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easily print to put into your
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1 Reagents MW(g/mol) A mol % Number of wells (96 max)‘ Amount needed (mg)‘ Denisty (g/mL)‘ pmol (well) I umol (plate) I volume pL (plate) I Conc. (M) I Volume pL (well) IVqume mL (plate)‘ Solution #
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4 &
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13 There is 1umol of ligand in each vial
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number of solutions
solvent
Desired Reaction Concentration (M)
Total Solvent
Amount of Solvent added to each Solution

#VALUE!
uL of each solution added to each vial r #VALUE!

| 4

e This sheet allows for automated calculation of the amount of each reagent you will need for your plate
* Please only change the cells that are highlighted in red

* Place your reagents names, molecular weights, number of wells it will appear in, the density if applicable, and finally which
number solution it will appear in

* Second change the ligand loading to the appropriate value. This will change everything on the plate as everything is in relation to
the pre-plated ligand (1pmol of ligand per vial)

* Next the number of solutions you would like to add to your vials (important for incompatible reagents)

e Put which solvent you will be using

* Put the desired reaction concentration in as well

* Notice the amount of solvent to added to each solution and then the amount of each solution to add to each vial
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7 should provide accurate procedures for
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e This page is not perfect but will work in most cases
e This will give instructions for the preparation of each solution designated
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3 Run Concentration(mg/mL) Area Count
4 blank
5 blank
6 blank 0 0
7 1 0.219754844 78840.03
8 2 0.453458958 162684.55
9 3 0.610668068 219085.45
10 4 0.873617934 313422.28
11 5 1 358763.56
12 6
13 7
14 8
15 9
16 10
17 11
18 12
19 13
20 14
21 15
22 16
23 17
24 18
25 19
26 20
27 21
28 slope 358763.56
29 y intercept -2.91038E-11
30 Prepare solution in 5SmL HPLC solvent try to get 10mg in 5SmL
31
32
33 monoborylated Paranitrotoluene
34
35 Run Concentration(mg/mL) Area Count
36 blank
37 blank
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For extremely accurate calibration curves use the following procedure:

1) Weigh out authentic sample into a 20mL scintillation

2) The amount should be roughly 10mg

3) Add solvent utilizing a pipette add MeCN to generate a solution of
Img/mL

4) From the 1mg/mL solution add 125uL, 250uL, 500uL, 750uL, and 1mL
5) To each of these vials add 875uL, 750uL, 500uL, and 250uL of MeCN to
bring the total volume to 1mL for each vial.

6) Submit each vial to the instrument of to run 3 times

7) Plot each data point to the left to generate a calibration curve for the
desired compound

Follow these instructions to build a

calibration curve that is automatically
referenced in the next page
Also change the names in the colored
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2.74276

Final Volume of Vial (uL): 600
theoretical mg/mL: 4.57127
Amount taken from crude (uL): 100
Fraction taken from crude:| 0.166666667
Mass taken from cude(mg):| 0.457126667
Volume in Final Well (ulL): 500
(mg/mL) in Final Well: 0.91
Calibration Injection Volume (uL): 10
Injection Volume (uL): 10

absorbance of injection (100% yield):

328000.7806

monoborylated Paranitrotoluene

100% Yield Mass (mg): 5.2626
Final Volume of Vial (uL): 600
theoretical mg/ulL: 8.77100
Amount taken from crude (uL): 100
Fraction taken from crude:| 0.166666667
Mass taken from cude(mg): 0.8771
Volume in Final Well (ulL): 500
(mg/mL) in Final Well: 1.75
Calibration Injection Volume (uL): 10
Injection Volume (uL): 10
absorbance of injection (100% yield):| 107910.128
metanitrotoluene
100% Yield Mass (mg): 2.74276
Final Volume of Vial (uL): 600
theoretical mg/ulL: 4.57127
Amount taken from crude (uL): 100
Fraction taken from crude:| 0.166666667
Mass taken from cude(mg):| 0.457126667
Volume in Final Well (ulL): 500
(mg/mL) in Final Well: 0.91
Calibration Injection Volume (uL): 10
Injection Volume (uL): 10

absorbance of injection (100% yield):

328000.7806

monoborylated metanitrotol.

uene

100% Yield Mass (mg): 5.2626
Final Volume of Vial (uL): 600
theoretical mg/ulL: 8.77100
Amount taken from crude (uL): 100
Fraction taken from crude:| 0.166666667
Mass taken from cude(mg): 0.8771
Volume in Final Well (ulL): 500
(mg/mL) in Final Well: 1.75
Calibration Injection Volume (uL): 10
Injection Volume (uL): 10
absorbance of injection (100% yield): 35905.824

