LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098663.D

Aca On : 20 Sep 2017 16:40

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 11 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-BF091117.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 4.793 457 460 472 rBV 281434 452283 16.11% 2.026%
2 5.228 530 534 553 rBVY 2652632 2732196 97.34% 12.236%
3 6.281 708 713 728 rBVY 2587266 2763001 98.43% 12.374%
4 6.392 728 732 735 rBVY 3111006 2806956 100.00% 12.571%
5 6.616 767 770 780 rVB 649305 594112 21.17% 2.661%

6.775 793 797 810 rBV 2217344 1878925 66.94% 8.415%
7.192 863 868 871 rBV 1804257 1657366 59.04% 7.423%
7.904 985 989 1006 rVB 897196 761418 27.13% 3.410%
8.981 1167 1172 1175 rBV 3389347 2766077 98.54% 12.388%
9.380 1236 1240 1247 rBV 261127 216828 7.72% 0.971%

=
QO ~NO®

11 9.651 1282 1286 1290 rBV 974169 787907 28.07% 3.529%
12 10.445 1417 1421 1424 rBV 1603058 1365848 48.66% 6.117%
13 11.133 1535 1538 1542 rBV 732899 644939 22.98% 2.888%
14 12.721 1803 1808 1811 rBV 1703459 1579013 56.25% 7.072%
15 13.621 1957 1961 1969 rBV3 24643 38032 1.35% 0.170%

16 13.774 1983 1987 1990 rVB 506665 503380 17.93% 2.254%
17 14.515 2110 2113 2121 rBV 61241 79052 2.82% 0.354%
18 15.168 2219 2224 2233 rBV 610323 701440 24.99% 3.141%

Sum of corrected areas: 22328773

8270-BF091117_.M Thu Sep 21 13:19:03 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098663.D

Aca On : 20 Sep 2017 16:40

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098663.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098663.D

Aca On : 20 Sep 2017 16:40

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.79 15.23 ng 452283 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 460 (4.793 min): BF098663.D (-457) (-) 42 .95 100.00%

43.0
59.0
5000
101.0

| 82.9 4.40 4.60 4.80 5.00 5.20
0"I""I""I""|I|'"'I"!"I""I'"'I""I'":I""I""I""I""I""I m/z  59.00 59.80%

miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
430 '
5000

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl
440 4.60 4.80 5.00 5.20

59.0 m/z 101.00 19.79%
oy 790 sso 1010
o} 1 S PRRBMN |  ALFI —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
A A Ramma e
440 4.60 4.80 5.00 5.20
5000 41.0 m/z 58.00 16.20%
29.0
87.0
o 15.0 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B
59.0 440 460 480 500 520
m/z 41.00 10.01%

5000 41.0 f\
0 I L 730 1260 1420

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098663.D

Aca On : 20 Sep 2017 16:40

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.39 Concentration Rank 1

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

6.39 94 .49 ng 2806960 1,4-Dichlorobenzene-d4 6.62
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 732 (6.392 min): BF098663.D (-728) (-) m/z 132.00 100.00%
132.0
5000 68.0
1540 | by e | b0 620 G0 oho Gho
0 T I e L m/z 68.00 43.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RN LS IR AN R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.48%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 6.40 6.60 6.80
5000 m/z 66.00 29.01%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e R R
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 17.77%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | N | ——
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098663.D

Aca On : 20 Sep 2017 16:40

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 4 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.52 2.25 ng 79052 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
2 d-Glucosamine 179 C6H13NO5 000090-77-7 53
3 Tetradecanamide 227 C14H29NO 000638-58-4 50
4 Octanamide 143 C8H17NO 000629-01-6 47
5 7-Nonenamide 155 C9H17NO 090949-53-4 47
Abundance Scan 2114 (14.521 min): BF098663.D (-2110) (-) m/z 59.00 100.00%
54.0
5000
14.20 14.40 14,60 14.80
(o} m/z 72.00 67.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128447: 9-Octadecenamide, (2)-
59.0
5000 LR DU B UL I
14.20 14.40 14.60 14.80
126.0 m/z 55.00 52.65%
. 1540 184.0207.0 2380 2810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
14.20 14.40 14.60 14.80
5000 m/z 43.00 37.82%

30.0

100.0 130.0 1610

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83609: Tetradecanamide e AREEEEEaSEE
59.0 14.20 14.40 14.60 14.80
m/z 69.00 32.26%
5000
0 280, || | 860 1140 1490 184.0505(227.0
”'P'”P'”I””I”'W”'W”'W'”W'”"”"”"”"'”P'”I“ A REEEE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092017\
Data File : BF098663.D

Acq On : 20 Sep 2017 16:40

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.79 15.2 ng 452283 1 6.62 594112 20.0
unknown6 .39 6.39 94.5 ng 2806960 1 6.62 594112 20.0
9-Octadecenamide, ... 14.52 2.3 ng 79052 6 15.17 701440 20.0
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