LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\

Data File : BF086661.D

Aca On : 4 May 2016 00:26

Operator : UM/SJ

3?22 le - H2716-06 D6WARD-3-CS-6(12-25F TBGS
ALS Vial : 4 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-BF042716.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 2.533 37 39 48 rVB 133852 201685 2.46% 0.393%
2 3.253 99 102 110 rBV 212575 386360 4.72% 0.753%
3 4.281 187 192 194 rBY 5050457 8184137 100.00% 15.954%
4 4.933 247 249 257 rBV 694229 1217701 14.88% 2.374%
5 5.356 283 286 289 rBVY 4098961 4997189 61.06% 9.741%

6.396 374 377 380 rBV 4097036 4598949 56.19% 8.965%
6.522 386 388 391 rBV 5255462 5197123 63.50% 10.131%
1194819 1184346 14.47% 2.309%
6.910 419 422 424 rBV 4439260 4192494 51.23% 8.173%
7.322 455 458 460 rBV 3477516 3656494 44 .68% 7.128%
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11 8.042 518 521 526 rBV2 1123843 1739104 21.25% 3.390%
12 9.116 612 615 618 rBV 5140954 5071976 61.97% 9.887%
13 9.791 671 674 676 rBV 1474934 1392849 17.02% 2.715%
14 10.579 740 743 745 rBV 2660992 2929480 35.79% 5.710%
15 11.265 801 803 806 rBvV 999923 1049718 12.83% 2.046%

16 12.854 939 942 945 rBV 3574676 3733088 45.61% 7.277%
17 13.894 1031 1033 1036 rBV 756265 893318 10.92% 1.741%
18 15.288 1152 1155 1158 rBV 524966 673886 8.23% 1.314%

Sum of corrected areas: 51299897
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF050316\

BF086661.D

4 May 2016 00:26

UM/SsJ

H2716-06

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BF086661.D

428 6.52

6.91

5.36 6.40

6.75

4.93

7.32

0
Time-->

5.00

5.50

6.00

6.50

Abundance

8000000

6000000

4000000

2000000

8.04

0

TIC: BF086661.D

9.12

10.58

11.27

12.85

T
Time--> 8.00

8.50

9.50

10.00 10.50 11.00 11.50 12.00 12.50

9.00

13.00

13.50

Abundance

8000000

6000000

4000000

2000000

0

13.89

TIC: BF086661.D

15.29

Time--> 14.

14.50 15.00 15.50

00 16.00 16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086661.D

Aca On : 4 May 2016 00:26

Operator : UM/SJ

Sample : H2716-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 n-Propyl acetate Concentration Rank 6

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

2.53 3.41 ng 201685 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 74
2 Isobutvlamine 73 C4H11IN 000078-81-9 5
3 1-Butanamine 73 C4H11N 000109-73-9 5
4 1.4-Butanediol. diacetate 174 C8H1404 000628-67-1 4
5 Hydrogen azide 43 HN3 007782-79-8 4

Abundance Scan 39 (2.533 min): BF086661.D (-37) (-) m/z 43.10 100.00%
43.1
5000
61.0 [Ty
5701 510 | 7%1 220 240 2.60 2.80
AR A KA Kk LA AR LA SRR LA RS LR LKA RARAI RSN LA MR LARBA AR m/z 61.00 21.24%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4160: n-Propyl acetate
43.0
5000 IS L
610 220 240 2.60 2.80
' 73.0 m/z 42.05 10.05%
'W“'W”%ﬁg”l“”fng”'P“'""“W'”W'”W“'W“'W“'W”“I””?ZPP'“P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30.0
220 240 260 280
5000 m/z 41.05 9.35%
15.0 410 490 56.0 73.0
ALY KAL) AR AL KAL) RAARN AL KAL) LR RRAL) RALA RARAARARA] RAAAN AR RARRYLALAA RALSA L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #731: 1-Butanamine BEmmsmssas s ETE R
30.0 220 240 2.60 2.80
m/z 73.10 8.63%
5000
15.0 ) 41.0 50,056.0 730 \
miz-> 8 10 15 2 25 3 35 40 45 50 95 60 65 70 75 80 85 90 95 | 200 240 260 280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086661.D

Aca On : 4 May 2016 00:26

Operator : UM/SJ

Sample : H2716-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 2 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.25 6.52 ng 386360 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 72
3 5-Hexen-2-one 98 C6H100 000109-49-9 45
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 1-Pentyn-3-ol, 4-methyl- 98 C6H100 000565-68-4 9