Compound 5

100% Yield Mass (mg):|

Final Valume of Vial (ul)-]
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Reagents

Solution Prep

Formulas Data

Calibration Curves Yields

Review View

309766.09
319772.44 0.891
274842.81 0.766
316143.22 0.881

759.39 0.002
218196.11 0.608
340184.34 0.948
2187.45 0.006
2291.55

W LNV AR WN

U918
0.000
191562.77 0.534
247685.42 0.690
30 18483856  0.515
4126.49 0.012
0.010

3691.65

33 1884.59 0.005
34 4830.91 0.013
35 712.46 0.002
36 256525.92 0.715

0.005
0.000
0.003
7913.02 0.022
245642.02 0.685
42 311506.06 0.868
70899.34  0.198
3644.28 0.010

1744.94

1113.45

45 3147.92 0.009
46 359771.78 1.003
47 1049.79 0.003
48 364922.63 1.017

0.000
0.000
nnnn
Total Data

Acrobat

97.49
83.79
96.38
0.23
66.52

103.71
0.67

Sheet2
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J K
monoborylated Paranitrotoluene

Plate Well Area Count Product (mg)
1 9858.06 0.122
2 7093.4 0.076
3 28109.01 0426
4 10782.79 0.138
5 586.8 -0.032
6 68157.59 1.093
7 514.39 -0.033
8 1794.4 -0.012
9 536.63 -0.033

This is the yield calculation page
* This page automatically references the calibration curves for
your compounds and will calculate yields for your reactions
* Filling out each of the cells properly is very important for
your yield calculations turning out correctly

67751.47
16516.03
44651.76
84528.16
92826.06
110840.31
88061.16
694.81
30232.28
1462.08

91555.23
162137.73
632.69
3767.83
63116.25
6157.69
100227.53
341.62
534.32
409.94

L

Yield % - Plate Well

6.96
434
2428
7.84

-1.83
62.28
-1.90
-0.69
-1.88
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28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51

o]

metanitrotoluene

Area Count

185101.27
191022.67
175766.25
162671.8
480.12
137995.13
222001.48
245895.16
233206.81

242849.75
213253.3
231314.52
233041.83
214781.97
105633.09
208733.33
457.49
241994.84
274305.88

205181.91
198559.56
212583.09
254128.03
183569.94
159440.48
181928.92
295178.47

511.57
297781.31

Product (mg)
0.821
0.848
0.780
0.721
-0.006
0.610
0.987
1.094
1.037

Q

89.85
92.76
85.27
78.85
-0.70

66.75
107.95
119.67
113.44
114.06
50.30
75.63
87.14
-0.88

84.40
81.63
78.76
73.28
83.74
123.94
98.25
13132
115.59
132.69
15433
148.79
-0.93

118.17
103.66
112.52
113.36
10441
50.88
101.44
-0.71

117.75
133.60
-0.93

99.70
96.45
103.33
123.70
89.10
77.27
88.30
143.84
-0.68

145.11
-0.93

-0.93
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50
51
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monoborylated metanitrotoluene
Product (mg)

Area Count
3857.35
1869.76

10501.81
8935.55
214.69
21068.75
569.47
1700.68
513.56
225.24
38658.39
1144.78
26750.5
35521.51
27228.77
24923.73
16298.64
4582.79
27177.06
20.63
16139.18
3024.35
212.96
1262.59
37.23
115.96

9496.95
5401.16
493.76
19154.25
24775.4
23493.15
25758.78
36.76
11890.29
515.51

19450.06
26204.19
68.92
1484.67
7750.01
29064.89
24713.21
162.33
57040.29
160.16

&+ Share v

u

0.091
0.043
0.254
0.216
0.002
0.513
0.011
0.038
0.009
0.002
0.945
0.025
0.653
0.868
0.664
0.608
0.396
0.109
0.663
-0.003
0.392
0.071
0.002
0.028
-0.002
0.000
-0.003
0.230
0.129
0.009
0.466
0.604
0.573
0.628
-0.002
0.288
0.009
-0.003
0474
0.639
-0.002
0.033
0.187
0.709
0.603
0.001
1.395
0.001
-0.003
-0.003
-nNn3

+

Yield
5.21
243
14.49
12.30
0.12
29.26
0.61
2,19
0.53
0.13
53.85
142
37.20
49.46
37.87
34.65
22.60
6.22
37.80
-0.16
22.37
4.04
0.11
1.58
-0.13
-0.02
-0.18
13.09
7.36
0.51
26.59
34.44
32.65
35.82
-0.13
16.43
0.54
-0.18
27.00
36.44
-0.09
1.89
10.65
40.44
3436
0.04
79.54
0.04
-0.18
-0.18
ETY
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Consumption of Starting Material E
o - * Using the Reagents page determine the
mass of the compound in a well and place

