central data reviewed 2/22/17

C2016-1131 1 77396 AM 12 Blood confirmation of be ||| | "l | Ill”

M2016-3999 1 77397 AM 12 Blood confirmation of be "||| “ Il "I“ Il I
P2016-2732 1 77399  AM 12 Blood confirmation of be "“"l Il III” I |I
P2016-2901 3 77400  AM 12 Blood confirmation of be I“I"l Il |||||I|||I

2/22/2017

Worklist: 1557 - é )
LAB CASE ITEM TASK ID DESCRIPTION %/Ul



bwylie
Typewritten Text
central data reviewed 2/22/17


Simulate Run Sequence Tue Feb 21 13:18:21 2017

Instrument Name: Bones
Sequence File: G:\Bones Backup\sequence\COCN022117CS.s
Comment: Confirmations
Operator: C Shrum
Data Path: C:\MSDCHEM\1\DATA\CDS\2017\022117COC\

Method Path: C:\MSDCHEM\1\METHODS\

Line Type Vial DataFile Method Sample Name

1) Sample 25 Pre-run Solvent Blank
Datafile Blank2
Method COC12-27-FS

2) Sample 1 Negative Control
Datafile Negative Control -Cocn
Method COC12-27-FS

3) Sample 25 Lab No C2016-1131-1
Datafile Lab No C2016-1131-1 CocnBlk
Method COC12-27-FS

4) Sample 3 Lab No C2016-1131-1
Datafile Lab No C2016-1131-1 Cocn
Method COC12-27-FS

5) Sample 25 Lab No M2016-3999-1
Datafile Lab No M2016-3999-1 CocnBlk
Method COC12-27-FS

6) Sample 4 Lab No M2016-3999-1
Datafile Lab No M2016-3999-1 Cocn
Method COC12-27-FS

7) Sample 2 Positive Control
Datafile Positive Control- Cocn
Method COC12-27-FS

8) Sample 25 Lab No P2016-2732-1
Datafile Lab No P2016-2732-1 CocnBlk
Method COC12-27-FS

9) Sample 5 Lab No P2016-2732-1
Datafile Lab No P2016-2732-1 Cocn
Method COC12-27-FS

10) Sample 25 Lab No P2016-2901-1
Datafile Lab No P2016-2901-1 CocnBlk
Method COC12-27-FS

11) Sample 6 Lab No P2016-2901-1
Datafile Lab No P2016-2901-1 Cocn
Method COC12-27-FS

12) Sample 25 Post-run Solvent Blank
Datafile Blank5
Method COC12-27-FS

Bytes Needed: 6080400 Space on drive C: 4.23771le+011

Sequence Verification Done!



File :l:\VInstrument Data\ Pocat el | o\ Bones\ CDS\ 2017\ 022117CQOC\ Bl ank?2

- .D

Qper at or : C Shrum

| nstrunent : Bones

Acqui red . 21 Feb 2017 13:26 usi ng AcgMet hod COCl12-27-FS. M

Sanmpl e Nane: Pre-run Sol vent Bl ank
Msc Info : Analytical Method 12

Abundance TIC: Blank2.D\data.ms
105000

100000

95000

90000 No peaks of interest.

85000

80000

75000

70000

65000

60000

55000

50000

45000

40000

35000

30000

25000

20000

15000

10000

5000

Time--> 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50



File ;1:\Instrument Data\Pocat el | o\ Bones\ CDS\ 2017\ 022117COC\ Negat i
ve Control -Cocn.D

Cbérator : C Shrum
| nstrunent : Bones
Acqui red . 21 Feb 2017 13:43 usi ng AcgMet hod COCl12-27-FS. M

Sanmpl e Nane: Negative Control
Msc Info : UTAK B1013

Abundance TIC: Negative Control -Cocn.D\data.ms

7000000

6500000

No peaks of interest,

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

el

Time--> 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50




File

Cbérator
I nst runment
Acqui r ed

Sanmpl e Nane:

Msc Info

Abundance

I :\lnstrument
ve Control -Cocn.D
C Shrum
Bones
21 Feb 2017 13:43
Negati ve Control
UTAK B1013

