LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092256.D

Aca On : 13 Jan 2017 21:56

Operator : UM/SJ

Sample : 11182-06

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-BF122116.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 4.690 252 254 266 rBV 797466 1037849 18.12% 2.403%
2 5.170 293 296 306 rBVY 1807628 2633172 45.98% 6.096%
3 6.233 387 389 396 rBY 1605296 1743401 30.44% 4.036%
4 6.347 396 399 401 rBVY 5390591 5329680 93.06% 12.339%
5 6.576 416 419 421 rBV 1076286 1305252 22.79% 3.022%

6.725 430 432 435 rBV 3940897 4815736 84.09% 11.150%
7.147 466 469 471 rBV 3067460 3247746 56.71% 7.519%
7.856 529 531 534 rBV 1259770 1321642 23.08% 3.060%
4987275 5514263 96.28% 12.767%
9.605 682 684 687 rBV 1449566 1458662 25.47% 3.377%
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11 10.394 751 753 756 rBV2 2267051 3201847 55.91% 7.413%
12 11.079 811 813 816 rBV 1304738 1489949 26.02% 3.450%
13 12.508 935 938 941 rBV 88745 80391 1.40% 0.186%
14 12.679 949 0953 955 rBV 4049608 5727042 100.00% 13.259%
15 13.159 991 995 1000 rBV 519591 1065509 18.60% 2.467%

16 13.240 1000 1002 1007 rVB 107491 120426 2.10% 0.279%
17 13.708 1041 1043 1046 rBV 1349828 1339911 23.40% 3.102%
18 13.845 1052 1055 1058 rBV 45381 69112 1.21% 0.160%
19 14.474 1108 1110 1115 rBV 617727 613725 10.72% 1.421%
20 15.068 1159 1162 1164 rBV 723141 1076801 18.80% 2.493%

Sum of corrected areas: 43192116
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092256.D

Aca On : 13 Jan 2017 21:56

Operator : UM/SJ

Sample : 11182-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092256.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092256.D

Aca On : 13 Jan 2017 21:56

Operator : UM/SJ

Sample : 11182-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
469 15.90 ng 1037850  1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hydroxv-d-methyl- 116 C6H1202 000123-42-2 72

017348-59-3 36
001116-98-9 23

2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 254 (4.690 min): BF092256.D (-252) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 e RN
4.40 4.60 4.80 5.00
83.0
Y RS A O m/z 59.10 59.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L L LB LN L
59.0 4.40 4.60 4.80 5.00
0
15.0 101.0 m/z 101.10 19.57%
s1.0 83.0
1 M I . I
L o L m L aam
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R S RANEE
4.40 4.60 4.80 5.00
5000 m/z 58.10 14 .53%
41.0
29.0 101.0
o 73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A e e  mma
59.0 4.40 4.60 4.80 5.00
m/z 41.10 8.86%
5000 41.0
o T O =Y 1260 1420
LR o RN N N e RN R RAREE SRS R B NS e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00

8270-BF122116.M Mon Jan 16 15:02:26 2017

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092256.D

Aca On : 13 Jan 2017 21:56

Operator : UM/SJ

Sample : 11182-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.35 Concentration Rank 1

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

6.35 81.67 ng 5329680 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 399 (6.347 min): BF092256.D (-396) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || oo™’ e TB ek on ok
L T i | m/z 68.10 42 _.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IBENAENSEBEARER SRAE
6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 34 .08%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 640 660
5000 67.0 m/z 66.00 25.72%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A
132.0 6.00 6.20 6.40 6.60
m/z 69.05 16.40%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092256.D

Aca On : 13 Jan 2017 21:56

Operator : UM/SJ

Sample : 11182-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Benzeneethanamine, 2-fluoro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.16 15.90 ng 1065510 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
2 Nonanamide 157 C9H19NO 001120-07-6 64
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 53
5 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 50

Abundance Scan 995 (13.159 min): BF092256.D (-991) (-) m/z 59.00 100.00%

59.0
5000

12.80 13.00 13.20 13.40
m/z 72.00 65.93%

1261 1541 18422082 238.2 264.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...

0!

59.0

5000

12:80 13.00 13.20 13.40
m/z 55.10 37.99%

0 83.0 111.0 141.0 170.0 196.0 2290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0

12.80 13.00 13.20 13.40

5000 m/z 41.10 32.09%
29.0 86.0 114.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide e R R
59.0 12. 80 13. 00 13 20 13. 40

m/z 43.05 24 .49%

5000
200 | 86‘0 1140 1430
|

o e N PP

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092256.D

Aca On : 13 Jan 2017 21:56

Operator : UM/SJ

Sample : 11182-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .47 11.40 ng 613725 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 86
2 7-Nonenamide 155 C9H17NO 090949-53-4 64
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 Octadecanamide 283 C18H37NO 000124-26-5 53
5 Dodecanamide 199 C12H25N0 001120-16-7 53
Abundance Scan 1110 (14.474 min): BF092256.D (-1108) (-) m/z 59.00 100.00%
5000 AL»
o1 1261 154.1 184.2 212.2 240.3 294.3320.3 1420 14.40 14.60 14.80
(o} : . . : . . m/z 72.00 73.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 LN S UL SULLL L
1420 14.40 14.60 14.80
m/z 55.05 46.32%
0 290“‘ H \‘\ 1] OMM 0;400 1840 2200 253028:\[0
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
14.20 14.40 14.60 14.80
5000 m/z 43.05 29.77%
29.0 98.0 12601550
S N SRR LA SRS AN AR LAY CARAN AL LAY SARAN LAARS SARRS SARAN UARS LARRI A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... R R RERRER S AT
1420 14.40 14.60 14.80
m/z 41.10 29.18%
5000
ol 91.0 141.0 170.0196.0 229.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 20 14. 40 14. 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011317\
Data File : BF092256.D

Acq On : 13 Jan 2017 21:56

Operator : UM/SJ

Sample - 11182-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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]
2-Pentanone, 4-hy... 4.69 15.9 ng 1037850 1 6.58 1305250 20.0
unknown6 .35 6.35 81.7 ng 5329680 1 6.58 1305250 20.0
Benzeneethanamine... 13.16 15.9 ng 1065510 5 13.71 1339910 20.0
9-Octadecenamide, ... 14.47 11.4 ng 613725 6 15.07 1076800 20.0
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