100% Yield Mass (mg): 2.74276 i in this cell

4 Final Volume of Vial (ul.):l 600 vy

-0.69

o L L]
: theoretical mg/mL: 457127 Determination of Yield
- . -1.40 . . .
s * If you are trying to determine yield
5 A t taken f d : 100 -
mount taken from crude (uL): calculate the mass of a reaction that
. 90.50 . . .
7 Fraction taken from crude:| 0.166666667 yields 100% for a well and place in this
37.76
8.96 I I
: Mass taken from cude(mg):| 0.457126667 ce
-2.18
. . 37.57 21 202234.25 0.898 98.25 21 16139.18 0.392
5 VOlu me in Flnal we " (ul_) . 500 571 22 sese2s6 1201 13132 22 w035 0071
' -2.07 23 237578.33 1.057 115.59 23 212.96 0.002
. . 5.26 24 272450 1.213 132.69 24 126259  0.028
10 (mg/ m u in Flnal we l': 0 ‘9 1 -1.40 25 365795 1.411 15433 25 3723 -0.002
- - 3.96 26 305273.38 1.360 148.79 26 115.96 0.000
. ® ® ® -2.39 27 -0.009 -0.93 27 -0.003
11 Callbrat on ln’ectlon v0|ume (“L’: 10 61.90 28 am975 1080 11817 28 019695 0230
13.28 29 2132533 0.948 103.66 29 5401.16 0.129
19 . . = 39.98 30 231314.52 1.029 112.52 30 493.76 0.009
12 ln,e ct on v0|u me (ul' . 1 O 77.81 31 o183 1036 11336 31 1015025 0.466
85.69 32 214781.97 0.955 104.41 32 24775.4 0.604
. . . . 102.78 33 105633.09 0.465 50.88 33 23493.15 0.573
13 absorbance of injection (100% yield):| 328000.7806 " "
-1.73 35 457.49 -0.006 -0.71 35 36.76 -0.002
26.30 36 241994.84 1.077 117.75 36 11890.29 0.288
1 '1 mnoer|atm Paran itrotOluene -1.00 37 274305.88 1.221 133.60 37 51551 0.009
-2.39 38 -0.009 -0.93 38 -0.003
10 Final Volume of Vial (uL): 600 39 1113.45 0.003 034 39 91555.23 1.482 84.48 39 205181.91 0912 99.70 39 19450.06 0474
11 theoretical mg/ulL: 8.77100 40 7913.02 0.022 241 40 162137.73 2.657 151.45 40 198559.56 0.882 96.45 40 26204.19 0.639
12 Amount taken from crude (uL): 100 41 245642.02 0.685 74.89 41 632.69 -0.031 -1.79 41 212583.09 0.945 103.33 41 68.92 -0.002
a3 Fraction taken from crude:| 0.166666667 42 311506.06 0.868 94.97 42 3767.83 0.021 1.18 42 254128.03 1.131 123.70 42 1484.67 0.033
14 Mass taken from cude(mg): 0.8771 43 70899.34 0.198 21.62 43 63116.25 1.009 57.50 43 183569.94 0.815 89.10 43 7750.01 0.187
as Volume in Final Well (ulL): 500 44 3644.28 0.010 1.11 44 6157.69 0.061 345 44 159440.48 0.706 77.27 44 29054.89 0.709
16 (mg/mL) in Final Well: 1.75 45 3147.92 0.009 0.96 45 100227.53 1.626 92.71 45 181928.92 0.807 88.30 45 24713.21 0.603
a7 Calibration Injection Volume (uL): 10 46 359771.78 1.003 109.69 46 341.62 -0.036 -2.07 46 295178.47 1315 143.84 46 162.33 0.001
18 Injection Volume (ul): 10 47 1049.79 0.003 0.32 47 53432 -0.033 -1.88 47 51157  -0.006 -0.68 47 57040.29 1.395
49 absorbance of injection (100% yield): 35905.824 48 364922.63 1.017 111.26 48 409.94 -0.035 -2.00 48 297781.31 1327 145.11 48 160.16 0.001
Compound 5 49 0.000 0.00 49 -0.042 -2.39 49 -0.009 -0.93 49 -0.003
100% Yield Mass (mg):l 50 0.000 0.00 50 -0.042 -2.39 50 -0.009 -0.93 50 -0.003
& Final Valume of Vial (ul)-] 51 nnnn non 51 -nna» -73Q 51 -nnna -naz 51 -nnn2
Ligand Plan Reagents Solution Prep Calibration Curves Yields Total Data Sheet2

