LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\

Data File : BF099270.D

Aca On : 9 Oct 2017 18:51

Operator : SJ/JU

Sample : 15651-13 N
Misc : S
ALS Vial : 13 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-BF092317.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 2.146 6 10 16 rVB 31402 38893 1.51% 0.179%
2 5.093 507 511 523 rBV 337078 450305 17.51% 2.068%
3 5.487 574 578 582 rBY 2226954 2281455 88.72% 10.480%
4 6.498 745 750 753 rBY 2212784 2276193 88.51% 10.456%
5 6.634 769 773 777 rBV 2483232 2404443 93.50% 11.045%

6.863 808 812 816 rBV 750931 593088 23.06% 2.724%
7.022 834 839 842 rBV 2066772 1827984 71.08% 8.397%
7.428 903 908 911 rBV 1557649 1464629 56.95% 6.728%
8.145 1026 1030 1033 rBV 962720 816837 31.76% 3.752%
9.216 1207 1212 1216 rBV 2653686 2571580 100.00% 11.812%

=
QO ~NO®

11 9.610 1275 1279 1288 rBV 388240 296833 11.54% 1.363%
12 9.898 1324 1328 1332 rBV 1066967 898523 34.94% 4.127%

13 10.316 1397 1399 1403 rVB 34578 27655 1.08% 0.127%
14 10.692 1458 1463 1466 rBV 1606954 1508960 58.68% 6.931%
15 10.792 1477 1480 1489 rVB 59774 59387 2.31% 0.273%

16 11.386 1577 1581 1584 rBV 1072686 866749 33.70% 3.981%
17 12.969 1845 1850 1853 rBV 2322991 2118422 82.38% 9.731%
18 13.439 1925 1930 1937 rBV 57222 60018 2.33% 0.276%
19 13.851 1997 2000 2012 rBV 91706 115064 4._47% 0.529%
20 14.027 2026 2030 2037 rVB 587272 563687 21.92% 2.589%

21 15.498 2275 2280 2290 rBV 392433 529561 20.59% 2.432%

Sum of corrected areas: 21770266
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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

Z:\HPCHEMI\BNA F\DATA\BF100917\

BF099270.D

9 Oct 2017 18:51

SJ/Ju

15651-13

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Time-->
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14.03
15.50

13.85

Time-->

14.00

18.50 19.00

18.00

17.50

16.50 17.00

16.00

15.00

15.50

14.50

8270-BF092317.

M Tue Oct 10 14:02:56 2017 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099270.D

Aca On : 9 Oct 2017 18:51

Operator : SJ/JU

Sample : 15651-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.09 15.19 ng 450305 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 511 (5.093 min): BF099270.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 T
| 83.0 480 5.00 520 5.40
o) EEEEEROY 17 MIESSCDY P | RS eSS S m/z 59.00 61.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U R U S IR
480 5.00 520 5.40
59.0 m/z 101.10 21.48%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 5.00 520 540
5000 m/z 58.00 16.07%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L L B L B
43.0 480 5.00 520 5.40
m/z 41.10 9.24%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'VQQQw"'i“"l' R R U S SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099270.D

Aca On : 9 Oct 2017 18:51

Operator : SJ/JU

Sample : 15651-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.63 Concentration Rank 1

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

6.63 81.08 ng 2404440 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF099270.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
wosio [| 0 e | o0 o o Gy 7o
O T e e e e e e m/z 68.10 37.78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.29%
oL Ly | ‘
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.09%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e REEmEEEEE A
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.23%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l S| G | SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099270.D

Aca On : 9 Oct 2017 18:51

Operator : SJ/JU

Sample : 15651-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexadecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.44 2.13 ng 60018 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 64
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 62
3 7-Nonenamide 155 C9H17NO 090949-53-4 56
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Octanamide 143 C8H17NO 000629-01-6 50

Abundance Scan 1930 (13.439 min): BF099270.D (-1925) (-) m/z 59.00 100.00%

59.0
5000

13.20 13.40 13.60 13.80

0 m/z 72.00 61.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide
59.0
5000 T --/-\-----|-‘--
13.20 13.40 13.60 13.80
m/z 55.10 37 .88%
o 290 | 1860 1140 1420 1700 2120 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.20 13.40 13.60 13.80
5000 m/z 41.00 27.71%
290 81.0 126.0
o 105.07°7"° 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28131: 7-Nonenamide
59.0 13.20 13.40 13.60 13.80
m/z 43.10 21.78%
5000
290‘ ‘ 98.0 126.0 155.0
0...,.‘.‘..‘,“...“lﬁ.‘.‘.‘.,.‘...‘ﬁ..l.,.‘...,...‘. RN B e RN RN R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099270.D

Aca On : 9 Oct 2017 18:51

Operator : SJ/JU

Sample : 15651-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 4

R.T. EstConc Area Relative to ISTD R.T.
13.85 4.08 ng 115064 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 2000 (13.851 min): BF099270.D (-1997) (-) m/z 83.10 100.00%
43.0| 831
5000
25.0
541 5070 13.60 13.80 14.00 14.20
(o} A m/z 57.05 99.97%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000
13.60 13.80 14.00 14.20
30.0 m/z 97.10 97 .67%
0 270 | d N H‘w‘k‘ﬁ‘ﬂeﬁo 210.0238.0 278.0308.0337.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance
83.0
43.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 43.05 88.12%
0 1400 1870  238.0267.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #210517: 1-Heptacosanol
57.0 97.0 13.60 13.80 14.00 14.20
m/z 55.00 86.34%
5000
39.0
27,0] | A J’ | 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.|60 13.80 14.00 14.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100917\
Data File : BF099270.D

Acq On : 9 Oct 2017 18:51

Operator : SJ/JU

Sample : 15651-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.09 15.2 ng 450305 1 6.86 593088 20.0
unknown6.63 6.63 81.1 ng 2404440 1 6.86 593088 20.0
Hexadecanamide 13.44 2.1 ng 60018 5 14.03 563687 20.0
n-Tetracosanol-1 13.85 4.1 ng 115064 5 14.03 563687 20.0
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