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Part | Experimental Section
1.1 Optimization of reaction conditions

Table S1. The effects of halogen sources and oxidants on the oxidative C-H amination
process.?

‘3,,0 Q0
s’ 14
NH o halogen sources, oxidant Y
EtOOC%///kPh THF, CuBry, r.t. cood =0
3aa (95% ee) 4aa Ph

entry Halogen sources oxidant yield (%) " ee (%) ©
1 KBr TBHP trace n.d.
2 (n-Bu)4NI TBHP 76 94
3 Nal TBHP 37 93
4 Kl TBHP 94 95
5 NIS TBHP trace n.d.
6 Kl PhlIO trace n.d.
7 Kl Phl(OAC), 35 90

& The reaction of 3aa (0.1 mmol), halogen sources (0.2 mmol) with oxidants (0.3 mmol) was
performed in the presence of CuBr, (10 mol %) in THF (1.0 mL) at room temperature for 4 h. °
Yield of isolated product. © The ee value of the product was determined by HPLC on a chiral
stationary phase.

1.2 Mechanism study on the intramolecular C-H amination
Control experiments:

Q0

o)
s &°
N— CuBr, (10 mol%), TBHP N—
+ Ki
|
Et00C THF, r.t. ood
0
: Ph 0™ pp,

6a 12/1 dr, 84% yield

First, the racemic methylated Mannich product 3 was prepared according to the previously
reported method.* To the mixture of 3 (75 mg, 0.2 mmol) and KI (64 mg, 0.4 mmol) in 2 mL THF,
was added CuBr, (4.4 mg, 0.02 mmol). After stiring the mixture at room temperature for 30
minutes, the oxidant TBHP (109 uL, 5.5 mol/L in n-decane) was added in portions during 4 hours.
After completion of the reaction (monitored by TLC), the solvent was evaporated in vacuo.
Purification of the residue by column chromatography (PE/EA = 8/1-4/1) afforded an iodinated
intermediate 6a in 84% yield with 12/1 dr.
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]

b i
©;NH 0 + 3eq. >(j< Kl, TBHP, CuBr, %
o, M N THF, rt. o
EtOOC Ph o EtOOC
3aa TEMPO 4aa Ph

92% yield

To the mixture of 3aa (36 mg, 0.1 mmol) and Kl (32 mg, 0.2 mmol) in 1 mL THF, was added
CuBr; (2.2 mg, 0.01 mmol) and TEMPO (47 mg, 0.3 mmol). After stiring the mixture at room
temperature for 30 minutes, the oxidant TBHP (55 uL, 5.5 mol/L in n-decane) was added in
portions during 4 hours. After completion of the reaction (monitored by TLC), the solvent was
evaporated in vacuo. Purification of the residue by column chromatography (PE/EA = 8/1-4/1)
afforded the product 4aa in 92% yield.

The coordination between CuBr, and Mannich product 3aa:
[cl?

Figure S1. 3aa in THF Figure S2. CuBr, and 3aa in THF

As shown in the above figures, an obvious change in the solution color was detected. This
observation suggested the coordination between CuBr, and Mannich product 3aa. This
coordination interaction was considered as an important role in inhibiting the racemization of the
Mannich product 3aa and the further iodination of the aziridine product 4aa.
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1.3 Determination of absolute configuration of the aziridine products
5aa

Chemical formula C1gH14INOsS

Formula weight 483.26
Space group P2,2:24
z 4
a, A 7.2554
b, A 15.7659
c, A 16.4944
a, ° 90.00
B, ° 90.00
7, ° 90.00
v, A 1886.76
TK 291 (2)
p, glem® 1.701

Reflections collected / unique: 4432/3082 (Rix = 0.0616), number of observations [I > 2 ¢ (I)]
2990, parameters 236. Final R indices [T>2 ¢ (I)]: Ry = 0.0842, wR, = 0.2177; R indices (all data):
R;=10.0852, wR, = 0.2203; Flack parameter = 0.005(12).

Table S2 Crystal data and structure refinement for 5aa.

Identification code 5aa
Empirical formula C1gH14INOsS
Formula weight 483.26
Temperature/K 291(2)
Crystal system orthorhombic
Space group P2,2:2;

alA 7.25540(10)
b/A 15.7659(3)
c/A 16.4944(3)
a/° 90

/e 90

S4



v/° 90

Volume/A? 1886.76(6)

z 4

peaicg/cm’ 1.701

wmm'™ 14.626

F(000) 952.0

Crystal size/mm? 0.280 %x0.220 <0.200

Radiation CuKa (A =1.54184)

20 range for data collection/°7.758 to 142.364

Index ranges -8<h<8§,-18<k<19,-11<1<19
Reflections collected 4432

Independent reflections 3082 [Rint = 0.0616, Rsigma = 0.0693]
Data/restraints/parameters ~ 3082/18/236

Goodness-of-fit on F2 1.047

Final R indexes [[>=2c (I)] R;=0.0842, wR, =0.2177

Final R indexes [all data] R; =0.0852, wR, = 0.2203

Largest diff. peak/hole / e A®3.92/-3.14

Flack parameter 0.005(12)

Table S3 Fractional Atomic Coordinates (<10%) and Equivalent Isotropic Displacement
Parameters (A%<10% for 5aa. Ueq is defined as 1/3 of of the trace of the orthogonalised U,
tensor.

Atom x y z U(eq)
11 -2833.9(12) 414.3(6) 6569.1(5) 36.8(4)
S1  1803(4) 937.9(17) 7211.8(19) 23.8(7)
N1 1566(13) 411(7) 6316(5) 21(2)
02 696(17) 1679(6) 7199(8) 43(3)
01 3720(14) 1037(7) 7333(7) 42(3)
C7 1045(16) -497(8) 6503(8) 25(2)
04  2300(20) -1853(8) 6381(8) 59(3)
C4 707(19) -602(7) 7405(8) 24(3)
O5 -1010(30) -714(7) 4903(8) 68(5)
C5 999(16) 138(8) 7842(7) 22(2)
C8 -240(20) 75(7) 6053(8) 27(3)
03 2970(30) -960(9) 5422(8) 68(4)
Cl14 70(20) 1256(12) 3266(8) 42(4)
C6 740(20) 196(11) 8669(8) 35(3)
C16 2210(30) -1139(9) 6031(9) 40(3)
C10 -209(19) 721(9) 4628(8) 29(3)
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C13
C12
C15
Cl1
C3
C9
C1
Cc2
C17
C18

250(30)
280(40)
-190(20)
30(30)
140(20)
-510(30)
100(20)
-160(30)
3310(40)
5490(50)

2073(12)
2198(11)
580(9)
1541(9)
-1328(9)
-29(9)
-545(12)
-1278(11)
-2553(16)
-2390(20)

3554(11)
4376(10)
3781(9)
4915(8)
7811(9)
5147(8)
9069(10)
8643(9)
6010(17)
6114(19)

53(5)
54(5)
34(3)
44(4)
34(3)
36(3)
46(4)
43(4)
76(6)
96(9)

Table S4 Anisotropic Displacement Parameters (A?x<10%) for 5aa. The Anisotropic
displacement factor exponent takes the form: -2a’[h%a*?U;;+2hka*b*Uy,+...].