Ready 1T i m - . + 80%



100% Yield Mass (mg):

B Reaction Planning and Analysis

2.74276

Final Volume of Vial (ul.):l

600

W

theoretical mg/mL:

457127

o

Amount taken from crude (ul):

100

Fraction taken from crude:

0.166666667

Mass taken from cude(mg):

0457126667

Volume in Final Well (ul.):_

500

(mg/mL) in Final Well:

091

11 Calibration Injection Volume (ul):

10

Injection Volume (pl]

10

13 absorbance of injection (100% yield):

328000.7806

monoborylated Paranitrotoluene

-
14
Final Volume of Vial (uL): 600
theoretical mg/ulL: 8.77100
Amount taken from crude (uL): 100
Fraction taken from crude:| 0.166666667
Mass taken from cude(mg): 0.8771
Volume in Final Well (ulL): 500
(mg/mL) in Final Well: 1.75
Calibration Injection Volume (uL): 10
Injection Volume (ul): 10
absorbance of injection (100% yield): 35905.824

Compound 5

100% Yield Mass (mg):|

Final Valume of Vial (ul)-]
Ligand Plan Reagents

Ready 1T

Solution Prep

39
40
41
42
43
44
45
46
47
48
49
50
51
Calibration Curves

1113.45
7913.02
245642.02
311506.06
70899.34
3644.28
3147.92
359771.78
1049.79
364922.63

Yields

0.003
0.022
0.685
0.868
0.198
0.010
0.009
1.003
0.003
1.017
0.000
0.000
nnnn

Total Data

034
241
74.89
94.97
21.62
111
0.96
109.69
032
111.26
0.00
0.00
nonn

Sheet2

39
40
41
42
43
44
45
46
47
48
49
50
51

91555.23
162137.73
632.69
3767.83
63116.25
6157.69
100227.53
341.62
534.32
409.94

1482
2.657
-0.031
0.021
1.009
0.061
1626
-0.036
-0.033
-0.035
-0.042
-0.042
-Nnnaz

)

L M

veax [N

6.96
434
2428
7.84
-1.83

-1.90
-0.69
-1.88
-1.40
66.78
102.48
100.12
11.22
90.50
5113
37.76
8.96
94.80
-2.18
37.57
571
-2.07
5.26
-1.40
3.96
-2.39
61.90
13.28
39.98
77.81
85.69
102.78
81.17
-1.73
26.30
-1.00
-2.39
84.48
15145
-1.79
1.18
57.50
345
92.71
-2.07
-1.88
-2.00
-2.39
-2.39
=239

When you complete the plate you will dilute
the reaction. This cell should contain the
volume of the reaction plus amount of
diluting solvent added to each vial.

Example

The reaction is run in 100uL of THF. When
the reaction is completed the user adds
500pL of MeCN to each vial.

100pL + 500uL = 600uL goes into the cell

272450 1262.59

25 316579.5 1411 154.33 25 37.23 -0.002 -0.13
26 305273.38 1.360 148.79 26 11596  0.000 -0.02
27 -0.009 -0.93 27 -0.003 -0.18
28 242849.75 1.080 11817 28 949695  0.230 13.09
29 2132533 0.948 103.66 29 5401.16 0.129 7.36

30 231314.52 1.029 112.52 30 493.76 0.009 0.51

31 233041.83 1.036 113.36 31 19154.25 0.466 26.59
32 214781.97 0.955 104.41 32 24775.4 0.604 34.44
33 105633.09 0.465 50.88 33 23493.15 0.573 32.65
34 208733.33 0.927 101.44 34 25758.78 0.628 35.82
35 457.49 -0.006 -0.71 35 36.76 -0.002 -0.13
36 241994.84 1.077 117.75 36 11890.29 0.288 16.43
37 274305.88 1221 133.60 37 515.51 0.009 0.54

38 -0.009 -0.93 38 -0.003 -0.18
39 205181.91 0912 99.70 39 19450.06 0.474 27.00
40 198559.56 0.882 96.45 40 26204.19 0.639 36.44
41 212583.09 0.945 10333 41 68.92 -0.002 -0.09
42 254128.03 1131 123.70 42 1484.67 0.033 1.89

43 183569.94  0.815 89.10 43 775000 0.187 10.65
44 159440.48 0.706 77.27 44 29054.89 0.709 40.44
45 181928.92 0.807 88.30 45 24713.21 0.603 3436
46 295178.47 1315 143.84 46 162.33 0.001 0.04

