LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022415\
Data File : BF077418.D

Acq On : 24 Feb 2015 15:32

Operator - 1Z / TP

Sample : PB81839BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 0.955 5 6 8 rVB 37753 27083 1.04% 0.184%
2 1.470 48 51 54 rVV 2440086 2600175 100.00% 17.628%
3 1.584 58 61 65 rvB2 15072 36447 1.40% 0.247%
4 1.744 74 75 83 rvB 28028 47686 1.83% 0.323%
5 1.870 84 86 93 rBv 95359 148753 5.72% 1.008%

5.093 365 368 372 rBV 205839 273704 10.53% 1.856%
5.596 409 412 414 rBV 899844 1089965 41.92% 7.389%
519 522 524 rBV 1255933 1104266 42.47% 7.486%
7.013 533 536 538 rBV 1014452 1159014 44.57% 7.857%
7.299 559 561 563 rvVvB 298584 268380 10.32% 1.819%

=
QO ~NO®
(9}
[o0)
a1
w

11 7.482 575 577 580 rBvV 674523 892095 34.31% 6.048%
12 7.985 619 621 624 rBvV 502518 663293 25.51% 4._.497%
13 8.876 697 699 702 rBV 431628 377726 14.53% 2.561%
14 10.225 814 817 819 rBV 1669399 1460956 56.19% 9.904%
15 11.048 887 889 892 rvB 391245 438944 16.88% 2.976%

16 12.031 972 975 977 rBV 889659 866672 33.33% 5.875%
17 12.899 1048 1051 1053 rBV 351047 465454 17 .90% 3.155%
18 14.888 1223 1225 1228 rBV 1421018 1704108 65.54% 11.553%
19 16.203 1337 1340 1342 rBV 381459 544781 20.95% 3.693%
20 17.997 1494 1497 1500 rBV 481269 581121 22.35% 3.940%

Sum of corrected areas: 14750623
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF022415\

BFO77418.D

24 Feb 2015 15:32

1z /7 TP

PB81839BL

22 Sample Multiplier: 1

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

D.96

A

TIC: BFO77418.D
47

5.09

158.74°"

6.85
7.01
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OF=

Time-->  1.00
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1.50

2.00

2.50 3.00

I I
4.00 4.50 5.00

5.50
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2000000

1500000
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500000 lf

TIC: BFO77418.D

10.22

12.03

98

8.88 11.05

12.90

O
Time-->
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10.50
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12.50 13.00 13.50

14.00
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TIC: BFO77418.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022415\
Data File : BF077418.D

Acq On : 24 Feb 2015 15:32

Operator - 1Z / TP

Sample - PB81839BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Ethane, 1,l1-dimethoxy- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

0.96 2.02 ng 27083 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane, 1,1-dimethoxy- 90 C4H1002 000534-15-6 64
2 Butane, 2-methoxy- 88 C5H120 006795-87-5 9
3 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 9
4 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5
5 Acetamide 59 C2H5NO 000060-35-5 5

Abundance Scan 6 (0.955 min): BF077418.D (-5) (-) m/z 59.10 100.00%
50
5000 75
43 '”I”"P'”I'”'P"W'/
37 | 4|751 P 1.00 1.10 1.20 1.30 1.40
LAALLL LA LAY LAY AR M) KAL) SN NAAL NALS) LALAS MARAD WA Ak AL MAAA] KA MARAI MAS) AL L m/z 75.10 38.98%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2270: Ethane, 1,1-dimethoxy-
59
5000 75 USRI U AN UL
29 1.00 1.10 1.20 1.30 1.40
43 m/z 43.10 17.63%
| v ‘ 89
FAAARRS LAY RAAE AAAE RARAY SARLA RS ARAA BRI SEELS RARS] SEEAE RARAR SRS ARAS SRR ARSI BERAL AR BUAM A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
59
1,00 1.10 1.20 130 1.40
5000 m/z 47.05 11.24%
29
15 41 45 73
2 25, 3337 50 55 69 88
RALALAR) U AL LARA) ARSI R LAAL) SAAS) WL WALL LD RALAR AL AAAR) LA LRI LAAA) RS AR AL LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4362: 2-Pentanol, 2-methyl- A B AR AR
59 1.00 1.10 1.20 1.30 1.40
m/z 58.10 3.55%
5000
45 o
31 41
15 2T g7 ||| s55| 8973 g3
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.00 1.10 120 1.30 1.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022415\
Data File : BF077418.D

