LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052616\
Data File : BF087421.D
Aca On I 26 May 2016 22:26 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H3240-01 HSR-WC-46-052316
ALS Vial : 25 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-BF052316.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 2.055 39 41 56 rvB 113037 215401 5.02% 0.617%
2 2.650 90 93 99 rBv 180831 389635 9.08% 1.117%
3 3.781 189 192 211 rBvV 638634 1523341 35.49% 4 .366%
4 4.204 226 229 236 rVB 44299 87484 2.04% 0.251%
5 4.799 279 281 300 rBV 108384 329815 7.68% 0.945%

5.439 334 337 358 rBV 1881143 3684065 85.82% 10.559%
7.062 476 479 485 rBV 2196310 3202182 74.60% 9.178%
7.165 485 488 501 rVB 2941545 4003301 93.26% 11.474%
7.507 515 518 523 rBV 563759 760997 17.73% 2.181%
7.736 535 538 541 rBV 2040081 2880184 67.09% 8.255%

=
QO ~NO®

11 8.056 564 566 573 rBv2 40213 100007 2.33% 0.287%
12 8.422 595 598 600 rBV 1825809 2511053 58.50% 7.197%
13 9.531 692 695 716 rBV 653953 972902 22.66% 2.788%
14 11.314 847 851 854 rBV 2981676 4185278 97.50% 11.996%
15 12.365 940 943 955 rBV 544157 904464 21.07% 2.592%

16 13.657 1053 1056 1079 rBV 1922669 2841169 66.19% 8.143%
17 14.765 1150 1153 1162 rBV 647439 1033004 24.06% 2.961%
18 17.120 1356 1359 1362 rBV 3537672 4292726 100.00% 12.304%
19 18.457 1474 1476 1487 rBV 631681 820061 19.10% 2.350%
20 20.149 1621 1624 1629 rBV2 69588 153050 3.57% 0.439%

Sum of corrected areas: 34890119
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052616\

Data File : BF087421.D

Aca On > 26 May 2016 22:26

Operator : UM/SJ

ﬁ?gg le H3240-01 HSR-WC-46-052316
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
8000000

6000000

4000000

2000000

L

TIC: BFO87421.D

7.16

5.44 7.74
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Time-->
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Abundance
8000000

6000000

4000000

2000000

TIC: BFO87421.D

13.66

9.53 12.37 14.77

0

Time-->
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14.00  14.50

12.00 1250 13.00  13.50

11.00 11.50

10.00  10.50

16.00  16.50

Abundance
8000000

6000000

4000000

2000000

TIC: BFO87421.D

17.12

18.46
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0
Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052616\

Data File : BF087421.D

Aca On > 26 May 2016 22:26

Operator : UM/SJ

3?22 le H3240-01 HSR-WC-46-052316
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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.

2.06 5.66 ng 215401 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 Isobutvlamine 73 C4H11N 000078-81-9 5
3 1-Butanamine 73 C4H11N 000109-73-9 4
4 1.4-Butanediol. diacetate 174 C8H1404 000628-67-1 4
5 Hydrogen azide 43 HN3 007782-79-8 4

Abundance Scan 41 (2.055 min): BF087421.D (-39) (-) m/z 43.10 100.00%
43
5000
61 DRSS SURBE R B
36 | 73 1.80 2.00 2.20 2.40
N | — m/z 61.00 21.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 ISR SRRBE R B
1.80 2.00 2.20 2.40
61 2 m/z 42.05 10.65%
21 37 “ \ 103
mz> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30
180 200 220 240
5000 m/z 73.00 9.13%
41 73
15 50 %
mz> 10 20 30 40 50 60 70 8 90 100 110
Abundance #746: 1-Butanamine R m R e
30 1.80 2.00 2.20 2.40
m/z 41.10 9.09%
5000
15 ) 41 50 56 3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 180 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052616\

Data File : BF087421.D

Aca On > 26 May 2016 22:26

Operator : UM/SJ

3?22 le H3240-01 HSR-WC-46-052316
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 4

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

2.65 10.24 ng 389635 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 59
3 5-Hexen-2-one 98 C6H100 000109-49-9 42
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 9

Abundance Scan 93 (2.650 min): BF087421.D (-90) (-) m/z 43.10 100.00%
43
5000 /\\\\__
37 55 83 98 2. 40 2. 60 2. 80 3. oo

et e e e e || M/z 39.10  11.33%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: 4-Penten-2-one, 4-methyl-
43

5000 R
2.40 2.60 2.80 3.00

m/z 83.10 8.69%

29 | 55 8‘3 98
| 1L 1
LI o o o B A e e o o o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43

240 2.60 2.80 3.00

5000 m/z 55.10 6.33%
27 55 98
37 49 61 67 77 83
s B B B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3160: 5-Hexen-2-one T
43 240 260 280 300

m/z 41.10 5.16%

5000
55
15 21 37| a9 65 71 77 83 98
SN oSN NS /MR N S OO - S A A

m/z--> 10 20 30 40 50 60 70 80 90 100 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052616\

Data File : BF087421.D

Aca On > 26 May 2016 22:26

Operator : UM/SJ

3?22 le H3240-01 HSR-WC-46-052316
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3