Dat a\ Pocat el | o\ Bones\ CDS\ 2017\ 022117COC\ Negat

usi ng AcgMet hod COCl12-27-FS. M

lon 185.00 (184.70 to 185.70): Negative Control -Cocn.D\data.ms

lon 182.02%181.70 to 182.70): Negative Control -Cocn.D\data.ms
lon 243.000 (242.70 to 243.70): Negative Control -Cocn.D\data.ms

11000 lon 240.00 (239.70 to 240.70): Negative Control -Cocn.D\data.ms

10000

9000

8000

7000

6000

5000

4000
3000
2000

1000
7.263
@-@&5} A 7257 | 6/.709 7.841 8.012
O A b e L e e e e A e e A A P e
660 670 680 690 700 710 720 730 740 750 760 770 780 790 800 810 820 8.30
Scan 532 (7.125 min): Negative Control -Cocn.D\data.ms (-529) (-)
186.1

6.811

Time-->
Abundance

10000

Cocaine-D3-TMS
9000

8000

85.0

7000

6000

5000

4000

3000 97.0

306.1

2000

201.1 275.0

1000 125.0

67.0
‘ ‘ l 111.0 ‘ 1409 ‘ 120 ‘ 2220 2470
ok Ll HH\W‘ U B LI T T | |

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330

m/z-->



File
Oper at

or

I nst runent

Acqui r

ed

I :\Instrument Data\Pocat el | o\ Bones\ CDS\ 2017\ 022117COC\ Negat

ve Control -Cocn.D
C Shrum
Bones

21 Feb 2017 13:43

Sanmpl e Nane: Negati ve Control

M sc |

Abundance

Time-->
Abundance

nfo

11000

10000

9000

8000

7000

6000

5000

4000

3000

2000

1000

UTAK B1013

@Qﬁ\? 6.811

usi ng AcgMet hod COCl12-27-FS. M

lon 185.00 (184.70 to 185.70): Negative Control -Cocn.D\data.ms
lon 182.02%181.70 to 182.70): Negative Control -Cocn.D\data.ms
lon 243.00 (242.70 to 243.70): Negative Control -Cocn.D\data.ms
lon 240.00 (239.70 to 240.70): Negative Control -Cocn.D\data.ms

7.263
7//2‘67

709 7.841

8.012

A A

0

6000

5500

5000

4500

4000

3500

3000

2500

2000

1500

1000

500

o

] L
L ey

660 670 680 690 700 710 720 730 740 750 760 7.70 7.80

84.0

105.1

125.0
Ll

711
57.0
il b M il il

Scan 610 (7.572 min): Negative Control -Cocn.D\data.ms (-617) (-)

Benzoylecgonine-D3-TMS

2431

259.1

1788 207 221 1

281.9

M [AWAN, | FAVA\ IVA \
AL L L L A L B A B I N

7.90 8.00

295.0

324.7

8.10

349.3

8.20 8.30

364.1

m/z-->

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370



File I :\Instrument Data\Pocat el | o\ Bones\ CDS\ 2017\ 022117COC\ Posi t
- ve Control - Cocn.D
Oper at or C Shrum
I nstrunment Bones
Acqui r ed . 21 Feb 2017 15:11 usi ng AcgMet hod COCl12-27-FS. M
Sanpl e Name: Positive Control
Msc Info UTAK B1013 + Benzoyl ecgonine (Cer. Lot FE062608-06) and Cocaine (Al ltech Lot 0607000137)
Abundance lon 185.00 (184.70 to 185.70): Positive Control- Cocn.D\data.ms
7A42lon 182.00 (181.70 to 182.70): Positive Control- Cocn.D\data.ms
lon 243.00 (242.70 to 243.70): Positive Control- Cocn.D\data.ms
lon 240.00 (239.70 to 240.70): Positive Control- Cocn.D\data.ms
160000
140000
7.583
120000 &
|
i
100000 [
||
[
\
B
80000 ||
[
\
a
60000 ||
[
| |
.
|
40000 | \
| |
L
[
20000 \
7571\
0 §.883 1887 7227262 7603 / 7. &89\ 7754%? 7714 TA966  7.840
e B e T T e o e e S TR R S A
Time—> 6.90 695 700 7.05 710 715 720 725 730 735 740 745 750 755 760 7.65 7.70 775 7.80 7.85
Abundance Scan 532 (7.125 min): Positive Control- Cocn.D\data.ms (-536) (-)
185.1
20000
Cocaine-D3-TMS
18000
16000
85.1
14000
12000
10000
8000
306.1
6000
99.1
4000
2000 125.1 200.9 2750
169.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\‘\\\H\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\‘\‘\‘\‘\\\\“\‘\\\‘\\\\\\\\‘\\\w\\\\‘\\\\‘\\\\\‘\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340



