Data file:
Sample name:
Inj. volume [pl]:
Acq. method:
Proc. method:

10.0

Sample Description

.. DAD1A,Sig=205.0,2.0 Ref=off

Acetonitrile

41MSNEG.amx
LC-MS

10021000-04-r001.dx
11788715

Instrument: DAD3
Sequence Name:
Injection date:

Location: 28

17102017-Losemittel
10/24/2017 2:02:11 AM
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Data file:
Sample name:

Inj. volume [pl]: .
Acq. method:
Proc. method:

Sample Description

DAD1A,Sig=205.0,2.0 R
o

10021000-03-r001.dx
11788711

10.0

41MSNEG.amx
LC-MS

Acetonitrile

Instrument:

Sequence Name:

Injection date:

Location:

DAD3
17102017-Lésemittel
10/24/2017 1:39:52 AM
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Data file: 10021000-10-r001.dx Instrument: DAD3

Sample name: 11788715 Sequence Name: 17102017-Losemittel
Inj. volume [pl]: 10.0 Injection date: 10/24/2017 3:53:03 AM
Acq. method: 41MS.amx : Location: 28

Proc. method: LC-MS

Sample Description Acetonitrile

DAD1A,Sig=205.0,2.0 Ref=off
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Data file:
Sample name:
Inj. volume [pl]:
Acq. method:
Proc. method:

Sample Description

10021000-09-r002.dx
11788711

10.0

41MS.amx

LC-MS

Acetonitrile

DAD1A,8ig=205.0,2.0 Ref=off

DAD3
17102017-Losepnittel
10/24/2017 3'41:52 AM

Instrument:
Sequence Name:
Injection date:

Location:

mAU
&

"

.874
032

R \

N
=

25 3.5

MS1 +TIC SCAN ESI Frag=30V

3 T | | L
5 5.5 6 6.5
Time [min]

.
-~ =
[«- %
[

75 8.5 9.5

10

x105_

4.2
4

3.8
3.6+
3.44

£ 3.2

O 28
2.64
2.4
2.2

2-
1.84
1.64

‘,{(

0.5

(2

3.5

4 45 5 55 6 65
Time [min]

-~
0=
©-

7.5 8.5 9.5

Page 3

10




Data file:

Sample name:
Inj. volume [pl]:
Acq. method:
Proc. method:

Sample Description

DAD1A,8ig=205.0,2.0 Ref=off

Acetonitrile

10021000-10-r002.dx
11788715
10.0
41MS.amx
LC-MS

Instrument:
Sequence Name:
Injection date:

Location:

DAD3
17102017-Lésemittel
10/24/2017 4:04:11 AM
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Data file: 10021000-11-r001.dx
Sample name: 11788719

Inj. volume [ul]: 10.0

Acq. method: 41MS.amx
Proc. method: LC-MS

Sample Description Acetonitrile

DAD1A,Sig=205.0,2.0 Ref=off

Instrument:

Sequence Name:

Injection date:

Location:

17102017-Lésemittel
10/24/2017 4:15:21 AM
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Data file: 10021000-08.dx Instrument: DAD3

Sample name: AL-Blank 115261166 Sequence Name: 17102017-Losemittel
Inj. volume [pl]: 10.0 Injection date: 10/24/2017 3:19:32 AM
Acq. method: 41MS.amx Location: 91

Proc. method: LC-MS

Sample Description AL-blank fiir Acetonitrile

o DAD1A,8ig=205.0,2.0 Ref=off
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Sample hame:
Inj. volurge [ul]:
Acq. methpd:

Proc. methed:

Sample Descyiption

DAD1A,Sig=

10021000-09-r001.dx
11788711

10.0

41MS.amx

LC-MS

Acetonitrile

5.0,2.0 Ref=off

Instrument:

Sequence Name:

Injection date:
Location:

DAD3
17102017-Losemittel
10/24/2017 3:30:44 AM
27
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Data file: 10021000-07-r001.dx Instrument: FID 3

Sample name: 11788715 Sequence Name: 2017KW41-5aa

Inj. volume [pi]: 1.0 Injection date: 10/13/2017 5:01:30 PM
Acg. method: 100.amx Location: 102

Sample Description Acetonitrile

FID1A
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Signal: FID1A
RT Area [pA*s]  Height [pA] Area% Width

Nr. [min] [min]

1 2.382 1.11746 0.37 000  0.4133

3331 568684.44374 2457877 10000  0.272

3 3643 0.94004 0.85 0.00  0.019
Sum 568686.50
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Data file: 10021000-07-r002.dx Instrument: FID3