AtomUq;

11
Sl
N1
02
01
Cc7
04
C4
05
C5
C8
03
C14
C6
C16
C10
C13
C12
C15
Ci1
C3
Cc9
C1
C2
C17
C18

23.5(5)
22.5(14)
15(4)
49(6)
18(5)
17(5)
73(6)
25(6)
116(15)
18(5)
36(7)
88(11)
40(8)
28(7)
54(9)
28(6)
67(11)
87(15)
38(7)
80(13)
38(7)
54(9)
39(8)
45(9)
80(8)
98(13)

U22
49.2(6)
19.4(12)
36(5)
18(4)
56(6)
30(6)
47(5)
20(5)
31(5)
33(6)
19(5)
62(8)
72(11)
56(8)
31(6)
41(7)
53(9)
42(8)
40(8)
30(7)
28(6)
36(7)
67(11)
53(9)
68(7)
102(13)

U33
37.6(5)
29.5(15)
13(4)
63(7)
51(6)
27(6)
58(5)
26(6)
56(7)
16(5)
25(6)
55(7)
14(6)
21(6)
34(7)
18(6)
39(9)
34(8)
23(6)
22(6)
36(7)
19(6)
31(7)
30(7)
81(8)
87(12)

Uz
6.7(4)
-1.5(11)
4(4)
-5(4)
-8(5)
-4(5)
0(4)
-2(5)
0(6)
-2(9)
8(5)
-2(6)
21(6)
-13(6)
-4(5)
5(5)
27(8)
6(7)
-6(6)
1(6)
14(6)
-4(5)
9(8)
18(7)
-6(6)
-7(10)

Uss
-0.5(4)
0.0(12)
6(4)
-6(6)
-3(5)
0(5)
14(5)
-3(5)
-18(9)
5(5)
10(6)
35(9)
4(6)
-6(6)
7(8)
10(5)
-5(9)
14(10)
-2(6)
-8(8)
2(7)
-6(7)
15(7)
3(7)
6(6)
-7(11)

U12
2.7(3)
-1.6(10)
1(4)
8(4)
-5(4)
8(5)
9(5)
4(4)
-15(7)
-1(5)
4(5)
25(8)
9(8)
8(6)
4(7)
9(6)
-1(8)
0(9)
10(6)
1(8)
-7(6)
-1(7)
7(8)
-1(7)
4(6)
23(11)



Table S5 Bond Lengths for 5aa.

Atom Atom Length/A
11 C8 2.135(13)
S1 01 1.414(10)
S1 02 1.419(10)
S1 N1 1.704(10)
S1 C5 1.736(12)
N1 C8 1.477(17)
N1 C7 1.512(16)
C7 C8 1.494(17)
C7 C4 1517(18)
C7 Cl6 1.533(18)
04 C16 1.27(2)

04 C17 1.46(3)

C4 C3 1.387(18)
C4 C5 1.387(17)
05 C9 1.208(19)

Table S6 Bond Angles for 5aa.

Atom Atom Atom Angle/°
01 S1 02 117.9(7)
01 S1 N1 106.0(6)
02 S1 N1 109.4(6)
01 S1 C5 109.0(7)
02 S1 C5 114.7(7)
N1 S1 C5 97.5(5)
C8 N1 C7 59.9(7)
C8 N1 S1 121.3(8)
C7 N1 S1 108.1(7)
C8 C7 N1 58.8(8)
C8 C7 C4 116.9(10)
N1 C7 C4 110.1(10)
C8 C7 Cl6 119.3(12)
N1 C7 C16 112.5(11)
C4 C7 Cle 121.1(11)
Cl6 04 C17 120.3(16)
C3 C4 C5 119.2(12)
C3 C4 C7 127.6(12)
C5 C4 Cv 1131(1))
C6 C5 C4 123.3(13)

Atom Atom Length/A
1.380(18)
1.517(18)

C5
C8
03
C14
C14
C6
C10
C10
C10
C13
C12
C3
C1
C17

Cé6
C9
C16
C15
C13
C1
Cl1
C15
C9
C12
Cl1
Cc2
Cc2
C18

1.18(2)
1.38(2)
1.38(3)
1.42(2)
1.39(2)

1.415(19)

1.48(2)
1.37(3)
1.38(2)
1.39(2)
1.37(3)
1.61(5)

Atom Atom Atom Angle/*

C7
N1
c7
C9

C15

C5
03
03
04

Ci1
Cl1
C15
Ci12
C13
C14
C12

C4
05
05

C8
C8
C8
C8

C6

C9

Cl4 C13

Cle O4
Cl6 C7
Cle C7

C3
C9
C9

C10 C9

S7

C10 C15
C10 C9

C10 C9

C13 Ci4
Cl2 Ci11
C15 C10
Cl1 C10

C2
C10
C8
C8

120.5(11)
125.1(8)

120.2(8)

107.7(10)
121.7(13)
116.7(14)
125.4(15)
122.2(13)
112.4(13)
118.8(13)
124.6(12)
116.6(13)
118.5(15)
121.9(17)
119.2(14)
119.8(14)
118.4(14)
124.6(13)
117.7(13)
117.7(12)



Cé6 C5 s1
C4 C5 s1
N1 C8 C7
N1 C8 C9

Table S7 Torsion Angles for 5aa.

