LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095638.D

Aca On : 2 Jun 2017 17:24

Operator : SJ/MA

Sample = 13412-09

Misc :

ALS Vial : 8 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-BF050217 .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 4.799 525 529 555 rBV2 59224 189042 7.52% 0.940%
2 5.451 636 640 674 rBV 999292 2153069 85.61% 10.701%
3 7.087 914 918 932 rBVY 1292831 2111529 83.96% 10.495%
4 7.192 932 936 960 rVB 1539433 2514985 100.00% 12.500%
5 7.534 991 994 1010 rVB 436650 615577 24.48% 3.060%

7.775 1030 1035 1058 rBV 1240331 1725761 68.62% 8.578%
8.445 1145 1149 1185 rBV 756236 1357984 54 .00% 6.750%
9.569 1336 1340 1361 rBV 501294 763798 30.37% 3.796%
11.345 1636 1642 1661 rBVY 1817920 2412275 95.92% 11.990%
12.039 1756 1760 1770 rBV 141523 213096 8.47% 1.059%

=
QO ~NO®

11 12.392 1815 1820 1829 rBV2 712826 920793 36.61% 4._.577%
12 13.686 2036 2040 2061 rBV 612496 1046578 41.61% 5.202%

13 14.010 2090 2095 2104 rBV2 23284 34414 1.37% 0.171%
14 14.798 2224 2229 2248 rVB 480362 741268 29.47% 3.684%
15 15.780 2393 2396 2405 rBV2 28281 42176 1.68% 0.210%
16 16.880 2576 2583 2590 rBV2 15557 27728 1.10% 0.138%
17 17.145 2623 2628 2638 rBV 1399903 1718912 68.35% 8.543%
18 18.386 2831 2839 2849 rBV3 39068 76380 3.04% 0.380%

19 18.498 2854 2858 2870 rBV 399805 567021 22.55% 2.818%
20 19.515 3025 3031 3042 rBvV 166730 240924 9.58% 1.197%

21 19.621 3042 3049 3052 rVVv5 18998 29988 1.19% 0.149%

22 20.168 3138 3142 3153 rBV 400476 579042 23.02% 2.878%

23 20.997 3279 3283 3289 rBVS 20020 37244 1.48% 0.185%
Sum of corrected areas: 20119584
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095638.D

Aca On 2 Jun 2017 17:24

Operator : SJ/MA

Sample : 13412-09

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .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: BF095638.D

7.19
1500000

7.0 777

1000000 545

8.45

500000 7.53

4.80
0“.*.,....|....|....,....,....,....,....,....,....,
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF095638.D

11.35

T I
7.00 7.50

T I r
8.00 8.50 9.00

1500000

1000000

12.39
13.69

500000 9.57 14.80

12.04

14.01 15.78

L e e B o e L e o o e e e e o e L e o e o e e e LA o o o o e B e e e IR I s o e o e e e LA e e e e s e e e

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50
Abundance TIC: BF095638.D

1500000 17.14
1000000

500000 18.50 20.17

19.52
16.88 J L‘ 18. 9.62 21.00

Time--> 17.00 1750 1800 1850 19.00 1950 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095638.D

Aca On : 2 Jun 2017 17:24

Operator : SJ/MA

Sample = 13412-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
48 6.14ng 189042  1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2

000540-88-5 50
016504-58-8 9

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 529 (4.799 min): BF095638.D (-525) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1 R R
83.0 440 4.60 4.80 5.00 5.20
-ttt e e m/z 59.00 62.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BRI LIS L L L LB LB L
59.0 4.40 460 4.80 500 5.20
m/z 101.10 20.93%
31.0 83.0 10:‘[.0
O T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e e
570 440 4.60 4.80 500 5.20
5000 m/z 58.10 16.95%
20.0 101.0
150 73.0 83.0
0 o e LA i e e e s O REEE mmm e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e e
43.0 440 4.60 4.80 5.00 5.20
m/z 41.00 10.08%
5000 101.0
28.0 59.0
15.0 ‘ 70.0 84.0
0 ...,..‘1.,..H.‘l....q‘.:..,.:‘l:i....l.‘...,.‘...,....,;...,. SRS S | B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20