File I :\Instrument Data\Pocat el | o\ Bones\ CDS\ 2017\ 022117COC\ Posi t
- ve Control - Cocn.D
Oper at or C Shrum
I nstrunment Bones
Acqui r ed . 21 Feb 2017 15:11 usi ng AcgMet hod COCl12-27-FS. M
Sanpl e Name: Positive Control
Msc Info UTAK B1013 + Benzoyl ecgonine (Cer. Lot FE062608-06) and Cocaine (Al ltech Lot 0607000137)
Abundance lon 185.00 (184.70 to 185.70): Positive Control- Cocn.D\data.ms
7A42lon 182.00 (181.70 to 182.70): Positive Control- Cocn.D\data.ms
lon 243.00 (242.70 to 243.70): Positive Control- Cocn.D\data.ms
lon 240.00 (239.70 to 240.70): Positive Control- Cocn.D\data.ms
160000
140000
7.583
120000 &
|
i
100000 [
||
[
\
B
80000 ||
[
\
a
60000 ||
| |
| |
.
|
40000 | \
| |
|
[
20000 \
7571\
0 §.883 1887 7227262 7603 / 7. &89\ 7754%? 7714 TA966  7.840
e B e T T e o e e S TR R S A
Time—> 6.90 695 700 7.05 710 715 720 725 730 735 740 745 750 755 760 7.65 7.70 775 7.80 7.85
Abundance Scan 609 (7.566 min): Positive Control- Cocn.D\data.ms (-613) (-)
85.1
12000
11000
10000 Benzoylecgonine-D3-TMS
9000
8000 243.1
7000
6000
5000
4000
3000
99.0
2000 221.0 259.1
1000 295.0 349.1 364.2
1251 280 9
71.0 ‘ 1469 1690 19429050 “ 1203 H
0\‘\\\\‘\‘\\\‘”\\\‘\\M\‘HH“\H\‘\1\1HH\\HH‘H‘\‘H‘\‘HH“‘H\H‘M\\‘H‘H‘\H‘\‘H‘\H\1\\\‘\\‘\\\\‘\‘\‘\“H\}H‘\‘\‘\\H‘HH‘H\‘\‘\‘\H‘\\H“HHH\\HH\‘HH‘\H\MHH‘
m/z--> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370



File l:\Instrument Dat a\ Pocat el | o\ Bones\ CDS\ 2017\ 022117CQOC\ Posi t i
ve Control - Cocn.D

bpérat or : C Shrum
I nstrument : Bones
Acqui r ed . 21 Feb 2017 15:11 usi ng AcgMet hod COCl12-27-FS. M

Sanpl e Name: Positive Control
Msc Info : UTAK B1013 + Benzoyl ecgonine (Cer. Lot FE062608-06) and Cocaine (Al ltech Lot 0607000137)