47 511.57 -0.006 -0.68 47 57040.29 1.395 79.54
48 297781.31 1327 145.11 48 160.16 0.001 0.04

49 -0.009 -0.93 49 0.003 -0.18
50 -0.009 -0.93 50 -0.003 -0.18
51 -nnna -naz 51 -nnn2 N8

m - | + 80%



B Reaction Planning and Analysis Qv Search Sheet .'_‘

After the vials are all diluted loosely cover [~
o - the plate with the lid and put on the stir
o plate to ensure the solvent is thoroughly
mixed

* Now remove a portion of the solvent

) )

100% Yield Mass (mg): 2.74276
Final Volume of Vial (ul.):l 600

7.84
-1.83
62.28
-1.90
-0.69

. from the plate and place into the analysis
4 L]
. theoretical mg/mL: 457127
plate
<48
- Amount taken from crude (ul): 100 e 25uL-100ul
11.22 u. = l‘l
. £ 90.50
' Fraction taken f d 0.166666667 d the am ken in this well
j r on taken frrom cruae: N I e Record the amount taken in this we
R Mass taken f d :| 0.457126667
X taken from cude(mg): .
-2.18
- . . . 37.57 21 202234.25 0.898 98.25 21 16139.18 0.392
9 Volume in Final Well (uL): 500 2 amase 11 12 2
' -2.07 23 237578.33 1.057 115.59 23 212.96 0.002
. . 5.26 24 272450 1.213 132.69 24 126259  0.028
” . =
10 (mg/mLl) in Final Well: 091 2 2 mn oo | o3
- - 3.96 26 305273.38 1.360 148.79 26 115.96 0.000 -0.02
. l. ® ® ® l 2 -2.39 27 -0.009 -0.93 27 -0.003 -0.18
11 Calibration Injection Volume (ul): 10 28 28
13.28 29 2132533 0.948 103.66 29 5401.16 0.129 7.36
o . . = 39.98 30 231314.52 1.029 112.52 30 493.76 0.009 0.51
12 ln,ect on v0|u me (ul' . 10 77.81 31 o183 1036 11336 31 1015025 0.466 26.59
85.69 32 214781.97 0.955 104.41 32 24775.4 0.604 34.44
. . . . 102.78 33 105633.09 0.465 50.88 33 23493.15 0.573 32.65
.
13 absorbance of injection (100% yield):| 328000.7806 2 2
-1.73 35 457.49 -0.006 -0.71 35 36.76 -0.002 -0.13
26.30 36 241994.84 1.077 117.75 36 11890.29 0.288 16.43
-
14 monoborylated Paranitrotoluene 7 37
-2.39 38 -0.009 -0.93 38 -0.003 -0.18
10 Final Volume of Vial (uL): 600 39 1113.45 0.003 034 39 91555.23 1.482 84.48 39 205181.91 0912 99.70 39 19450.06 0474 27.00
11 theoretical mg/ulL: 8.77100 40 7913.02 0.022 241 40 162137.73 2,657 151.45 40 198559.56 0.882 96.45 40 26204.19 0.639 36.44
12 Amount taken from crude (uL): 100 41 245642.02 0.685 74.89 41 632.69 -0.031 -1.79 41 212583.09 0.945 103.33 41 68.92 -0.002 -0.09
a3 Fraction taken from crude:| 0.166666667 42 311506.06 0.868 94.97 42 3767.83 0.021 118 42 254128.03 1131 123.70 42 1484.67 0.033 1.89
14 Mass taken from cude(mg): 0.8771 43 70899.34 0.198 21.62 43 63116.25 1.009 57.50 43 183569.94 0.815 89.10 43 7750.01 0.187 10.65
as Volume in Final Well (ulL): 500 44 3644.28 0.010 1.11 44 6157.69 0.061 345 44 159440.48 0.706 77.27 44 29054.89 0.709 40.44
16 (mg/mL) in Final Well: 1.75 45 3147.92 0.009 0.96 45 100227.53 1.626 92.71 45 181928.92 0.807 88.30 45 24713.21 0.603 34.36
a7 Calibration Injection Volume (uL): 10 46 359771.78 1.003 109.69 46 341.62 -0.036 -2.07 46 295178.47 1315 143.84 46 162.33 0.001 0.04
18 Injection Volume (ul): 10 47 1049.79 0.003 0.32 47 53432 -0.033 -1.88 47 51157  -0.006 -0.68 47 57040.29 1.395 79.54
49 absorbance of injection (100% yield): 35905.824 48 364922.63 1.017 111.26 48 409.94 -0.035 -2.00 48 297781.31 1327 145.11 48 160.16 0.001 0.04
Compound 5 49 0.000 0.00 49 -0.042 -2.39 49 -0.009 -0.93 49 -0.003 -0.18
100% Yield Mass (mg):l 50 0.000 0.00 50 -0.042 -2.39 50 -0.009 -0.93 50 -0.003 -0.18
g Final Valume of Vial (ul)-] 51 nnnn non 51 -nna» -73Q 51 -nnna -naz 51 -nnn2 N8
Ligand Plan Reagents Solution Prep Calibration Curves Yields Total Data Sheet2
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Each well in the analysis plate now contains [~