A BCD

01 S1NI1CS8
02 S1NI1C8
C5 S1N1C8
01 S1N1C7
02 S1N1C7
C5 S1N1C7
S1 N1C7C8
C8 N1C7C4
S1 N1C7C4
C8 N1C7C16
S1 N1C7C16
C8 C7C4C3
N1 C7C4C3
C16C7C4C3
C8 C7C4Cs
N1 C7C4C5
C16C7C4C5
C3 C4C5C6
C7 C4C5C6
C3 C4C581

C7 C4C581

01 S1C5C6
02 S1C5C6
N1 S1C5C6
01 S1C5C4
02 S1C5C4
N1 S1C5C4
S1 N1C8C7
C7 N1C8C9
S1 N1C8C9
C7 Ni1cCslI1

S1 N1C8lI1

C4 C7C8N1

126.1(11)
110.6(9)
61.2(8)
116.5(11)

Angle/
170.2(9)
-61.6(11)
57.9(10)
105.0(8)
-126.9(8)
-7.4(8)
116.3(9)
-110.0(11)
6.2(11)
111.7(13)
-132.1(10)
113.2(16)
177.6(13)
-48(2)
-66.1(15)
-1.7(14)
132.4(14)
-1(2)
178.7(13)
177.0(11)
-3.6(14)
74.4(14)
-60.3(15)
-175.7(12)
-103.2(10)
122.1(10)
6.7(10)
-93.9(9)
-111.9(12)
154.2(10)
108.3(10)
14.5(13)
98.2(12)

Cc2
C1
04

A B C
N1 C7 C8
C4 C7 C8
Cl16C7 C8
C4 C5 C6
S1 C5 C6

C1
C2

C6  120.2(14)
C3  122.2(15)

C17 C18 109(2)

C1

C1704 C1603
C1704 C16C7
C8 C7 C1603
N1 C7 C1603
C4 C7 C1603
C8 C7 C1604
N1 C7 C1604
C4 C7 C1604
C15C14C13C124(3)
C14C13C12C11-3(4)
C13C14C15C10-2(3)
C11C10C15C140(2)
C9 C10C15C14179.3(15)
C13C12C11C101(4)
C15C10C11C120(3)
C9 C10C11C12-179.0(19)

C5 C4 C3
C7 C4 C3
Cl1C10C9
C15C10C9
Cl1C10C9
C15C10C9
N1 C8 C9
C7 C8 C9
11 C8 C9
N1 C8 C9
C7 C8 C9
11 C8 C9

S8

C2
C2
05
05
C8
C8
05
05
05

Angle/’
-116.0(10)
-17.8(16)
144.0(11)
-2(2)
-178.9(11)
-3(3)
178.5(18)
43(2)
-23(2)
-156.0(18)
-138.8(15)
155.4(14)
22(2)

2(2)
-177.4(14)
168(2)
-12(3)
-10(2)
170.4(13)
127.0(18)
56(2)
-86.7(19)

C10-54.8(18)
C10-125.5(14)
C1091.5(15)



C16C7C8N1 -99.9(13) C5 C6 C1 C2 3(2)

N1 C7C8C9 105.5(14) C6 C1 C2 C3 -2(3)
C4 C7C8CY -156.3(12) C4 C3 C2 C1 -1(3)
C16C7C8CY 6(2) C1604 C17C1875(3)

Table S8 Hydrogen Atom Coordinates (Ax10%) and Isotropic Displacement Parameters
(A?>10°) for 5aa.

Atom x y z U(eq)
H14 121 1160 2710 50
H6 975 696 8950 42
H13 359 2528 3198 64
H12 471 2743 4576 65
H15 -350 36 3574 41
H11 31 1646 5469 53
H3 -26 -1835 7533 41
H1 -145 -531 9622 55
H2 -553 -1760 8918 51
H17A 3005 -2594 5439 92
H17B 2979 -3083 6269 92
H18A 6071 -2385 5590 144
H18B 6022 -2826 6442 144
H18C 5683 -1846 6371 144

S9



Part 11 NMR Spectra

3aa 'H NMR

0000—:

|

0 ppm

- ©

¥00°€

000°L
€v0'}
896'L

3aa °C NMR

968'€ L —

28067 —

YSy'€9~
€er's9—

rww,wn
mmm.wnw
LIELL

608’12}
olzvel /
seL'gel
vﬁ.mﬁ/
£L2081—
629°€E

6S6'€E} \
2es'sel

9G8'9€1

05569+ —

€L6'S6L—

T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

ppm

10

S10



4aa'H NMR
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4ab 'H NMR
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4ac 'H NMR
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4ad 'H NMR
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4ae 'H NMR
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4af 'H NMR
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4ia'H NMR
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6a °C NMR
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Part 111 HPLC Spectra
3aa racemic sample (Daicel Chiralcel IC, i-PrOH/hexanes = 50/50, 1.0 mL/min):

DAD1E, Sig=254,16 Ref=360,100 (ZHSH\16080708.0)

15730

Signal 5: DAD1 B, Sig=254,16 Ref=360,100

Peak RetTime Type Tidth Area Height Area
# [min] [min] [maU*=] [m&al] %
-1 I====1 | | | |
1 11.878 BB 0.3005 1319.03271 £7.02801 49.0157
2z 15.730 BB 0.4244 1372.00635 50.27872 50.9843

Totals : 2691.03906 118.20673

3aa (on 0.3 mmol scale):

DAD1.C, Sig=230,8 Ref=360,100 (ZHSH\16080700.0)
maU ] S

- |
- |

" |

J

Signal 3: DAD1 ¢, Sig=230,8 Ref=360,100

11552

Peak RetTime Type Width Area Height Area
# [rin] [rin] [maT* =] [ma1] %
-1 I====1 | | |
1 11.552 BB 0.2961 2110.16870 110.86532 2.7231
Z 15.234 BB 0.4705 7.5381524 2494.95537 097.2760

Totals 7.74817=4 2Ze05.82088

3aa racemic sample (Daicel Chiralcel OD-H, i-PrOH/hexanes = 70/30, 0.8 mL/min):

DAD1E, Sig=254,16 Ref=360,100 (ZHSH\16031602.D)
mAU 7

9 10 1 12 13 14 15 16 mis

Signal 5: DAD1 B, Sig=254,16 Ref=360,100

Peak RetTime Type Width Area Height Area
# [min] [min] [maU*=] [m&al] %
-1 I====1 | | | |
1 11.188 PB 0.5554 Z583.2580%6 £9.86707 52.2336
2 13.864 PB 0.7588 2362.32910  46.33345 47.7664

Totals 4945.58716 116.20032Z
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3aa (on 0.1 mmol scale):

DADIE, Sig=25416 Ref=360,100 (ZHSH\16031605.0)
mAU | 9
60 ]
|
500 |
|
400
[
|
0] |
|
0| /
100
L
. El
T T T T T T T
s 10 1 1 15 10 1 mi
Signal 5: DADL E, 3ig=254,16 Ref=360, 100
Peak RetTime Type Tidth Area Height Area

# [tnin] [1in] [mAU*s] [maAl] %
|

e I----1 ! [ [
1 11.105 FB 0.5351 50Z.47012 14.12321 1.6007
2 13.386 FB 0.6801 3.08885e4 687.59137 98,3003

Totals 3.138009e4 T01.71458

3aa (on gram scale):

DADLC, om0 Refe 8010 ZHSHUSTLLD)
o .
0 ]
] \
|
0] \
0] \
|
|
750 4
500 4
20 8
o
o
: : : ‘ : :
I P P P % P 2 a

