LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093639.D

Aca On : 14 Mar 2017 6:11

Operator : SJ/MA

Sample : 12201-17

Misc :

ALS Vial : 39 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-BF030717.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 2.458 47 50 62 rvB 75712 211896 3.28% 0.396%
2 4.161 197 199 204 rBvY 78435 132520 2.05% 0.247%
3 4.241 204 206 218 rVvVv 29880 122080 1.89% 0.228%
4 4.413 218 221 229 rVB2 57322 136666 2.11% 0.255%
5 4.870 259 261 278 rBVY 1314690 2740909 42.40% 5.119%

5.316 298 300 322 rBV 4380970 6263798 96.89% 11.697%
5.716 333 335 348 rVB 89414 163949 2.54% 0.306%
6.367 390 392 400 rBV 3353998 5561530 86.03% 10.386%
5084919 5308891 82.12% 9.914%
6.710 419 422 433 rVB 1037203 1207823 18.68% 2.256%
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11 6.859 433 435 438 rBV 4118121 4388335 67.88% 8.195%
12 7.282 470 472 475 rBV 3176729 3993882 61.78% 7.458%
13 8.002 533 535 547 rVvB 1398698 1592581 24.63% 2.974%
14 9.076 626 629 632 rBV 4371811 6464799 100.00% 12.073%
15 9.762 686 689 691 rBV 1258515 1745727 27.00% 3.260%

16 10.276 733 734 740 rBV 129690 167842 2.60% 0.313%
17 10.550 756 758 761 rBVv2 2501275 3390420 52.44% 6.331%
18 11.248 816 819 825 rBV 1860486 1783739 27.59% 3.331%
19 11.625 850 852 855 rvB 128719 168448 2.61% 0.315%
20 12.836 955 0958 961 rBV 4706432 5545859 85.79% 10.357%

21 13.899 1049 1051 1061 rVB 981480 1517620 23.48% 2.834%
22 15.305 1171 1174 1185 rBV 578389 939327 14.53% 1.754%

Sum of corrected areas: 53548641
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093639.D

Aca On : 14 Mar 2017 6:11

Operator : SJ/MA

Sample : 12201-17

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
7000000},

TIC: BF093639.D
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TIC: BF093639.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093639.D

Aca On : 14 Mar 2017 6:11

Operator : SJ/MA

Sample : 12201-17

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 4

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

2.46 3.51 ng 211896 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 1-Butanamine 73 C4H11N 000109-73-9 7
3 Oxirane. 2.3-dimethvl-. cis- 72 C4H80 001758-33-4 5
4 Isobutvlamine 73 C4H11N 000078-81-9 5
5 Pentane 72 C5H12 000109-66-0 4

Abundance Scan 50 (2.458 min): BF093639.D (-47) (-) m/z 43.10 100.00%
43.1
5000
61.0
730 T3 w0 2ho 2h
36.0 86.0 : : :
O'WMW““PMP“W“W““P“h”H““vmv“hMW““va“WMW““vmv m/z 61.00 27.19%
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
610 220 2.40 2.60 2.80
: 73.0 m/z 73.00 11.90%
150 270 574 ‘ ' 87.0
SN RAad g sy LAad L AAESLAds ks eadd ALt Aadl s st AR A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30.0
AARSERARSERARSE LRSS RARS
220 2.40 2.60 2.80
5000 m/z 42.10 9.77%
/’l
o 15.0 41.0 50,056.0 730
R Ry L) LA RELL) KAL) ALY AL KA LAY RERL) RAREA ALY LALS) RALAN LAAL) KALS) ALY AR L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #689: Oxirane, 2,3-dimethyl-, cis- R e
43.0 220 2.40 2.60 2.80
m/z 41.05 8.90%
5000
29.0
15.0
0 “|'“'|“"v"H'“'l“'w"“?7“? iy "'?2{1'?quv"w"“?%39v"w"“|“"v'“|' ISR S A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093639.D

Aca On : 14 Mar 2017 6:11

Operator : SJ/MA

Sample : 12201-17

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Propanoic acid, 2-methyl-, ... Concentration Rank 7

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

4.16 2.19 ng 132520 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid. 2-methvl-. pentv... 158 C9H1802 002445-72-9 38
3 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 33
4 N-Hvdroxvmethvlacetamide 89 C3H7NO2 000625-51-4 27
5 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 9

Abundance Scan 199 (4.161 min): BF093639.D (-197) (-) m/z 43.10 100.00%
431
5000
71.1
wo | ®1 e, 3w 4bo 4% 4w |
o BN {1 M UMM MBS s m/z 71.10 30.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13125: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 ARREBEN "'l'n\ T
3.80 4.00 4.20 4.40
27.0 710 m/z 41.05 22.78%
o .l =90 899 101.0 1150 130.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0
380 400 420 440
5000 m/z 89.10 8.97%
71.0 89.0
27.0 55.0
0 101.0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7382: 3-Pentanone, 2,4-dimethyl- R e e R
43.0 3.80 4.00 4.20 4.40
m/z 42.05 7.56%
5000
270 71.0
J1s0 ||| sso | 550 smo 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 380 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093639.D

