LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\
Data File : BF078798.D

Aca On : 29 Apr 2015 2:38

Operator : TP/1Z

Sample : PB82973BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF042815.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 heiaht area % max. total

1.587 32 35 37 rVB 4470567 6360593 100.00% 20.166%
1.701 42 45 51 rvB2 52407 157828 2.48% 0.500%
rvv 465767 938787 14.76% 2.976%
1.918 62 64 71 rvV 1089397 1641061 25.80% 5.203%
2.021 71 73 85 rvB3 79528 213740 3.36% 0.678%

abrwNPE
=
\l
(00]
=
a1
=
a1
N
()]
N

5.210 350 352 357 rBV 256215 385927 6.07% 1.224%
5.690 391 394 396 rBV 2239063 2267358 35.65% 7.188%
6.936 500 503 505 rBV 2493862 2400567 37.74% 7.611%
7.096 515 517 520 rBV 2255461 2309211 36.30% 7.321%
7.393 541 543 545 rBV 615091 559669 8.80% 1.774%

=
QO ~NO®

11 7.576 557 559 562 rvB 1988027 1820464 28.62% 5.772%
12 8.079 601 603 605 rBV 1555293 1305746 20.53% 4.140%
13 8.971 678 681 683 rBv 742671 743670 11.69% 2.358%
14 10.319 796 799 801 rBV 2115932 2782608 43.75% 8.822%
15 11.142 869 871 874 rBV 708080 777426 12.22% 2.465%

16 12.125 954 957 960 rBV 1579759 1472934 23.16% 4.670%
17 12.994 1031 1033 1036 rBV 895696 815539 12.82% 2.586%
18 14.994 1205 1208 1211 rBV 3295125 3101649 48.76% 9.833%
19 16.286 1319 1321 1324 rBV 675902 772293 12.14% 2.448%
20 18.023 1470 1473 1476 rBvV 586077 714654 11.24% 2.266%

Sum of corrected areas: 31541724
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\
Data File : BF078798.D

Aca On : 29 Apr 2015 2:38

Operator : TP/1Z

Sample : PB82973BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF078798.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\
Data File : BF078798.D

Aca On : 29 Apr 2015 2:38

Operator : TP/1Z

Sample : PB82973BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl.59 Concentration Rank 1

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

1.59 227.30 ng 6360590 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 35 (1.587 min): BF078798.D (-32) (-) m/z 73.10 100.00%
73
5000 43
89
—_——
140 1.60 1.80 2.00
55
| A N 11 .M /S N M m/z 43.10 50.79%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 U A AL A A
140 1.60 1.80 2.00
89 m/z 89.10 31.55%
. 26 38 a5 I |
"'I'”'I"”I"'W'"'P"'I”"I'”'I"”I"'W
m/z--> 10 20 40 50 60 70 80 90
Abundance
30 73
140 160 180 2.00
5000 m/z 41.10 10.62%
58
44
5 25 39 51 j\
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine I e Baaran
43 140 160 180 2.00
32 m/z 45.10 8.04%
58 89
5000 18 j\
0 “ 24 | | 53 1 7\2\
"'P"'I”"I'”'I"”I"'W""P"'I”"I'”'I UL AL AL AL R
m/z--> 10 30 40 50 60 70 80 90 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\
Data File : BF078798.D

Aca On : 29 Apr 2015 2:38

Operator : TP/1Z

Sample : PB82973BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 Propane, 1,1-dimethoxy- Concentration Rank 7

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

2.02 7.64 ng 213740 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 50
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 27
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
4 1.3-Dioxolane. 2-(l.1-dimethvlet... 130 C7H1402 002568-29-8 9
5 Methanamine, N,N-dimethyl-, N-oxide 75 C3HONO 001184-78-7 5

Abundance Scan 73 (2.021 min): BF078798.D (-71) (-) m/z 75.10 100.00%
75
5000 45
® 57 160 180 200 2.20 2.40
Ol rrr bbb et el e | M/z 73.100 76.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4666: Propane, 1,1-dimethoxy-
75
5000 A I UL AL AR
45 1.60 1.80 2.00 2.20 2.40
31 m/z 45.10 45.15%
o P s ?Q‘H‘\ % 69| s 103
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
160 180 200 2.20 2.40
5000 m/z 41.05 25.04%
45
29
o 39 S 67 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #705: Thiocyanic acid, methyl ester e
78 1.60 1.80 2.00 2.20 2.40
m/z 35.10 13.09%
5000 45
15
0 ...,....,..?F,?ﬁ..,.iﬂ.,..?ﬁ,....,.w..,....,....,....,. S | | S—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 160 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\
Data File : BF078798.D

Aca On : 29 Apr 2015 2:38

Operator : TP/1Z

Sample : PB82973BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6

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

5.21 13.79 ng 385927 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 Acetone 58 C3H60 000067-64-1 16
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12

Abundance Scan 352 (5.210 min): BF078798.D (-350) (-) m/z 43.10 100.00%
43
5000 59
| e 1‘|’1 . 480 500 520 5.40 5.60
ot e e e e m/z 59.10 42 .70%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR L S IR L
480 5.00 5.20 5.40 5.60
m/z 58.10 19.30%
31 ‘ g3 101
0'I"”I'w”f“'”I"”I*'”J"”I'”'I'”'I'”'I'”'I'”'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540 5.60
5000 m/z 101.10 15.30%
15
58
) 27
G s U UL UL UL B B B B WA W
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester T R B
43 480 5.00 5.20 5.40 5.60
m/z 41.05 7.64%
5000 57
29
‘ ‘ 101
0'I"'W'MMJP"“I”'??'”'J"”I"'W""""I”"I'”' ISR R S IR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\
Data File : BF078798.D

Aca On : 29 Apr 2015 2:38

Operator : TP/1Z

Sample : PB82973BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.10 Concentration Rank 2

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

7.10 82.52 ng 2309210 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 517 (7.096 min): BF078798.D (-515) (-) m/z 132.00 100.00%
132
5000 68
40 54 %6 680 7.00 7.20 7.40
78 | 106 6810 45.807
01 it m/z 68.10 45_.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 S SRS RS AR R
6.80 7.00 7.20 7.40
33 4 105 m/z 134.00 33.20%
e | s |
0 ”'I'"W'“T'r”h'i"”l'hyﬁ""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 30.09%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! RS R
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 19.02%
5000 og 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN § G I
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042815\
Data File : BF078798.D

Acq On : 29 Apr 2015 2:38

Operator : TP/1Z

Sample : PB82973BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042815_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]
unknownl1 .59 1.59 227.3 ng 6360590 1 7.39 559669 20.0
Propane, 1,l1-dime... 2.02 7.6 ng 213740 1 7.39 559669 20.0
2-Pentanone, 4-hy... 5.21 13.8 ng 385927 1 7.39 559669 20.0
unknown?7 .10 7.10 82.5 ng 2309210 1 7.39 559669 20.0
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