Sample name: 11788715 Sequence Name: 2017KW41-5aa
Inj. volume [ul]: 1.0 Injection datg: 10/13/2017 5:17:43 PM
Acq. method: 100.amx Location: 102
Sample Description Acetonitrile
FID1A
7.4 'é
a
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6.7
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< 6.5
6.4
6.3
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6.1
6
5.91 _ "~ ) i
35 4 45 5 55 8 o5 7 7.5 L 8.5 9 9.5 10 10.5
Time [min]
Signal: FID1A
N RT Area [pA*s] Height [pA] Area% Wid_th
[min] [min]
2,383 1.14546 0.38 0.00 0.132
3.329 562241.86292 24497.62 100.00 0.271
3 3.642 0.87771 0.83 0.00 0.016
Sum 562243.89
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Data file: 10021000-25.dx Instrument: FID3

Sample name: 11788715 Sequence Name: 2017KW41-5aa

Inj. volume [ul]: 1.0 Injection date: 10/14/2017 2:26:01 AM
Acq. method: pesk.amx Location: 102

Sample Description Acetonitrile

FID1A
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Time [min]

Signal: FID1A

NF RT Area [pA*s]  Height [pA] Area% Width

[min] [min]

1 2.254 0.96980 0.41 0.00 0.094

2 2.726 599659.21248 52494.29 100.00 0.136

3 2.895 1.64585 1.49 0.00 0.016
Sum 599661.83
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Data file:
Sample name:
Inj. volume [ul]:
Acqg. method:

Sample Description

FID1A

10021000-24.dx
11788711
1.0

pesk.amx

Acetonitrile

Instrument:
Sequence Name:
Injection date:

Location:

Mv\mm
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Signal: FID1A

NF. RT Area [pA*s] /Height [pA]
[min]

1 2.255 1.06395 0.42

2 2,727 602516.2490 52502.62

3 2.897 1.40
Sum

Time [min]
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0.00
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Width
[min]

0.088
0.136
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Data file: 10021000-03-r001.dx Instrument: ECD
Sample name: 11788715 Sequence Name: 2017KW41-5a
Inj. volume [pl]: 1.0 Injection date: 10/13/2017 2:38:05 PM
Acq. method: 100.amx Location: 102
Sample Description Acetonitrile
ECD1A
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Time [min]
Signal: ECD1A
Nr RT Area [Hz*s] Height [Hz] Area% Width
' [min] [min]
1 2.095 167.74310 30.76 1.68 0.069
2 2422 9808.54213 1106.01 98.32 0.109
Sum 9976.29
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Data file: 10021000-03-r002.dx Instrument: ECD
Sample name: 11788715 Sequence Name: 2017KW41-5a
Inj. volume [pl]: 1.0 Injection date: 10/13/2017 2:52:12 PM
Acq. method: 100.amx Location: 102
Sample Description Acetonitrile
ECD1A
180 ™
<
1700 \ o
16004
1500-
1400+
1300+
12004
N
1100+
1000-
900
800
700-
g
600 N
50 U "
|~ v
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Time [min]
Signal: ECD1A
Nr RT Area [Hz*s] Height [Hz] Area% Width
’ [min] [min]
1 2.093 150.47868 32.37 1.48 0.060
2 2425 9996.50767 1179.61 98.52 0.103
Sum 10146.99
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Data file:

Sample name:

Inj. volume [pl]:

Acqg. method:

Sample Description

ECD1A

10021000-21.dx

11788715
1.0

pesk.amx

Acetonitrile

Instrument:

Sequence Name:

Injection date:

Location:

ECD

2017KW41-5a
10/13/2017 10:52:53 PM
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Data file: 10021000-20.dx Instrument: ECD

Sample name: 11788711 Sequence Name: 2017KW41-5
Inj. volume [ul]: 1.0 Injection date: 10/13/201710:28:14 PM
Acq. method: pesk.amx Location:

Sample Description Acetonitrile

ECD1A
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Signal: ECD1A

RT Area [Hz*s] Height [Hz] Area% Width

Nr.

[min] [min]
1 2.000 74.50 3.07 0.056
2 2.191 1489.49 96.93 0.072

Sum
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Data file:

Sample name:

Inj. volume [pl]:

Acq. method:

Sample Description

MS10ther TIC SCAN EI

10021000-03-r001.dx
11788715

1.0

100.amx

Acetonitrile

Instrument:

Sequence Name:

Injection date:
Location:

GCMS1

2017KW42-1a

10/16/2017 4:33:01 PM (GMT +02:00)
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Area [counts*s] Height [counts] Area%
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2.04
2.56

Sum

1564863.65416
301.67670
2760.76580
571.02399
1568497.12
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Time [min]

169375.48 99.77
703.19 0.02
2872.92 0.18
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Data file:

Sample name:

Inj. volume [pl]:

Acq. method:

Sample Description

10021000-03-r002.dx

11788715

1.0

100.amx

Acetonitrile

MS10ther TIC SCAN EI

Instrument:

Sequence Name:

Injection date:

Location:

GCMS1

2017KW42-1a

10/16/2017 4:49:01 PM (GMT +02:00)
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