Aca On : 14 Mar 2017 6:11

Operator : SJ/MA

Sample : 12201-17

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 8

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

4.24 2.02 ng 122080 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
2 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 72
3 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 72
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 72
5 3-Hexen-2-one 98 C6H100 000763-93-9 72

Abundance Scan 206 (4.241 min): BF093639.D (-204) (-) m/z 55.10 100.00%
55.1 83.1 T
5000
43.0 098.1
| 4.00 4.20 4.40 4.60
o 4 T U AN S m/z 83.10 91.20%
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 L L L UL UL
20,0 43.0 98.0 400 420 440 4.60
' m/z 43.00 34.20%
0 \‘\ A Il ‘ | 67.0 75.0 | L
LN SRR UL FUELLL SULELELE LR SURLELE SIS S UL DU
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
400 420 440 4.60
5000 41.0 m/z 39.10 33.12%
98.0
15.0 27.0 67.0
S I S SR SRS S U UL I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3292: 2-Pentene, 4,4-dimethyl-
55.0 83.0 4.00 4.20 4.40 4.60
m/z 98.10 31.48%
41.0
5000
98.0
67.0
0"w"'w'"|“"|“"UMl“l'“tw'“'l'“'l"“l"“ RSN SRS 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:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093639.D

Aca On : 14 Mar 2017 6:11

Operator : SJ/MA

Sample : 12201-17

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Propanoic acid, propyl ester Concentration Rank 6

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

4.41 2.26 ng 136666 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 64
2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 38
3 1-Penten-3-ol 86 C5H100 000616-25-1 16
4 1-Pentanamine 87 C5H13N 000110-58-7 7
5 Azetidine 57 C3H7N 000503-29-7 7

Abundance Scan 221 (4.413 min): BF093639.D (-218) (-) m/z 57.00 100.00%
51.0
5000
75.1
43.1 INSEBENARBL A SR A
| 87.0 4.00 4.20 4.40 4.60 4.80
Ol et et et | M/Z 75.10  31.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7924: Propanoic acid, propyl ester
57.0
29.0
5000 INGEBENARBL AR SR A
43.0 75.0 4.00 420 4.40 4.60 4.80
: m/z 43.10 21.54%
o |IX ‘M‘ | 870 1010 1150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
400 4.20 440 4.60 4.80
5000 m/z 41.10 12.38%
75.0
29.0 41.0
14.0 870 1010
R R R RS AR AR RAARS REAAS RS SRASS RS RA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1699: 1-Penten-3-ol
57.0 4.00 420 4.40 4.60 4.80
m/z 42.05 10.20%
5000 29.0
41.0
o U [ L 71.0  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093639.D

Aca On : 14 Mar 2017 6:11

Operator : SJ/MA

Sample : 12201-17

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.87 45.39 ng 2740910 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvyl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 261 (4 870 min): BF093639.D (-259) (-) m/z 43.10 100.00%

43.1
59.1
5000

101.1 460 4.80 500 5.20

71.1
Ol el et 181 a5 89 10 52.06%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

4.60 4.80 5.00 5.20

m/z 58.10 15.81%
31.0 83.0 10‘1.0
O B B AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
B e e A R AR
4.60 4.80 5.00 5.20
5000 m/z 101.10 13.54%
41.0
29.0 101.0
50.0 73.0 86.0
Ot T T T T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8116: 2-Hexanol, 2-methyl- —r
59.0 4.60 4.80 5.00 5.20
m/z 41.10 10.03%
5000
410 101.0
o150 30 [500, | 690 830 |
T e e e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093639.D

Aca On : 14 Mar 2017 6:11

Operator : SJ/MA

Sample : 12201-17

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.48 Concentration Rank 1

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

6.48 87.91 ng 5308890 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 402 (6.481 min): BF093639.D (-400) (-) m/z 132.10 100.00%
13p.1
5000 68.1
0oso || BT "ok 5k oo oo
0 B m/z 68.10 45_15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BRSNS R
6.20 6.40 6.60 6.80
310 510 m/z 134.10 32.92%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.05 30.11%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T ./,k. e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.72%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
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:\HPCHEMI1\BNA_F\DATA\BF031317\
Data File : BF093639.D

Acq On : 14 Mar 2017 6:11

Operator : SJ/MA

Sample : 12201-17

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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 2.46 3.5 ng 211896 1 6.71 1207820 20.0
Propanoic acid, 2... 4.16 2.2 ng 132520 1 6.71 1207820 20.0
3-Penten-2-one, 4. .. 4.24 2.0 ng 122080 1 6.71 1207820 20.0
Propanoic acid, p..-. 4.41 2.3 ng 136666 1 6.71 1207820 20.0
2-Pentanone, 4-hy... 4.87 45.4 ng 2740910 1 6.71 1207820 20.0
unknown6 .48 6.48 87.9 ng 5308890 1 6.71 1207820 20.0
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