100puL

* Each well must be diluted further with
more solvent

* In this case an addition 400uL of MeCN was

i added to each well giving a total of 500uL

-1.40
66.78 Example
102.48
100.12
11.22
90.50

100pL + 400uL = 500l goes into the cell

L

) ) Yield %

100% Yield Mass (mg):|  2.74276 =
Final Volume of Vial (ul.):l 600
theoretical mg/mL: 457127
Amount taken from crude (ul): 100
7 Fraction taken from crude:| 0.166666667

62.28

W

o

8.96 p
5 Mass taken from cude(mg):| 0.457126667 2450 m Ty a—— m T T
-2.18 20 254604.66 1133 12394 20 20.63 -0.003 -0.16
. . 37.57 21 202234.25 0.898 98.25 21 16139.18 0.392 22.37
9 v0|ume in Flnal we" (ul’: 500 571 22 sese2s6 1201 13132 22 w035 0071 404
' -2.07 23 237578.33 1.057 115.59 23 212.96 0.002 0.11
. . 5.26 24 272450 1.213 132.69 24 126259  0.028 1.58
10 (mg/m u in Flna| we ": 0 ‘9 1 -1.40 25 3165795 1.411 154.33 25 3723 -0.002 013
- - 3.96 26 305273.38 1.360 148.79 26 115.96 0.000 -0.02
. ® ® ® -2.39 27 -0.009 -0.93 27 -0.003 -0.18
11 Callbrat on lnpct.on v0|ume (“L’: 10 61.90 28 am975 1080 11817 28 019695 0230 13.09
13.28 29 2132533 0.948 103.66 29 5401.16 0.129 7.36
. . ‘ = 39.98 30 231314.52 1.029 112.52 30 493.76 0.009 0.51
12 In,ect on VOIU me (“L' . 10 77.81 31 o183 1036 11336 31 1015025 0.466 26.59
85.69 32 214781.97 0.955 104.41 32 24775.4 0.604 34.44
. . . . 102.78 33 105633.09 0.465 50.88 33 23493.15 0.573 32.65
13 absorbance of injection (100% yield):| 328000.7806 1.7 - o 027 10i44 - wan oo | e
-1.73 35 457.49 -0.006 -0.71 35 36.76 -0.002 -0.13
26.30 36 241994.84 1.077 117.75 36 11890.29 0.288 16.43
14 monoborylated Paranitrotoluene X pim 1221 13360 =
-2.39 38 -0.009 -0.93 38 -0.003 -0.18
10 Final Volume of Vial (uL): 600 39 1113.45 0.003 034 39 91555.23 1.482 84.48 39 205181.91 0912 99.70 39 19450.06 0474 27.00
a1 theoretical mg/ulL: 8.77100 40 7913.02 0.022 241 40 162137.73 2,657 151.45 40 198559.56 0.882 96.45 40 26204.19 0.639 36.44
12 Amount taken from crude (uL): 100 41 245642.02 0.685 74.89 41 632.69 -0.031 -1.79 41 212583.09 0.945 103.33 41 68.92 -0.002 -0.09
a3 Fraction taken from crude:| 0.166666667 42 311506.06 0.868 94.97 42 3767.83 0.021 118 42 254128.03 1131 123.70 42 1484.67 0.033 1.89
14 Mass taken from cude(mg): 0.8771 43 70899.34 0.198 21.62 43 63116.25 1.009 57.50 43 183569.94 0.815 89.10 43 7750.01 0.187 10.65
a5 Volume in Final Well (ulL): 500 44 3644.28 0.010 111 44 6157.69 0.061 345 44 159440.48 0.706 77.27 44 29064.89 0.709 40.44
16 (mg/mL) in Final Well: 1.75 45 3147.92 0.009 0.96 45 100227.53 1.626 92.71 45 181928.92 0.807 88.30 45 24713.21 0.603 34.36
a7 Calibration Injection Volume (uL): 10 46 359771.78 1.003 109.69 46 341.62 -0.036 -2.07 46 295178.47 1315 143.84 46 162.33 0.001 0.04
18 Injection Volume (ul): 10 47 1049.79 0.003 0.32 47 53432 -0.033 -1.88 47 51157  -0.006 -0.68 47 57040.29 1.395 79.54
49 absorbance of injection (100% yield): 35905.824 48 364922.63 1.017 111.26 48 409.94 -0.035 -2.00 48 297781.31 1327 145.11 48 160.16 0.001 0.04
Compound 5 49 0.000 0.00 49 -0.042 -2.39 49 -0.009 -0.93 49 -0.003 -0.18
100% Yield Mass (mg):l 50 0.000 0.00 50 -0.042 -2.39 50 -0.009 -0.93 50 -0.003 -0.18
& Final Valume of Vial (ul)-] 51 nnnn non 51 -nna» -73Q 51 -nnna -naz 51 -nnn2 N8
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&+ Share v

