LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115064.D

Aca On 15 Jun 2019 2:09

Operator : HP/JU

Sample : K3294-01

Misc :

ALS Vial : 23 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061219.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 4.175 350 355 362 rBV 64467 88703 1.63% 0.212%
2 4.834 461 467 470 rBVY 1987766 2384899 43.70% 5.710%
3 5.257 535 539 555 rBY 2230796 2116570 38.79% 5.067%
4 6.292 710 715 718 rBVY 4356327 4603478 84.36% 11.021%
5 6.416 732 736 739 rBVY 4083137 3630090 66.52% 8.691%

6.645 771 775 779 rBV 1861476 1465378 26.85% 3.508%
6.804 798 802 805 rBV 4724432 4178066 76.56% 10.003%
7.210 866 871 874 rBV 3407208 3210839 58.84% 7.687%
7.928 989 993 996 rBV 2254588 1810330 33.17% 4 _.334%
9.004 1171 1176 1179 rBV 6163458 5457013 100.00% 13.065%

=
QO ~NO®

11 9.398 1239 1243 1254 rBV 1060950 890503 16.32% 2.132%
12 9.675 1286 1290 1305 rVB 2280956 1955417 35.83% 4.681%
13 10.457 1419 1423 1433 rBV 880570 836720 15.33% 2.003%
14 11.145 1537 1540 1543 rBV 1816007 1675896 30.71% 4.012%
15 11.169 1543 1544 1548 rVB 114385 77134 1.41% 0.185%

16 11.692 1628 1633 1636 rBV2 56764 74531 1.37% 0.178%
17 12.351 1742 1745 1750 rBV 198596 166714 3.06% 0.399%
18 12.574 1778 1783 1786 rBV 207382 215603 3.95% 0.516%
19 12.727 1805 1809 1813 rBV 4120624 3838401 70.34% 9.190%
20 13.768 1982 1986 1989 rBV 1659901 1634857 29.96% 3.914%

21 14.527 2113 2115 2118 rBV 147512 160099 2.93% 0.383%
22 14.762 2153 2155 2158 rBV 91630 111848 2.05% 0.268%
23 15.145 2216 2220 2225 rBV 1018181 1186193 21.74% 2.840%

Sum of corrected areas: 41769282
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\

BF115064.D

15 Jun 2019 2:09

HP/JU

K3294-01

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115064.D

Aca On 15 Jun 2019 2:09

Operator : HP/JU

Sample : K3294-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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.

4.83 32.55 ng 2384900 1,4-Dichlorobenzene-d4 6.65
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 466 (4.828 min): BF115064.D (-461) (-) m/z 42.95 100.00%
43
59
5000
101 I B
440 4.60 4.80 5.00 5.20
83
..,....,....,.?.6.','::..?.1..1,...‘??....,.~...,...:,....,....,....,....,...., m/z 59.00 59.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS D I S
440 4.60 4.80 5.00 5.20
m/z 101.00 23.27%
”I'"'I”'”?ﬁ"“ﬂ"'I":W""I'”'Ig?'ﬁg?'}?i"l"'ﬁ""I”"I"'W
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
59
440 460 480 500 520
5000 M m/z 58.00 15.93%
68
"|'"w""|"”HIL'?g'“*i"wl""|'“'|""|“"|"'w'%%§|“"%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— | L L N L IAI T
43 440 4.60 4.80 5.00 5.20
m/z 40.95 8.94%
5000
101
71
15 28
"PL'P“wP”'ﬁL'PﬁéP“'l”'PﬁqP'”L'”P'“P'”P'”P'”I RN AR RS LS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115064.D

Aca On 15 Jun 2019 2:09

Operator : HP/JU

Sample : K3294-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 unknown6.42 Concentration Rank 2

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

6.42 49.54 ng 3630090 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 737 (6.422 min): BF115064.D (-732) (-) m/z 132.00 100.00%
5000
68
% J 6.00 6.0 6.40 6.60 6.80
40 : : : : :
| {787 | xeus . | m/z 134.00 34.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 INAEPENAABIRRERSNARBENAR
6.00 6.20 6.40 6.60 6.80
31 78 m/z 68.00 30.26%
”III.! ||.|.!..||....|.|...|.. '.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AR AR RARR AR
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.00 19.54%
97
‘ 29 ‘ 117
IIII‘I‘II\I\I ‘:‘l‘:‘:“|‘|8|8|‘i|1|O|6||“||| B E e
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! IR e e e e e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.00 13.08%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. S | G
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115064.D

Aca On 15 Jun 2019 2:09

Operator : HP/JU

Sample : K3294-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 4
R.T. EstConc Area Relative to ISTD R.T.
14.53 2.70 ng 160099 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 64
3 Dodecanamide 199 C12H25N0 001120-16-7 50
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 46
5 Tetradecanamide 227 C14H29NO 000638-58-4 38

Abundance Scan 2115 (14.527 min): BF115064.D (-2113) (-) m/z 59.00 100.00%

5000

L

141165180213 256 298 333 368 416 1420 1440 1460 1480
I 482 m/z 72.00 75.65%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #128445: 9-Octadecenamide, (2)-
59

5000 R B AR RE N A
14. 20 14. 40 14 60 14. 80

29 m/z 55.00 61.56%
3 126

L5154 184210238 281

”..,”..,”..,”..,”..,”..,”..,”..
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #174696: 13-Docosenamide, (2)-

14.20 14.40 14.60 14.80
5000 m/z 41.00 36.80%

29 83 126 337
Ll s es0e23 arsog |

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #60440: Dodecanamide R AEmEEEE L
59 14.20 14.40 14.60 14.80

m/z 69.05 32.44%

5000
28

816 128 156 199

m/z--> 0 50 100 150 200 250 300 350 400 450 14. 20 14. 40 14 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061419\
Data File : BF115064.D

Acq On 15 Jun 2019 2:09

Operator : HP/JU

Sample - K3294-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219_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... 4.83 32.5 ng 2384900 1 6.65 1465380 20.0
unknown6 .42 6.42 49.5 ng 3630090 1 6.65 1465380 20.0
9-Octadecenamide, ... 14.53 2.7 ng 160099 6 15.14 1186190 20.0
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