pAm)

SO'LLL

svoLL
€5°LLL /

110

I 611

na

GC.CY 13
16'221
09°0€} ~

130

Zrest
[

oz peL

Lo peLd

140

88012

. 7
ev'syl 7

88 GVT

15¢

L¥'0SL

EESL 4
1%°€G1 1

651 ]
18'651
ﬂ

160

170

18

190

210 400

S20



sz
zse
€52
e
zr'e |
sev
L8
8e'y
Srv
vy
8bv 1
0L ¥ 1
0Ly
1LY
LY
98'¥

18V
18V

88'Y
92’ |
20°2
obzq
L2
€11
YT LA
S92
99°L Jk
89°Z

892

8
S e
®5559
B

[£00°€

“o0't

1 (ppm)

692
cL L
18’8
18’8
86'8
66'8

T
=80 ¢

Z/8'}

60

€16¢
L7'6€
69°6€
96°6€ ¢

veov
cs oy

0801

91'65 —

2989

29°'99

P
D=
m
® ©
N/

01°00) ~

€201~

98 TTT

IGOL]
2594+

Yy LLL N

rewEr-amn

8461t

96611

14

Spo

o
Ot

€9veEL /
18°0%L —
66°GPL ~

87°0G1

T T
140 | 130

T
15

PAZE] A
S vGL s

0v'091L —

T
160

T
170

T
80

S21



81'6¢
9r'6E

v.'6¢
Loov

Lix

Lg¢
1g¢
cse
€5'¢
€5

ve'e

6OV
15°0v

€L 0V
G801
£€6°01

e e

Wwys —

628
0L
G0'L
G0'L
L0°L
80°L
602

Jooe

ﬁ‘oé

1 (ppm)

6¥°¢0L —
19°€LL

Qb Ll

1 (ppm)

$G° L ¢

J6T

[
1572
162
992 ﬁ
992 1
292
692
69°2 ]
0LL
107
082 ]
98'2
06'L
261
€62
v6'L
98'g
106

020-04-H. 1. 1. 11

4

=

-

=z

e

Br

=860

Yoot

=GB

mm.\._,ﬂ//

cL6LL
6162l ~

180

16921~
08'LeL —
STYEL
z9°sel

gropL”

v0'9vL

0€0St

LG'eSt \
¢9.¢n_.

NC

S22



34
3k
[4°x4 _

€5'¢
€5°¢

9€'e

0€'s — -
c0'L
€0
0L
902

102 ¢\mo I

1 (ppm)

ov'.

YR
o

»
e
£l

152
162
v5'L
65/ 1
59/ ]
992
uwi
89°L
69°L
0L°L
68°L
1672

1672
€62 = 3
162 ¢ %N

88’8 =4
88’8
10’6

NC

91'6€1

vv'6e

LG

66 6E [

12 0%

TS0 \
ze'or

5T TE

18567

PRI

m)

1

|
\

2€0SL

99°¢GL

rourerauy

69F5+H
S L9
G494

¥8'¥91 *

A\NVNTQW

b

NC

"™
i

1

90

Lok vwm m

210 || 200

S23



S0V
0%
80V
60
ey
SLy
LV
157
85
09'¥ 1
LY
VLV
SV
069 4
16791

Y6 LG\

12725

60
€6-9

26'91

€69
69 §
G691
@N.mg
Nm.ﬁg
€51
vS'L é
S A
GS'. \
952 -]
\.m.N*
1S,

79’8 —
206 —

o

&=

NC/©/N\LF

J

1 (ppm)

¥9'92
90°2L
6v'LL7

60°6. \

8¢€’l8

820l —

LLLLLA
s6'8LL 7

66°€El —

68°0%L —
LE°6¥1L

L6'zst
+6°ZS 1L V

v sl

>

NC/©/N1F

S24



L
N
Lo
i L~
=
_ Lo
4
Yz — _ heze
Lo
oo.vw —
80'%
oLy ; | S Y
zTy PR
«N.vN
9Ty Fe
£8'9 T
¥8'9 Lo g
98'9 =
999 S
9z'L — J06°0
A —— S8
622 —ig
6L Lo
05’2
152 ——————————————= ®¢£0%¢
25L — oy Lo
59/
89/
258 Lo
66'8
| N
2 ©
O e~
o
{ Y\N
Z LS
2 Lo

69'l—

906 —

peG9—

€£9'9L
G0'LL
S¢LL

FA Y

P roL—

89LLE~
08’8
18'L2hA,
Z0'0EL~
1ZTEL;
eaeel”
Ly orL—
SgorL~
L0'6¥L—
9L°¢5k—
Dm‘vm_.\

v
\|\.m
Z
¢ =
== 2 E
\lv
=
Q
=

100
f1 (ppm)

T

50 140 120

150

00 190 170

210 200

80 70 60 50 40 30 20

20

110

130

160

180

S25