. . : r:etanltrotoluen; 8 . : monoborylated metanitrLotoluene
) ) Yield % - Plate Well Area Count Product (mg) Yield % - Plate Well Area Count Product (mg) Yielc
— 6.96 1 185101.27 0.821 89.85 1 3857.35 0.091 5.21
434 2 191022.67 0.848 92.76 2 1869.76 0.043 243
: 24.28 3 . 0.780 85.27 3 3 0.254 14.49
3 100% Yield Mass (mg): 2.74276 : - 4 .
-1.83 5 480.12 -0.006 -0.70 5 214.69 0.002 0.12
H : 62.28 6 c o
4 Final Volume of Vial (ul.):l 600
= These two cells are you t tf
¢ 4 -1.88 y U O aCCOUI’] Or
5 theoretical mg/mL: 457127 ) S
senn different injection volumes
B Amount taken from crude (ul): 100 . . .
112 * Calibration Injection Volume
- ..
7 Fraction taken from crude:| 0.166666667 S
= : * Injection Volume
8.96
8 M&SS t k f d ( g)' 0 457126667 94.80 1 1
8 S%en from cuaeymgr-1 _©. * If your calibration standards are
o . . . 500 37.57 o . .
g Volume in Final Well (uL):} injected at 10uL place a 10 in the cell
: in Final Well: ”Calibration Injection Vol L)”
10 (mg/mLl) in Final Well: 091 alibration Injection Volume (pL)
. . . . .39 . . .
11 Calibration Injection Volume (uL): 10 * If your plate injections are 10uL place a
13.28
ecti 10 in the cell “Injection Volume (uL)”
12 Injection Volume (uL): 10 In the cell "Injection Volume (U
85.69
. . . . 102.78 33 105633.09 0.465 50.88 33 23493.15 0.573 32.65
13 absorbance of injection (100% yield):| 328000.7806 e s
-1.73 35 457.49 -0.006 -0.71 35 36.76 -0.002 -0.13
26.30 36 241994.84 1.077 117.75 36 11890.29 0.288 16.43
14 monoborylated Paranitrotoluene X pim 1221 13360 =
-2.39 38 -0.003 -0.18
10 Final Volume of Vial (uL): 600 39 1113.45 0.003 034 39 91555.23 1.482 84.48 39 205181.91 0912 99.70 39 19450.06 0474 27.00
a1 theoretical mg/ulL: 8.77100 40 7913.02 0.022 241 40 162137.73 2,657 151.45 40 198559.56 0.882 96.45 40 26204.19 0.639 36.44
12 Amount taken from crude (uL): 100 41 245642.02 0.685 74.89 41 632.69 -0.031 -1.79 41 212583.09 0.945 103.33 41 68.92 -0.002 -0.09
a3 Fraction taken from crude:| 0.166666667 42 311506.06 0.868 94.97 42 3767.83 0.021 118 42 254128.03 1131 123.70 42 1484.67 0.033 1.89
14 Mass taken from cude(mg): 0.8771 43 70899.34 0.198 21.62 43 63116.25 1.009 57.50 43 183569.94 0.815 89.10 43 7750.01 0.187 10.65
a5 Volume in Final Well (ulL): 500 44 3644.28 0.010 1.11 44 6157.69 0.061 345 44 159440.48 0.706 77.27 44 29064.89 0.709 40.44
16 (mg/mL) in Final Well: 1.75 45 3147.92 0.009 0.96 45 100227.53 1.626 92.71 45 181928.92 0.807 88.30 45 24713.21 0.603 34.36
a7 Calibration Injection Volume (uL): 10 46 359771.78 1.003 109.69 46 341.62 -0.036 -2.07 46 295178.47 1315 143.84 46 162.33 0.001 0.04
18 Injection Volume (ul): 10 47 1049.79 0.003 0.32 47 53432 -0.033 -1.88 47 51157  -0.006 -0.68 47 57040.29 1.395 79.54
49 absorbance of injection (100% yield): 35905.824 48 364922.63 1.017 111.26 48 409.94 -0.035 -2.00 48 297781.31 1327 145.11 48 160.16 0.001 0.04
