LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098229.D

Aca On : 1 Sep 2017 16:23

Operator : SJ/JU

Sample : 15025-07

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-BF081517.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 3.116 173 175 187 rBvV5 15852 45739 1.26% 0.158%
2 4.928 479 483 500 rvB 196098 316220 8.68% 1.093%
3 5.340 547 553 556 rBY 3094593 3391346 93.13% 11.722%
4 6.369 722 728 731 rBVY 2844289 3641376 100.00% 12.586%
5 6.492 744 749 752 rBVY 3076032 3345215 91.87% 11.563%

6.722 784 788 791 rBV 849057 731645 20.09% 2.529%
6.881 810 815 818 rBV 2589430 2604388 71.52% 9.002%
7.287 879 884 887 rBV 1979380 2187083 60.06% 7.560%
8.004 1002 1006 1009 rBV 1046562 911265 25.03% 3.150%
9.081 1184 1189 1192 rBV 3563011 3459072 94.99% 11.956%

=
QO ~NO®

11 9.475 1252 1256 1265 rBV 351796 296868 8.15% 1.026%
12 9.751 1300 1303 1313 rVB2 942371 866511 23.80% 2.995%
13 10.545 1433 1438 1441 rBV 1553376 1508018 41.41% 5.212%
14 10.657 1454 1457 1466 rBV 49012 58376 1.60% 0.202%
15 11.233 1551 1555 1562 rBV 767825 685554 18.83% 2.370%

16 12.821 1820 1825 1828 rBV 2485324 2265955 62.23% 7.832%
17 13.304 1901 1907 1915 rBV 1094534 1024058 28.12% 3.540%
18 13.721 1974 1978 1985 rBV 63958 85512 2.35% 0.296%
19 13.868 1998 2003 2006 rBV 778502 687317 18.88% 2.376%
20 14.621 2127 2131 2140 rBV 211889 255009 7.00% 0.881%

21 15.280 2238 2243 2256 rVB 438893 564885 15.51% 1.952%

Sum of corrected areas: 28931412
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090117\
BF098229.D
1 Sep 2017 16:23
SJ/JU
15025-07

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098229.D

Aca On : 1 Sep 2017 16:23

Operator : SJ/JU

Sample : 15025-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5

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

4.93 8.64 ng 316220 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 483 (4.928 min): BF098229.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 S L SET
| 83.0 | 4.60 4.80 500 5.20
o} Y T s A m/z 59.05 58.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS SSDESEAE SRRE RRE
460 4.80 5.00 5.20
59.0 m/z 101.10 23.20%
27\0\ L1l ‘ 70.0 83.0 10:\L0
G R S R AR AL RARLA AR KRR RARAN RARN LAAS) SARS EASE EARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 17.66%
o 73.0 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— LA L L B L LB |
43.0 460 4.80 5.00 5.20
m/z 41.05 9.10%
5000
101.0
71.0
oL 30 280 560 | g0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098229.D

Aca On : 1 Sep 2017 16:23

Operator : SJ/JU

Sample : 15025-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.49 Concentration Rank 1

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

6.49 91.44 ng 3345220 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF098229.D (-744) (-) m/z 132.10 100.00%
13R.1
5000 68.1
40.1 s 620 640 6.60 6.80
1 540 : : : :
0 S0 I .2 | m/z 68.10 47.11%
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 RS U R R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.10 32.70%
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
57.0 132.0
740 o5 o o ok
5000 9go 1160 m/z 66.10 28.84%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R R e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.63%
97.0
5000 0.0
31.0 520
0"h'|y'b'“'”“”|”"W"y??""l""w"'l"" RS U R R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098229.D

Aca On : 1 Sep 2017 16:23

Operator : SJ/JU

Sample : 15025-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.49 ng 85512 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Octacosanol 410 C28H580 000557-61-9 93
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 1978 (13.721 min): BF098229.D (-1974) (-) m/z 57.00 100.00%
5000
391 1910 2810 13.40 13.60 13.80 14.00
ol A m/z 69.00 96.63%
m/z--> 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 (97.0
5000 AR A DR
mmwmwmmm
2.0 m/z 83.05 93.73%
0 270 | “ N | P | 168.0 210.0238.0 278.0308.0337.0
m/z--> 55 160 1%0 260 2éo 360 3%0
Abundance
430 230 .
13.'40 13.I60 13.|80 14.'00 '
5000 111.0 m/z 97.10 88.60%
0 140.0 1820 2240  280.0309.0
m/z--> 55 160 150 200 250 300 3%0
Abundance #210517: 1-Heptacosanol SRR T T T ]
57.0 (97.0 13.40 13.60 13.80 14.00
m/z 55.10 87.87%
5000
39.0
0 27,0 | ‘lj | ! H |, 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&1,0 13 40 13. 60 13. 80 14. oo
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098229.D

Aca On : 1 Sep 2017 16:23

Operator : SJ/JU

Sample : 15025-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 6 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.62 9.03 ng 255009 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 35
3 Hexanamide 115 C6H13NO 000628-02-4 35
4 Dodecanamide 199 C12H25NO 001120-16-7 35
5 2-Butanamine, N,N-dimethyl- 101 C6H15N 000921-04-0 22

Abundance Scan 2131 (14.621 min): BF098229.D (-2127) (-) m/z 59.00 100.00%

5000

S

14.40 14.60 14.80 15.00
m/z 72.00 82.75%

0 154.1 184.1210.1 240.3267.0 294.3320.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59.0

%

5000 IIII|lllllllllllllll
14.40 14.60 14.80 15.00
m/z 55.00 45 _.15%
29.0 83.0 126.0
o "~ 154.0 184.0210.0 238.0  281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
14.'40 14.'60 14.'80 15.'00
5000 m/z 69.10 33.02%

83.0 123.0 1590

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #7791: Hexanamide L B e

59.0 14.40 14.60 14.80 15.00
m/z 43.10 29.33%

5000
27.0 86.0

o.upmﬂﬁ”h.nwﬁ.wf%ﬁe..”” TP e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14.60 14.80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
Data File : BF098229.D

Acq On : 1 Sep 2017 16:23

Operator : SJ/JU

Sample - 15025-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4 .93 8.6 ng 316220 1 6.72 731645 20.0
unknown6 .49 6.49 91.4 ng 3345220 1 6.72 731645 20.0
n-Tetracosanol-1 13.72 2.5 ng 85512 5 13.87 687317 20.0
9-Octadecenamide, ... 14.62 9.0 ng 255009 6 15.28 564885 20.0

8270-BF081517.M Tue Sep 05 16:47:03 2017 Page: 7