Signal 3: DAD1 €, Sig=230,8 Ref=360,100

Peak RetTime Type Width Area Height Area
# [min] [1min] [mAU*=] [man] %
-1 I-——1 | | | |
1 12.96& BE 0.5042 2Z30Z.89062 £3.84580 2.5215
2 15.898 EB 0.7176 8.90257e4 2006.70703 97.4785

Tatals : Q.13ZRAR4  ZN7H.552R3

4aa racemic sample:

DAD1.C, Sig=230,8 Ref=360,100 (ZHSH\16042200.0)
mAU o

i
] I

250 \
20 ] \

150 | \

100 /

Signal 3: DAD1 ¢, Sig=230,8 Ref=360,100

Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*=] [malr] ]
| I-===1 | | | |
1 10.542 BV 0.3143 7900.73830 394.40820 49.2987
2 11.339 VB 0.3485 8218.10938 365.24197 50,7013

Totals : 1.62085=4 759.74017
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4aa:

DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16042201.D)
mau
500

400 -
300
200

100

o o
) Py A 5 1
Signal Z: DAD1 B, Sig=215,16 Ref=360, 100
Peak RetTime Type Width Area Height Area
# [win] [min] [maU*s] [ro&1T] %
-===1 |====1 | | | |
1 10,673 BV 0.3042 353.02664  18.55670  3.0382
2 11.396 VB 0.3522 1.15856e4 511.63019 96.9618
Totals : 1.19486e4  530.18689

4ab racemic sample:

DAD1.C, Sig=230,8 Ref=360,100 (ZHSH\16042807.D)

T T
16 18

Signal 3: DAD1 C, 3ig=230,8 Ref=360,100
Peak RetTime Type Tidth Area Height Area
# [rin] [mwin] [mAU*s] [ra21r] %
-1 - | | | |
1 15.054 BB 0.4330 460.316353 15.9813% 50.0044
Z 23.002 BB 0.5477 460.23624 12.97954 49,9956
Totals 920.55276  28.96131
4ab:
DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16042608.D)
maU 8
] A
80|
60|
w0
2
g x"“\& /
04 = _//
1 b 2 2 2
Signal &: DADL B, Sig=215,16 Ref=360, 100
Peak RetTiwme Type Width Area Height Area
# [min] [min] [maU*a] [ma1r] %
-1 -1 | |
1 19.073 MM 0.4908 107.15194 3.63835 2.7682
Z Z1.983 EB 0.5600 3763.659849 104.04572 97.2318
Totals 3870.85043 107.e5807
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4ac racemic sample:

DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16050601.D)
mau

>
160 F\
140 4 |
/\

120 4 ( |

22,956

100 [

Signal 2: DAD1 B, Sig=215,16 Ref=360,100

Peak RetTime Type Width Area Height Area

# [rain] [min] [mAU*s] [ra&IT] %
| | | | |
1 19.452 EB 0.4590 4867.99707 163.64984 50.3108
Z 2Z.956 EB 0.5566 4807.84619 132.72308 49,6892

Totals 9675.84326 206.37202

4ac:

DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16050602.D)
mau g

600
500 I
400 ] |
300 ] r
200

100

19.468

Signal 2: DAD1 B, Sig=215,16 Ref=360,100

Peak RetTime Type Width Area Height Area
# [min] [min] [maU*a] [man] %
-===1 -===1 | | |
1 19.468 BB 0.4485 767.78699  26.15087 3.0686
Z 22.812 BB 0.5695 2.42529=4 661.88525 96.9314

Totals 2.50206e4 688.03612

4ad racemic sample:

DAD1 A, Sig=206,4 Ref=360,100 (ZHSH\16042500.0)
mau

22883

200

150

100

Signal 1: DAD1 A, Sig=206,4 Ref=360,100

Peak RetTime Type Width Area Height Area
# [minl [min] [maU*s] [mair] &
-===1 I====1 | | | |
1 18.608 VB 0.5372 7933.76660 234.18597 50.9251
2 22.883 PV 0.6123 7645.52881 192.02894 49,0749

Totals : 1.55793e4 427.11491
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4ad:

mau

300
200

100

500

400

DAD1 A, Sig=206,4 Ref=360,100 (ZHSH\16042501.0)
8

] [

2295

o]
2 2 % %
Signal 1: DAD1 A, Zig=206,4 Ref=360,100
Peak RetTime Type Width Area Height Area
# [rain] [min] [mAT*s] [ma1T] %
-===1 | | | | | |
1 18.720 VB 0.5422 1.7750Z=4  514.04617 097.8824
2 22.956 BV 0.4488 384.00562 10.25730 Z.1176
Totals 1.81342=4 525.20347

4ae racemic sample:

DAD1E, Sig=254,16 Ref=360,100 (ZHSH\16051311.D)

120 4 /% \ §
100 / \ /\
| [
\ [

\ [

o] / | j
! J )

T
14 15

DAD] E, Sig=254,16 Ref=360,100

Signal 5:
Peak RetTime Type Width Area Height Area
# [min [min] [mAU*s] A7 %
-1 | |

1 13.009 EB 0.3132 2693.72110 132.47101 49.8116
Z 14.908 BB 0.3708 2713.88730 113.58038 50.1874

Totals 5407.70850 Z4e.05228

4ae:

DAD1E, Sig=254,16 Ref=360,100 (ZHSH\16051315.D)

8004

[
700

|
600
o ] II
4004 \‘
] / \
20

/

100

13017

-
I

Signal 5: DAD1 E, Sig=234,16 Ref=360,100

Peak RetTime Type Width Area Height Area

# [win] [min] [maU*s] [ro&1T] %

-1 | | | |
1 13.017 pP 0.3044 Z2Z9.82318 11.84152 1.019¢
2 14,806 EE 0.3814 2.23115=4 905.82330 08.0804

Totals 2.25413e4 917. 66482
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4af racemic sample:

DAD1.C, Sig=230,8 Ref=360,100 (ZHSH\16042403.0)
mau

Signal 3: DADL <, Sig=230,8 Ref=360,100

Peak RetTiwe Type Width Area Height Area
# [min] [min] [mAU*=] [maTr] 3
-1 === | | | |
1 22.98Z BV 0.8048 2423.32073  44.53879 50.0682
Z 25.087 VB 0.8625 2416.91797  41.56031 49.9318

Totals : 4840.43872 86.09910

4af:

DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16042404.D)
mau

120

100

Signal Z: DADL B, 3ig=£15,16 Ref=360,100

Peak RetTime Type Width Area Height Area
# [win] [min] [maU*s] [ro&1T] %
-===1 |====1 | | | |
1 22.393 BE 0.7769 £694.48340 131.29002 06.8454
2 Z4.781 MM 0.8802 Z18.06192 4.12903 3.1546
Totals : £912.54532  135.41005

4ag racemic sample:

DAD1.C, Sig=230,8 Ref=360,100 (ZHSH\16042810.0)

e e e mmm ieer e g e e

Signal 3: DAD] C, Sig=230,8 Ref=360,100

Peak RetTime Twype Width Area Height Area
# [min] [min] [mAT*=] [ran] ]
| I====1 | | | |
1 36.433 BE 0.8454 1359.44263 20.09070 50,4083
Z 47.491 BB 1.0073 1239.04089 14.73135 49,5917

Totals : 240B.48352 34.822035
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4ag:

mAU g
175 4
150 4
125 4

100

DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16042811.D)

Signal Z: DADL B, ig=215,16 Ref=360,100

Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*s] [1n&TT] %
-===1 | | | | | |
1 35.788 MM 1.0530 £40.90442 10.14370 3.8704
2 46.1%8 EE 1.2460 1.59181e4 193.45474 06.1206
Totals 1.65390=4 Z03.59844
4ah racemic sample:
DADL.C, Sig=2208 Ref=360,100 (ZHSH\16050504.0)
%
/
2 2 % % EY B mi
Signal 3: DAD] C, Sig=230,8 Ref=360,100
Peak RetTime Type Width Area Height Area
# [rain] [min] [mAU*s] [ra&IT] %
-===1 I====1 | | |
1 23.083 BB 0.5897 2220.92578 58.11414 50,5224
2 30.372 EB 0.7883 2183.81104  41.60661 49.4776
Totals 4413.73682 09.72075
4ah:
DAD1 D, Sig=240,16 Ref=360,100 (ZHSH\16050505.0)
maU 8
120 ]
100 ]
o0 ]
60
2]
204 %
; J
o
2 2 % % EY B mi
Signal 4: DAD1 T, Hig=240,16 Ref=3A0, 100
Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*=] [man] ]
| I====1 | | | |
1 23.257 BB 0.5839 309.9Z560 10.36980 5.4197
Z 30.355 BB 0.8249 £979.2Z705 130.30048 04,5203
Totals 7379.15274 140.8792Z8
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4ai racemic sample:

DADL.C, Sig=2208 Ref=360,100 (ZHSH\16042605.D)
mAU
1]
12 F
3
10
8]
6
4]
2]
o]
2 2 % % ) ) EA % B m
Signal 3: DAD1 C, Zig=230,8 Ref=360,100
Peak RetTime Type Width Area Height Ares
# [min] [min] [mAU*=] [man] ]
| I====1 | | |
1 25.503 BE 0.6297 £31.87250 15.46502 50.0707
Z 34.609 BB 0.7545 650.03210 11.14399 49,9293
Totals 1301.90460  26.60991
4ai:
DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16061500.0)
mau
25
2]
15
10
©
5] 8¢
o] -
% ) By P & mi
Signal 2: DAD1 B, Sig=215,16 Ref=360,100
Peak RetTime Type Tidth Area Height Area
# [rin] [mwin] [mAU*s] [ra21r] %
-===1 -===1 | | |
1 23.032 MM 0.5204 123.58527 3.95805 5.2115
Z 38.7i4 MM 1.2984 2347.82275 28.83351 94,7885
Totals 2371.40802 32.81136
4aj racemic sample:
DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16050506.D)
mAU 2
120 ]
100 ] | 3
| a
[
b |
|
|
604 |
|
w0
2]
0 . —
E: S &0 & EY s mi
Jignal 2: DAD1 B, 3ig=215,16 Ref=3&0,100
Peak RetTime Type Width Area Height Area
# [rain] [min] [mAU*s] [ra&IT] %
-===1 I====1 | | |
1 38.559 EB 0.9391 8439.01465 134.30240 50.6392
Z 51.742 EB 1.2882 B225.97852 04,81699 49,3608
Totals 1.666350ed  229,11038
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4aj:

DAD1 D, Sig=240,16 Ref=360,100 (ZHSH\16050600.0)
mAu 3
100
o0
60 4 /
|
w0
7 8
o] N
% 0 By P & ) By
Signal 4: DAD1 D, Sig=240,16 Ref=360,100
Peak RetTime Twype Width Area Height Area
# [min] [min] [mAT*=] [ran] ]
-——=1 I---=1 | | |
1 37.398 BB 0.7348 609.58392 10.23647 6.5832
Z 49,3164 BB 1.2545 8630.133792 101.67929 93,4168
Totals 0259.71771 111.9157¢
4ak racemic sample:
DADLE, Sig=21516 Ref=360,100 (ZHSH\16051901.D)
mAu S
300 ﬁ
[l 4
250 | Bl
1 \ f
\ g
i ‘
(f
R
100
“ )L
g 10 ) 1 15
Signal 2: DAD1 B, Sigez15,16 Ref=360,100
Peak RetTime Type Width Area Height Area
# [rain] [min] [mAT*s] [ma1T] %
-===1 I====1 | |
1 10.810 BB 0.2280 45189.51025 306.47971 53.3753
Z 12.738 BB 0.2759 3947.91040 221.50003 46.6247
Totals 8467.42065 527.97974
4ak:
DADLC, Sig=2208 Ref=360,100 (ZHSH\16051902.D)
mAu o
500 /ﬁ“‘
|
|
400 o /
] /
[
20
| \
100 4 / \‘
g / \
7 5 ] 1 ) ) ) 1

Signal 3: DAD1 ¢, Sig=230,8 Ref=360,100

Peak RetTime Type Width Area Heicght Area

# [nin] [min] [mAU*s] [manu]

1 10.826 BV 0.2171 151.18z08 10.68184 1.4549
2 12.762 BB 0.2763 1.02398e4 573.57507 98.5451

Totals 1.03910e4 584.25602
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4al racemic sample:

DADLC, Sig=2208 Ref=360,100 (ZHSH\16051900.0)
mAU 8
300 ﬁ %
0] | | ﬂ\
200 ] } ‘K |
M
150 [ |
’ |
100 | \‘ \
[
| ) \U/ |
§ L
g P 1 L 1
Signal 3: DADL ¢, $ig=230,8 Ref=360,100
Peak RetTime Twype Width Area Height Area
# [tin] [min] [mAU*s] [mal] L]
-===1 -===1 | | |
1 10.532 BV 0.2594 5289.65381 319.11893 50.9010
2 11.387 vE 0.3026 5102.38379 267.45865 49,0990
Totals 1.03920=4 586.57758
4al:
DADL1B, Sig=21516 Ref=360,100 (ZHSH\16051904.0)
mau 4 g
70 f ‘\
600 }\
|
500 4 ‘
| |
0] (
w0 ] /
[
20 | |
0]
g P 1 L 1
Signal 2: DAD1 B, Sigez15,16 Ref=360,100
Peak RetTime Type Width Area Height Area
# [rain] [min] [mAU*s] [ra&IT] %
-===1 I====1 | | |
1 10.642 BV 0.2351 435.1884z2 28.35088 3.1037
2 11.443 VB 0.2741 1.35863ed TeR.99725 06.8963
Totals 1.40215e4 TO7.34813
4am racemic sample:
DADLC, Sig=2208 Ref=360,100 (ZHSH\16051401.D)
mAU i
2]
| \
175
i
154
A
125 4 \‘
/ \
| \
= I
i [
N )
0 1‘2 5 ) i 1 1