Compound 5 49 0.000 0.00 49 -0.042 -2.39 49 -0.009 -0.93 49 -0.003 -0.18
5 100% Yield Mass (mg):l 50 0.000 0.00 50 -0.042 -2.39 50 -0.009 -0.93 50 -0.003 -0.18
& Final Valume of Vial (ul)-] 51 nnnn non 51 -nna» -73Q 51 -nnna -naz 51 -nnn2 N8
Ligand Plan Reagents Solution Prep Calibration Curves Yields Total Data Sheet2
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Insert Draw Page Layout Formulas DETE] Review View Acrobat &+ Share A
\f] v ‘x’ 2:;{ . Calibri (Body) ~ 12 v A~ Av = ,i = 17”/ b =79 Wrap Text Number v E.;t v p’,'v IW Bad Good Neutral . 0? v tx v 'g v %'::I":sum N é‘?v Q v [E
Paste & Format B | I |U|v D v | & |+ A = = Bl = || 6= | = | Merge & Center v $ vy % ) fo-g ‘-“_g gg?::;%rr\‘;l ano;ambaI(e ch\w\duun I | Explanatory T Insert  Delete  Format &Clear' S;:?Irt:; ;lenI::tl Cre:;;:%g;\are
E2 < fx  =IF(ISBLANK(Yields!J2),"-",Yields!L2) v
A B C D E F G H J K L M N o P Q R s
1  Well| Ligand # Notes Paranitrotoluene| monoborylated Paranitrotoluene | metanitrotoluene | monoborylated metanitrotoluene | Compound 5
2|1 - - 6.96 89.85 521
3| 2 97.49 434 92.76 243 - h H ” h I d f h
2 =7 ET 7 — - This is all the total data from eac
5| 4 96.38 7.84 Formu’a Bar 12.30 - h IAVA I d ” h
S : the “Yields™ sheet
7| 6 66.52 62.28 66.75 29.26 - . ” . .
K 100 The “Ligand #” cell is automatically
9| 8 0.67 -0.69 119.67 2.19 - . . .
o 020 ] sk 058 ~ filled in from the corresponding cell
11| 10 106.53 -1.40 114.06 0.13 -
12| 11 64.56 66.78 50.30 53.85 2 h B d I ” h d
13| 12 2.30 102.48 75.63 1.42 - on t e ngan P an- s eet SO 4o
14| 13 3.87 100.12 87.14 37.20 - .
S T : not alter the formulas in these cells
16 15 227 90.50 84.40 37.87 -
17| 16 - The Notes cells are empty and are
18| 17 73.87 37.76 78.76 22.60 :
LD GE o56 28 c22 their for you to add notes or
20| 19 26.45 94.80 83.74 37.80 -
21| 20 102.56 218 123.94 -0.16 - H
. : comments on the data in the row
23| 22 105.59 571 131.32 4.04 - . .
N : Cells that contain yield <0 are
25 24 101.46 5.26 132.69 1.58 - .
225 106 48 140 15433 015 - automatically colored coded as red
27| 26 100.44 3.96 148.79 -0.02 -
28 | 27 - i = r ° h- . d Io h .
29| 28 58.40 61.90 118.17 13.09 - T IS IS ue to S Ig t errorsin
30| 29 75.51 13.28 103.66 7.36 - . . .
e 5635 958 1253 o : the calibration curve and is
32 31 1.26 77.81 113.36 26.59 - .
e in 569 0441 T : normal in many cases
34 33 0.57 102.78 50.88 32,65 -
35 34 1.47 81.17 101.44 35.82
36 35 0.22 -1.73 -0.71 -0.13
37 36 78.21 26.30 117.75 16.43
38| 37 0.53 -1.00 133.60 0.54
39 38 e . 2 =
40| 39 0.34 84.48 99.70 27.00
41| 40 2.41 151.45 96.45 36.44
42| 41 74.89 -1.79 103.33 -0.09
43| 42 94.97 1.18 123.70 1.89
44| 43 21.62 57.50 89.10 10.65
il Ligand Plan Reagents Solution Prep Calibration Curves ité Yields Total Da‘tra Notes +“ ! o
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