8270-BF050217.M Mon Jun 05 17:51:11 2017

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095638.D

Aca On : 2 Jun 2017 17:24

Operator : SJ/MA

Sample = 13412-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.19 Concentration Rank 1

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

7.19 81.71 ng 2514990 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
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 936 (7.192 min): BF095638.D (-932) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 RN SRS LS UL
40.0 54.0 J 6.80 7.00 7.20 7.40 7.60
bl -|-|.'.8,1-.1. drao oo m/z 68.05 37.37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
2000 o 6.80 7.00 7.20 7.40 7.60
410 o . m/z 134.00 32.17%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
B0 550 70 700 790 760
5000 ' m/z 66.05 22.88%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.80 7.00 7.20 7.40 7.60
m/z 96.00 14 .26%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R ARAREEEE LR
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095638.D

Aca On : 2 Jun 2017 17:24

Operator : SJ/MA

Sample = 13412-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.39 2.69 ng 76380 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 90
3 l17-Pentatriacontene 491 C35H70 006971-40-0 87
4 11-Tricosene 322 C23H46 052078-56-5 87
5 n-Heptadecanol-1 256 C17H360 001454-85-9 83
Abundance Scan 2840 (18.392 min): BF095638.D (-2831) (-) m/z 56.95 100.00%
57.0 97.1
5000
| d |14i"-° 207.0 18.00 18.20 18:40 18.60 18.80
ob e L L m/z 97.10 93.61%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000
18.00 18.20 18.40 18.60 18.80
m/z 43.05 90.19%
o150 | | 1 ‘H‘ | [1390 1960 2600 3300
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance
57.0
97.0 LN IR SR B I
18.00 18.20 18.40 18.60 18.80
5000 m/z 83.00 88.81%
0 139.0 210.0 250.0
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene
43.0 18.00 18.20 18.40 18.60 18.80
m/z 55.00 79.12%
5000 83.0
. y J 1250167.0 2100 267.0307.0 490.0
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095638.D

Aca On : 2 Jun 2017 17:24

Operator : SJ/MA

Sample = 13412-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.52 8.32 ng 240924 Perylene-di12 20.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 83
2 Octadecanamide 283 C18H37NO 000124-26-5 59
3 Dodecanamide 199 C12H25N0 001120-16-7 52
4 d-Glucosamine 179 C6H13NO5 000090-77-7 47
5 Butanamide 87 C4H9NO 000541-35-5 35
Abundance Scan 3032 (19.521 min): BF095638.D (-3025) (-) m/z 59.00 100.00%
5d.0
5000
371 1701 . 1 249.0 19.20 19.40 19.60 19.80
o 19812211 2943 "m/z 72.00 66.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 SRR SRR LR SRS
19,20 19.40 19.60 19.80
m/z 55.10 47 .31%
290 81.0 126.0
o "~ 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
59.0
19.20 19,40 19.60 19.80
5000 m/z 41.05 32.26%
o 29.0 86.0 1280 1554 1840 2120 2400 2830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60440: Dodecanamide BN R RRE EEE S
59.0 19.20 19.40 19.60 19.80
m/z 43.00 31.60%
5000
28.0
86.0
b b A L0 1801860 asmo e Tt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19,20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060217\
Data File : BF095638.D

Acq On : 2 Jun 2017 17:24

Operator : SJ/MA

Sample - 13412-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 4.80 6.1 ng 189042 1 7.54 615577 20.0
unknown7 .19 7.19 81.7 ng 2514990 1 7.54 615577 20.0
Trifluoroacetoxy ... 18.39 2.7 ng 76380 5 18.50 567021 20.0
9-Octadecenamide, ... 19.52 8.3 ng 240924 6 20.17 579042 20.0
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