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

3.78 40.04 ng 1523340 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 86
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 80
4 3-Hexen-2-one 98 C6H100 000763-93-9 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72

Abundance Scan 192 (3.781 min): BF087421.D (-189) (-) m/z 55.10 100.00%

55
83
5000 43
98

| 340 360 380 400 420

el 490l 61 67 77 | 89 | m/z 83.10  79.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3242: 3-Penten-2-one, 4-methyl-
55 83
43
5000 LI L L L L L L L L L L
29 98 3.40 3.60 3.80 4.00 4.20

m/z 43.10 49_25%

S S . O/ N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55

83 340 3.60 3.80 4.00 4.20
5000 41 m/z 39.10 35.61%
27 08
15 49 63 ° 77
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4—dimethy|—, (E)' LI L L L L L L

340 360 380 400 420
m/z 98.10 25.15%

41
5000 27 o8
15 ‘ 69
SO0 LW < £ A 1

m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3. 80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052616\

Data File : BF087421.D

Aca On > 26 May 2016 22:26

Operator : UM/SJ

3?22 le H3240-01 HSR-WC-46-052316
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.80 8.67 ng 329815 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Pentanone. 5-(acetvloxv)- 144 C7H1203 005185-97-7 12
3 Propvlamine 59 C3HSN 000107-10-8 9
4 Formamide. N-butvl- 101 C5H11NO 000871-71-6 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 281 (4.799 min): BF087421.D (-279) (-) m/z 43.05 100.00%
43 P
5000 59
7 101 440 460 480 5.00 5.20
il S0l 88 8 m/z 59.10  40.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
440 4.60 4.80 5.00 5.20
m/z 41.10 13.07%
25 3! 37 | 83 g3 M1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 4.60 4.80 5.00 5.20
5000 m/z 58.10 10.98%
% 87 101
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Propylamine
30 440 4.60 4.80 5.00 5.20
m/z 101.10 10.59%
5000
59
17 A 5 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 | 4.40 4.60 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052616\
Data File : BF087421.D

Aca On : 26 May 2016 22:26

Operator : UM/SJ

Sample : H3240-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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

HSR-WC-46-052316

Peak Number 6 unknown7.16 Concentration Rank 1

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

7.16 105.21 ng 4003300 1,4-Dichlorobenzene-d4 7.51
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 488 (7.165 min): BF087421.D (-485) (-) m/z 132.10 100.00%
132
5000 68
40 96 J A R RN R
54 6.80 7.00 7.20 7.40
7
Qe [ aeus W n/z 68.10  49.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AU R IR
6.80 7.00 7.20 7.40
21 51 78 m/z 66.05 34.67%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40
5000 97 m/z 134.00 32.77%
70
31
44 60 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e mae s o
57 132 6.80 7.00 7.20 7.40
24 m/z 69.05 21.41%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN BN
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052616\

Data File : BF087421.D

Aca On > 26 May 2016 22:26

Operator : UM/SJ

3?22 le H3240-01 HSR-WC-46-052316
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 8 2-Piperidinone Concentration Rank 7

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

8.06 2.63 ng 100007 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Piperidinone 99 C5H9NO 000675-20-7 72
2 Thiazole. 5-methvl- 99 C4H5NS 003581-89-3 58
3 2-Pvrrolidinone. 1-methvl- 99 C5H9NO 000872-50-4 50
4 Benzoll.2.51thiadiazole. 4-bromo... 376 C11H13BrN402S2 1000296-37-8 42
5 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 40

Abundance Scan 566 (8.056 min): BF087421.D (-564) (-) m/z 99.10 100.00%
99 ﬂ
5000
43
71
| sa 7 g | 141 7.80 8.00 820 8.40
rprer e e e e e e et e e m/z 43.05 34 .99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3481: 2-Piperidinone
T VA
5000 30 2 UL LR UL R I
55 7.80 8.00 8.20 8.40
70 m/z 42.05 23.71%
”I}?I“'W“'W'”W'”'P”'P'“?%”I“'W”'W'“W'”'P”'P'”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
99
7.80 8.00 8.20 8.40
5000 71 m/z 98.10 21.12%
39 59
WWTWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3504: 2-Pyrrolidinone, 1-methyl-
44 99 7.80 8.00 8.20 8.40
m/z 71.10 14 _73%
5000
28 | 56 11
. Iy |y A |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF052616\

Data File : BF087421.D

Acq On 1 26 May 2016 22:26

Operator : UM/SJ

3?22'6 i H3240-01 HSR-WC-46-052316
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Propyl acetate 2.06 5.7 ng 215401 1 7.51 760997 20.0
4-Penten-2-one, 4. .. 2.65 10.2 ng 389635 1 7.51 760997 20.0
3-Penten-2-one, 4. .. 3.78 40.0 ng 1523340 1 7.51 760997 20.0
2-Pentanone, 4-hy... 4.80 8.7 ng 329815 1 7.51 760997 20.0
unknown7 .16 7.16 105.2 ng 4003300 1 7.51 760997 20.0
2-Piperidinone 8.06 2.6 ng 100007 1 7.51 760997 20.0
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