Acq On : 24 Feb 2015 15:32

Operator - 1Z / TP

Sample - PB81839BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknownl._47 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

1.47 193.77 ng 2600180 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 7

Abundance Scan 51 (1.470 min): BFO77418.D (-48) (-) m/z 73.10 100.00%
73
43
5000
89
S % Tho 18 160
/1 R S m/z 43.10 52.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 IR UL R S
1.20 1.40 1.60 1.80
31 89 m/z 89.10 30.07%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
120 140 160 1.80
5000 m/z 41.05 10.18%
57
29 41
15 50 87
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid R AR R
73 1.20 1.40 1.60 1.80
43 m/z 45.10 7.79%
55
5000
29
5 sl |6 | @ ®
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022415\
Data File : BF077418.D

Acq On : 24 Feb 2015 15:32

Operator - 1Z / TP

Sample - PB81839BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknownl.74 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

1.74 3.55 ng 47686 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Manganese(l1l) acetate 173 C4H6MN0O4 006156-78-1 39
2 Acetone 58 C3H60 000067-64-1 9
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 4
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 4
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 4

Abundance Scan 75 (1.744 min): BFO77418.D (-74) (-) m/z 43.10 100.00%
a3
5000
58
29 | 40 e 01 88 140 160 180 200

LA LR SASA LA MY AR ALY RaLa) AL AR SR LRSS SR AR AL AR m/z 58.10 30.91%

mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
A3
5000

Abundance #38254: Manganese(ll) acetate
1.40 1.60 1.80 2.00

15 58 m/z 42.10 7_.81%
2528 3639 53 67 77 83
MMM PSS (TSN 0| 1 BN N SRS NN (A —
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
e
140 1.60 1.80 2.00
5000 . m/z 39.10 5.64%
15
18 2427 31 3639 53
R AL LEAE) L) LA LA A R REAA AL LA AL KAL) AA) LM KA KA ABRALARR LAN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1721: Oxirane, trimethyl- T T

140 1.60 1.80 2.00
m/z 44.00 3.60%

5000
27 39
31 | | 71 36

43 58

m/z-->

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

1.40 1.60 180 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022415\
Data File : BF077418.D

Acq On : 24 Feb 2015 15:32

Operator - 1Z / TP

Sample - PB81839BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.09 20.40 ng 273704 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 368 (5.093 min): BF077418.D (-365) (-) m/z 43.05 100.00%
43
59
5000
101 R U L R I
51 | 83 | 4.80 5.00 5.20 5.40
SN S| U, m/z 59.10 58.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methy!-
43
5000 L I UL UL IR
59 480 500 520 5.40
m/z 101.10 21.66%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.04%
68
50 126 14
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- e
59 4.80 5.00 5.20 5.40
31 m/z 41.10 9.20%
5000 41
73
1\5 L1 51\‘ . ‘ 87 102 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022415\
Data File : BF077418.D

Acq On : 24 Feb 2015 15:32

Operator - 1Z / TP

Sample - PB81839BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown7.01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

7.01 86.37 ng 1159010 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 536 (7.013 min): BF077418.D (-533) (-) m/z 132.00 100.00%
5000
68
o s |l pw | ok ok 7o 150 7ho
4 54 : : : : :
S T Il gr e | wdus N~ m/z 134.00 33.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AL UL LR
6.60 6.80 7.00 7.20 7.40
21 51 78 m/z 68.10 32.65%
‘ L H | L
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
T
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.10 20.20%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A B
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 12.69%
5000 og 0
SN -NM 8 ‘ﬂQ7ILL N . - .1§?. SN U | G
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022415\
Data File : BF077418.D

Acq On : 24 Feb 2015 15:32

Operator - 1Z / TP

Sample : PB81839BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethane, 1,1-dimet... 0.96 2.0 ng 27083 1 7.30 268380 20.0
unknownl .47 1.47 193.8 ng 2600180 1 7.30 268380 20.0
unknownl .74 1.74 3.5 ng 47686 1 7.30 268380 20.0
2-Pentanone, 4-hy... 5.09 20.4 ng 273704 1 7.30 268380 20.0
unknown7 .01 7.01 86.4 ng 1159010 1 7.30 268380 20.0
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