Signal 3: DADL <, Sig=230,8 Ref=360,100

Peak RetTiwme Type Width Area Height Area
# [min] [min] [maU*a] [ma1r] %
-1 - [ [
1 13.0Z23 BB 0.2802 362.74036 19.75455 49.9772
Z 14.637 EB 0.3082 363.07126 18.32005 50.02z8
Totals 725.81161  38.07459
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4am:

DAD1.C, Sig=230,8 Ref=360,100 (ZHSH\16051404 D)

A
1500 /\
“ A
|
\
100 ] x \
800 ] ;’ \
A
400 - \
|
200 @
o

Signal 3: DAD1 ¢, Sig=230,8 Ref=360,100

Peak RetTime Type Width Area Height Area

# [rain] [min] [mAT*s] [ma1T] %
| | | | |
1 12.593 BB 0.2Z634 B98.83608 51.56773 2.4893
Z 14.112 BB 0.3100 3.52102=4 1755.76294 97,5107

Totals 3.61090=4 1807.33067

4an racemic sample:

DAD1D, Sig=240,16 Ref=360,100 (ZHSH\16051006.0)
mAU 2
A
175 4 ||
150 4 |

125 ] |

|

T T T T
9 10 11 12 13 14

Signal 4: DAD1 D, Sig=240,16 Ref=360,100

Peak RetTiwe Type Width Area Height Area
# [min] [min] [mAU*=] [maTr] 3
| =1 | | | |
1 12.949 EBE 0.2690 3789.88843 215,73515 48.7406
Z 15.I99 EE 0.3250 3985.73633 187.539306 51.2594

Totals TI75.62476  403.32822

4an:

DAD1D, Sig=240,16 Ref=360,100 (ZHSH\16051903.0)
mau

600
500 \\
w0 ‘

07 |
A

200

| >
100 J &
) 3
o] =S
5 b n‘z 1 1 b
Signal 4: DAD]1 D, Sig=240,16 Ref=360, 100
Peak RetTime Type Width Area Heicght Area
# [min] [min] [maU*a] [mal] %

-1 I----1 [ [ [ !
1 12.419 BB 0.2763 1.2075%9e4 676.30886 99.1306
2 14.604 MM O0.4644 105.91131 3.80140 0.8694

Totals : 1.21818e4 680.20027
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4a0 racemic sample:

DADLE, Sig=254,16 Ref=360,100 (ZHSH\16051906.D)
maU ]
1754 5
150 4 N
125
/
100 [
|
7] |
/
50
2]
0]
2 2 2 2 % % 2 % %
Signal 5: DAD1 E, Sig=254,16 Ref=3&0,100
Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*=] [malr] ]
| I====1 | | |
1 23.997 BB 0.4831 £378.72803 200.52765 53.4820
Z 25.867 EB 0.5077 5548.13184 166.95270 46,5180
Totals 1.19269=4 367.48035
4a0:

DAD1 B, Sig=215,16 Ref=360,100 (ZHSH6051907.0)
mau 2
A
50 [
00 ] / \
a00 ] |

|
a0

100 J

23997

Signal 2: DAD1 B, Sig=215,16 Ref=360,100

Peak RetTime Type Width Area Height Area
# [rain] [min] [mAU*s] [ra&IT] %
-===1 I====1 | | | |
1 23.997 PB 0.4180 302.67822 10. 69959 1.2765
Z 253.889 PB 0.5130 2.34082e4  702.07022 98,7235
Totals 2.37118e4 712.77881
4ap racemic sample:
DADL.C, Sig=2208 Ref=360,100 (ZHSH\16051402.0)
mAU ] 2
12m ] [ §
o] h
|
] [
I
&0 | \
[
0] [
200 /
1 1 b 2 2
Fignal 3: DAD]1 ¢, Sig=Z30,8 Ref=360,100
Peak RetTime Type Width Area Height Area
# [rmin] [rin] [malU*s] [ra1] %
-===1 -===1 | |
1 17.481 PV 0.3B22Z 3.4396%=4 138Z.87341 49.5683
Z 21.177 B 0.4675 3.49961=4 1133.67834 50.4317
Totals £.93930=4  2318.535176
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4ap:

DAD1.C, Sig=230,8 Ref=360,100 (ZHSH\16071902.0)
mAu

w0 ] / |
i |
400 /

i

200 J [ \

17,756

J

mis

Sigmal 3: DADL C, 3ig=230,8 Ref=360, 100

Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*=] [mATr] 2
-===1 [====1 | | |
1 17.756 BE 0.3704 2018.57349  83.97311 8.6967
Z Z1.548 EB 0.4668 2.11923=4  704.80145 91.3033

Totals 2.32109e4 78877456

4aq racemic sample:

DADLE, Sig=254,16 Ref=360,100 (ZHSH\16042812.0)
mau ] 2
35 ﬁ o
I E
% |
25 / |
’\
2] |
|
159 |
104
0]
% EY % & & 5
Signal 5: DAD1 B, Sig=254,16 Ref=360,100
Peak RetTime Type Width Area Height Area
# [rin] [mwin] [mAU*s] [ra&1r] %
| I-===1 | | | |
1 30.758 BB 0.7723 Z003.86938 38.94310 48.6175
Z 43.041 BB 1.0360 2117.83740 29.41324 51.382Z5
Totals : 4121.70679 £3.35634

DAD1 B, Sig=215,16 Ref=360,100 (ZHSH16042813.D)
|

600 -

500 |
|
|

400 J |
|
|

300 |

200 |

100 ]

8
0
T T T T
% 20 35 P

Signal 2: DAD1 B, Sig=215,16 Ref=360,100

Peak RetTime Type Width Area Height Area

# [rain] [min] [mAU*s] [ra&IT] %
| | | | |
1 30.&01 BB 0.7682 1603.09436  31.05709 2.9980
Z 42,337 EB 1.1520 5.18682e4 £82.08193 97.0020

Totals 5.34713e4 T14.03902
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4ar racemic sample:

mau

400

300

200

100

DAD1.C, Sig=230,8 Ref=360,100 (ZHSH\16051000.0)