Abundance lon 185.00 (184.70 to 185.70): Positive Control- Cocn.D\data.ms
7A42lon 182.00 (181.70 to 182.70): Positive Control- Cocn.D\data.ms
lon 243.00 (242.70 to 243.70): Positive Control- Cocn.D\data.ms
lon 240.00 (239.70 to 240.70): Positive Control- Cocn.D\data.ms
160000
140000
7.583
120000 |
|
i
100000 f\
||
||
|
N
80000 ||
[
|
N
\
60000 ||
[
| |
.
|
40000 |
| |
n
20000 \
7571 \
0 §.883 1887 7227262  746P3 / 7&89\ 76 171mmees  7.840
L e L e e L o e e A B B B I B A i B B B B e B A B e e A e R R R A S
Time--> 690 695 7.00 705 710 715 720 725 730 735 740 745 750 755 760 765 770 7.75 780 7.85
Abundance Scan 535 (7.142 min): Positive Control- Cocn.D\data.ms (-541) (-)
182.1
160000
Cocaine
140000
120000
82.0
100000
80000
60000
303.1
94.0 105.0
40000
198.0
20000 2721
510 1221
‘ 68.0 ‘ ‘ 400 1520 1660 |
O\‘\\\\‘\“\“Hi“\\‘\‘”““\\\‘“} !M “H\H‘\1‘\“‘\\\\”\‘}‘\\\\\}‘\\\\‘!M\\\\!\\\\\l\“\\‘\\\\“\\2\0\9‘\1\\2\‘2\1\\9\‘\\\\2‘?\4.\(\)‘\\2\5\9‘\0\\\‘\‘\\\\2\\8\8’\1\\\‘\\\‘\‘\\\\‘

m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310



File l:\Instrument Dat a\ Pocat el | o\ Bones\ CDS\ 2017\ 022117CQOC\ Posi t i
ve Control - Cocn.D

bpérat or : C Shrum
I nstrument : Bones
Acqui r ed . 21 Feb 2017 15:11 usi ng AcgMet hod COCl12-27-FS. M

Sanpl e Name: Positive Control
Msc Info : UTAK B1013 + Benzoyl ecgonine (Cer. Lot FE062608-06) and Cocaine (Al ltech Lot 0607000137)

Abundance lon 185.00 (184.70 to 185.70): Positive Control- Cocn.D\data.ms
7A42lon 182.00 (181.70 to 182.70): Positive Control- Cocn.D\data.ms
lon 243.00 (242.70 to 243.70): Positive Control- Cocn.D\data.ms

lon 240.00 (239.70 to 240.70): Positive Control- Cocn.D\data.ms
160000

140000
120000
100000
80000
60000
40000

20000 \
7 571 \

8.683 189722270262 74603 / 7. &89\ 76 7714 mees  7.840

0\\‘\\\\‘7\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ﬂs—\“\_’\\‘\\\\‘\\\\‘\\\\‘\7\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 690 695 700 705 710 715 720 725 730 735 740 745 750 755 760 765 770 775 7.80 7.85

Abundance Scan 612 (7.583 min): Positive Control- Cocn.D\data.ms (-607) (-)
140000 82.0

130000
120000 Benzoylecgonine 240.1
110000
100000
90000
80000
70000
60000

105.0

50000 361.1

40000
30000

20000 256.1
51.1 68.
‘H‘“H MH\‘ ‘ “ ““ L \!\

122.0 346.1
M
HH‘HH‘HH‘HH‘\H‘\ TTT

|
m/z-> 40 50 60 70 80 901 011

10000 ‘
I

204.1
9 166.0178.9 224 0
T R N AN n J ‘H . 2721 288.1302.0 316.9 332.0 | \

|
20130 140 150 160 170 180 190 200 21 0 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370

| 135.0 149

o

1



File

Cbérator
I nst runment
Acqui r ed

Sanpl e Nane:

Msc Info

Abundance

65000

60000

55000

50000

45000

40000

35000

30000

25000

20000

15000

10000

5000

:\Instrument Data\ Pocat el | o\ Bones\ CDS\ 2017\ 022117COC\ Bl ank5

D
C Shrum
Bones
21 Feb 2017 16:39 usi ng AcgMet hod COCl12-27-FS. M
Post -run Sol vent Bl ank
CHA 3

TIC: Blank5.D\data.ms

No peaks of interest.

Time-->

Ab“”ﬁﬂﬂﬁ?
4500
4000
3500
3000
2500
2000
1500
1000

500

55

4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50
Scan 519 (7.051 min): Blank5.D\data.ms
329.2

129.0

73.1

95.1

368.3

10.00 10.50

11.00 11.50

458.4

m/z-->

60 80 100 140 160 180 200 220 240 260 280 300 320 340

0 159.1 2471
206.9
2291 275.3
| |
ol L 0 00 b O ool T e T L
120

360 380 400 420 440 460