Abundance Scan 102 (3.253 min): BF086661.D (-99) (-) m/z 43.05 100.00%
43.0
5000 /\;
IEERINARRE SR AR R
55.1 83.1 3.00 3.20 3.40 3.60
il i 870 B Thnzz 39.10  10.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl-
43.0
5000
3.00 3.20 3.40 3.60
m/z 83.10 8.46%
20 | =0 830 0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
300 320 3.40 3.60
5000 m/z 55.10 5.87%
27.0 55.0 670 83.0 98.0
miz--> 10 2 30 40 50 60 70 80 90 100
Abundance #3100: 5-Hexen-2-one
43.0 3.00 3.20 3.40 3.60
m/z 41.05 5.01%
5000
55.0
150 270 | | 710 830 980
m/z--> 10 20 30 40 50 60 70 8 90 100 300 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086661.D

Aca On : 4 May 2016 00:26

Operator : UM/SJ

Sample : H2716-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 3 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.28 138.21 ng 8184140 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3.4-Dimethvl-2-pentene(c.t) 98 C7H14 1000118-16-5 86
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 72
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 72
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 72

Abundance Scan 192 (4.281 min): BF086661.D (-187) (-) m/z 55.10 100.00%
551 83.1
5000 43.1
98.1
N 75 ko who ik
e e e e - R e i | | M7z 83.10 85.25%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LR R AR LN LA
oo T° 98.0 400 420 440 4.60
' m/z 43.10 46.47%
“\‘ \‘\\\ M‘ ! 67.0 75.0 ! .
mz-> 10 20 30 40 50 60 70 80 9 100
Abundance
55.0
83.0 400 420 440 460
5000 41.0 m/z 39.05 34.11%
27.0 98.0
15.0 69.0
mz-> 10 20 30 40 50 60 70 8 9 100
Abundance #3293: 2-Pentene, 2,4-dimethyl- e R mm e e
58.0 83.0 4.00 4.20 4.40 4.60
m/z 98.10 28.36%
5000 410
98.0
27.0
"I}ﬁql"ﬁﬂl'”'i'k"ﬁnl'l'éﬁﬂ""ﬁl"l"”l""l IBBENARDE SR S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086661.D

Aca On : 4 May 2016 00:26

Operator : UM/SJ

Sample : H2716-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 20.56 ng 1217700 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 249 (4.933 min): BF086661.D (-247) (-) m/z 43.05 100.00%
43.0
5000 59.1 A
101.1 R0 480 E00 &b
4.60 4.80 5.00 5.20
e 80 20 Thy7 5910 48.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 480 500 5.20
m/z 58.05 13.33%
27\\'\9 i \‘ 83.0 10:‘I"0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 5.00 520
5000 m/z 101.10 12.97%
15.0 720  100.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.94%
5000
101.0
15.0 | 600 840
TTrrryrrrr[rrrr[{rrrr[rJrr1r[1rr1r1 [ 7rrrr[rrrr[rrrr[rrrr[rrrr —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086661.D

Aca On : 4 May 2016 00:26

Operator : UM/SJ

Sample : H2716-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.52 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.52 87.76 ng 5197120 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 388 (6.522 min): BF086661.D (-386) (-) m/z 132.05 100.00%
13p.1
5000 68.1
401 961 LA L L L L L L L LB L
54.0 | 6.20 6.40 6.60 6.80
S T 1 T |y Moo e m/z 68.10 51.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 II|IIII|IIII|IIII|IIII|
6.20 6.40 6.60 6.80
310 510 m/z 66.05 36.05%
S R RN WU N | N | S —
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
I R RaEE S
6.20 6.40 6.60 6.80
5000 97.0 m/z 134.10 33.13%
70.0
31.0
44.0 116.0
B L B I L e LA o B T S
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R R e Ea
57.0 132.0 6.20 6.40 6.60 6.80
240 m/z 69.10 21.77%
5000 98.0 116.0
e b L L e s
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
Data File : BF086661.D

Acq On : 4 May 2016 00:26

Operator : UM/SJ

Sample : H2716-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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]
n-Propyl acetate 2.53 3.4 ng 201685 1 6.75 1184350 20.0
4-Penten-2-one, 4. .. 3.25 6.5 ng 386360 1 6.75 1184350 20.0
3-Penten-2-one, 4. .. 4.28 138.2 ng 8184140 1 6.75 1184350 20.0
2-Pentanone, 4-hy... 4 .93 20.6 ng 1217700 1 6.75 1184350 20.0
unknown6 .52 6.52 87.8 ng 5197120 1 6.75 1184350 20.0

8270-BF042716.M Wed May 04 17:23:10 2016 Page: 8