— 12580

T
I

T
10 1

Signal 3: DADL ¢, Sig=230,8 Ref=360,100

Peak RetTime Type

Width Area Height Area
# [min] [min] [mal+*=] [maU] ]
-1 [====1 | | |
1 11.821 BV 0.2Z764 9063.54785 507.31853 50,0831
Z 12.580 VB 0.3040 9033.45801 458.25583 49,9169
Totals 1.80970=4 0£5.57236
4ar:
DAD1 D, Sig=240,16 Ref=360,100 (ZHSH\16051001.0)
mau o
100 4 |
|
- |
] \
\
| \
1 \
2] 8
o I~
1 15 5 )
Signal 4: DAD1 D, Zig=240,16 Ref=3e0,100
Peak RetTime Type Width Area Heicght Area
# [tin] [min] [mAU*s] [mal] L]
-===1 | -1 | | |
1 1z.102 BV 0.2Z684 235.273562 13.4279¢ 2.0960
Z 1z2.832 VB 0.3046 Z670.48633 136.30681 91,9031
Totals 2005.76195  149,73477
4as racemic sample:
DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16071109.0)
mAU 2
1000

18976

= I
o] / “‘ ‘f |
R / \ |

|
200 4 |

Signal 2: DAD1 B, Sig=215,16 Ref=360,100

Peak RetTime Type
# [rin]

-===1

1 16.158 BB

Z 18.976 BB

Width
[min]

Area
[mAU*s]

Height Area
[raATT] %
| | |
1012.65424 50.0058
851.94861 49,0941

0.3696 2.39215=4
0.4375 2.39158e4

Totals

4.78373e4  18e4.60284

S54
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4as:

DAD1.B, Sig=215,16 Ref=360,100 (ZHSH\16071111.D)
mAu
500 |

400
300
200

100

16202

Signal 2: DAD1 B, Sig=2153,16 Ref=360,100

Peak RetTime Type Width Area Height Area
# [min] [min] [maU*=] [maU] %
-===1 I====1 | | | |
1 16.242 BB 0.3427 275.87546 12.324710 1.9625
Z 19,068 EB 0.4226 1.37811e4 504.62921 98.0375

Totals 1.40570e4 S16.87631

4ba racemic sample:

DAD1.C, Sig=230,8 Ref=360,100 (ZHSH\16042202.0)
mau 2

13.965

Signal 3: DAD1 €, 3ig=230,8 Ref=360,100

Peak RetTime Type TWidth Area Height Ares
# [min] [min] [mAaU*=] [maU] 3
| I====1 | | | |
1 11.990 BB 0.3731 1331.90857 54.88838 49,7782
Z 13.965 EPB 0.4575 1343,77551 45.63787 50.2218

Totals : 2675.68408 100.526Z5

4ba:

DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16042203.D)
mAU | &
a
400
\
\
20 / \
| \
/
/
100 .
H
o]
1 1s 2 25 5 135 1 145 5
Signal Z: DAD1 B, 3ig=215,16 Ref=360, 100
Peak RetTime Type Tidth Area Height Area
# [rmin] [rmin] [maU*=] [maAT] %

-1 I--—-1 [ ! [ [
1 1z.041 pPB 0.3710 530.94897 22.5211¢% 3.5233
2 13.8290 BB 0.4604 1.45380e4 484.09253 96.4767

Totals : 1.50698e4 506.61369
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4ca racemic sample:

DAD1.B, Sig=215,16 Ref=360,100 (ZHSH\16071104.0)
mAu 8

N A

800 - I
600 ‘

a0 ] } | |

‘ \
| | |

1 16 1 2 2 2 % % B mi
Signal 2: DAD1 B, 3ig=2153,16 Ref=360,100
Peak RetTime Type Width Area Height Area
# [rin] [rain] [mAU*s] [mATr] %
-===1 | | | | |
1 16.833 VB 0.4120 2.68506e4 1030.36902 49.0879
Z 23.762 VB 0.6460 Z.78484e4 £38.43127 50.9121
Totals 5.46991e4  1668.800z20
4ca:
DADLE, Sig=254,16 Ref=360,100 (ZHSH\16071105.D)
mAU o
a00 ]
250
20
150
100 ]
. <
0] >
1 1 20 2 2 % % mi
Signal 5: DAD1 E, 3ig=254,16 Ref=360,100
Peak RetTime Type Tidth Area Height Area
# [rin] [rin] [maU*s] [mAT] %
-===1 | =1 | | | |
1 16.87& BE 0.3941 1270.76123 40.72636  B.B8653
Z 23.818 PB 0.6310 1.30633e4  309.12503  91.1347
Totals : 1.43341e4  35B8.85139
4da racemic sample:
DADL.C, Sig=2308 Ref=360,100 (ZHSH\16071100.0)
mAU
200
1754
150 4 g
5
125 4
100 4
754
50
2]
0d —
P 275 ) s S 75 P s & i

Signal 3: DAD1 ¢, Sig=230,8 Ref=360,100

Peak RetTime Type Width Area Height Area
# [rain] [min] [mAU*s] [ra&IT] %
| I-===1 | | |
1 27.660 BB 0.6807 9289.19922 211.309606 50,1369
Z 40.841 BB 1.0118 92368.47363 134.76149 49.8631

Totals : 1.85277ed 346.15755
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4da:

mAu

DAD1E, Sig=254,16 Ref=360,100 (ZHSH\16071101.D)

250
200
150

100

28871

mis

Signal 5: DAD1 E, Sig=254,16 Ref=360,100

Peak RetTime Type TWidth Area Height Area
# [min] [min] [maU*=] [maU] %
-===1 I====1 | | |
1 28.871 BB 0.6345 496.7851¢6 11.35306  2.4758
2 42.16% BB 1.0639 1.95690e4 280.52173 97,5242
Totals 2.00658e4 291.87479
4ea racemic sample:
DAD1.C, Sig=2208 Ref=360,100 (ZHSH\16071102.0)
mau
250
&
200 A
5 [
150 (
50
o
1 2 2 2 % % mi
Signal 3: DADL ¢, Sig=230,8 Ref=360,100
Peak RetTime Type Width Area Height Area
# [min] [min] [maU*=] [maU] %
-===1 I====1
1 18.548 BB 0.4573 Q006.34863 304.27567 48.7389
0.6955 9100.91211 203.58954 50.2611

2 27.239 BB

Totals 1.81073e4

DAD1 A, Sig=206,4 Ref=360,100 (ZHSH\16071103.0)
mAu
1000

800 -
600 |

400

200

18703

S07.88520

Signal 1: DAD1 &, Sig=206,4 Ref=3&0,100

Peak RetTime Type TWidth Area Height Area
# [minl [minl [mat*=s] [maT]
| I-—==1 |
1 18.703 Vv 0.3764 401.33414 12.77868 0.7716
2 27.363 VB 0.7243 5.16152Ze4 102Z0.11646 099.22684
Totals 5.20166ed4 1032.88514
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4fa racemic sample:

DADL.C, Sig=2308 Ref=360,100 (ZHSH\16071908.0)
mau ] o
300 “P\
| |
|
= I g
R
|
|
150
|
100 4 |
|
|
50
o] S
275 B s Y als & ads & 475 mi
Signal 3: DADL C, Sig=230,8 Ref=3&0,100
Peak BetTime Twype Width Area Height Area
# [min] [mmin] [mAU*=] [man] %
-1 I-===1
1 30.932 BE 0.7754 1.69430=4  339.00005 50.0822
Z 44,531 BB 1.1729 1.68874e4  216.28734 49.9178
Totals 3.38305=4 556.28659
4fa:
DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16071909.0)
maU ] °
2004
1754
|
150 4 |
|
125 4 |
|
100 4 |
|
7% }
50
254 i
0 I
215 ) s By als & 425 & 475 mi
Fignal 2: DAD1 B, 3ig=215,18 Ref=3&0,100
Peak RetTime Type Width Area Height Area
# [rin] [roin] [mAU*s] [rATT] %
-1 -=-==1 |
1 31.329 BP 0.6484 £53.50531 12.57323 3.8430
Z 44,996 BB 1.1255 1.63515=4  213.0334Z 09,1570
Totals 1.70050e4  2Z5.606865
4ga racemic sample:
DAD1 D, Sig=240,16 Ref=360,100 (ZHSH\16072007.0)
maU 2
-
150 ‘( g
8
125 ] |
100 ] |
|
|
754 i
o
25 /
4 ) o
% % ) 2 3 % B P mi
Signal 4: DAD1 D, Zig=240,16 Ref=3e0,100
Peak BetTime Twype Width Area Height Area
# [min] [mmin] [mAU*=] [man] %
-1 -=-==1 | | | |
1 25.633 BB 0.5534 7040.64844 194.902Z1 49.6385
Z 36.822 BB 0.8153 7143.20215 135.01361 50.3615
Totals 1.41839=4  329.91582
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4ga:

DAD1 D, Sig=240,16 Ref=360,100 (ZHSH\16072008.0)
mau

1200 -|
1000 -|
800
600
400 4

200

25730

3 % ) mi
Signal 4: DADL1 D, Sig=240,16 Ref=3&0,100
Peak RetTime Type Width Area Height Area
# [rin] [rin] [mAU*s] [ra21r] %
-1 =1 | | | |
1 25.730 BE 0.5530 1617.87512 44,83289 2.1415
Z 37.063 EB 0.8464 7.392093=4 1342.64563 097.8585
Totals 7.5547Z=4  1387.47852
4ha racemic sample:
DAD1 B, Sig=215,16 Ref=360,100 (ZHSH\16071112.D)
maU ] 3
350 4 o
‘ E
300 \ N
| ,m
250
0] | \ ’\ \
150 o ) ‘\ “ \
\ [
| | / \
[
i / | | \v\
|
. JA )
) 1 1 1 2 2 2 mi
Fignal 2: DAD1 B, 3ig=215,18 Ref=3&0,100
Peak RetTime Type Width Area Height Ares
# [tin] [1min] [mAU*=] [man] %
-1 I====1 | | | |
1 12.403 BB 0.2630 6643.98682Z 385.62540 49.8201
Z 153.632 BV 0.3339 £601.97705 305.1348¢6 50,1799
Totals 1.33360=4 690.76025
4ha:
DAD1 D, Sig=240,16 Ref=360,100 (ZHSH\16072003.D)
maU 9
600 4
0 ] /
\ 0‘
400 ]
’ |
|
300
/ ﬂ
0] [
[
1 | \
100 \ ~
F g
) ]
1 B n‘z i ) 5 1 mi
Signal 4: DAD] D, Sig=240,16 Ref=360,100
Peak RetTime Type Width Area Height Ares
# [min] [min] [mau+=] [mal] %
| I=—=1 | |
1 11.902 BE 0.2397 1.05720=4 £71.49268 97,6560
2 14.901 BE 0.3027 253.73790 12.83521 2.3440
Totals 1.08258:4 £E4.32780
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4ia racemic sample:

DAD1.C, Sig=230,8 Ref=360,100 (ZHSH\16071910.0)
mauU 3
400

|

41212

300 ‘\
A
|

| |

i
| |

Signal 3: DADL ¢, Sig=230,8 Ref=360,100

Peak RetTime Type Width Area Heicght Area
# [min] [min] [maU*=] [m&al] %
- -1 [ | [
1 30.793 BB 0.7675 2.04887ed 409.65741 50.02z22
2 41.21Z BB 1.0715 2.04704e4 2B9.32278  49.9778
Totals 4.09591e4 698.98018

4ia:
DADLD, Sig=240,16 Ref=360,100 (ZHSH\16071911.D)
mAU o
250 5
|
200
150
100
|
|
" g
o] /\,7
% 0 2 B % EY & & P mi
Signal 4: DAD]1 D, Sig=240,16 Ref=360,100
Peak RetTime Type Width Area Height Areas
# [min] [rin] [malu*s] [aU] %

- 1-——-1 [ [ [ [
1 31.052 BB 0.7353 881.60175  18.47546  4.5700
2 41.386 BB 1.0480 1.84267e4  268.70621 95.4201

Totals : 1.93093e4 287.18166

5aa racemic sample:

DAD1E, Sig=254,16 Ref=360,100 (ZHSH\16080703.0)
mAU § 8

4004 I

350 4 “ |

] I

250 4 “ \
|

200 4 / ‘\‘

150 4 | \ |

103 [ |

mis

Signal 5: DAD1 E, Sig=2534,16 Ref=3&0,100

Peak RetTime Type Width Area Height Ares
# [min] [rmin] [mAU*=] [ral] %
| I====1 | | | |
1 13.792 BE 0.3208 9110.84082 441.40192 49,2848
2 16.857 BB 0.3946 9373.25879 368.77094 50.7152

Totals : 1.84861ed 410.17z85
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5aa:

DAD1.B, Sig=215,16 Ref=360,100 (ZHSH\16080705.D)
mAu

0] / \
[

100 4 /‘ \

13821

mis

Signal 2: DAD1 B, Sig=213,16 Ref=3&0,100

Peak RetTime Type Width Area Height Area
# [tin] [1min] [mAU*=] [man] %
| I====1 | | | |
1 13.821 BP 0.3106 38Z.416Z¢6 19.01917 3.0470
Z 16.8B75 BB 0.3959 1.21681=4 479.75284 96.9530
Totals : 1.25506=4 498 .77201
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