LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097130.D

Aca On 27 Jul 2017 18:49

Operator : SJ/JU

Sample = 14432-10

Misc :

ALS Vial : 14 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-BF072517.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 4.622 462 465 475 rBV 82036 114705 5.19% 0.746%
2 5.087 540 544 560 rBY 1064549 1118702 50.57% 7.272%
3 6.145 719 724 739 rBV 747059 784191 35.45% 5.098%
4 6.257 739 743 750 rBVY 1904027 1706115 77.13% 11.091%
5 6.486 779 782 786 rBV 676559 545935 24.68% 3.549%
6 6.645 804 809 812 rBVY 1921132 1919639 86.78% 12.479%
7 7.057 874 879 892 rBVY 1528791 1582761 71.55% 10.289%
8 7.769 996 1000 1008 rBV 739514 617347 27.91% 4.013%
9 8.727 1159 1163 1168 rVB 37261 38489 1.74% 0.250%
10 8.851 1179 1184 1187 rBV 2164336 2212102 100.00% 14.380%
11 9.245 1248 1251 1254 rBV 63673 47188 2.13% 0.307%

12 9.516 1293 1297 1304 rVB 605039 549699 24.85% 3.573%
13 10.298 1426 1430 1440 rBV 1079948 973810 44.02% 6.330%
14 10.439 1451 1454 1461 rVB 22311 24931 1.13% 0.162%
15 10.986 1543 1547 1551 rBV 515943 431743 19.52% 2.807%

16 12.574 1812 1817 1820 rBV 1654620 1622864 73.36% 10.550%
17 13.480 1968 1971 1976 rBV3 30748 46343 2.09% 0.301%
18 13.610 1989 1993 1998 rBV 573392 504249 22.80% 3.278%
19 14.957 2218 2222 2227 rVB 365453 398930 18.03% 2.593%

20 15.433 2301 2303 2311 rVB9 18544 24389 1.10% 0.159%

21 16.833 2539 2541 2545 rBV4 19276 34326 1.55% 0.223%

22 17.474 2644 2650 2653 rBV7 25701 62132 2.81% 0.404%

23 18.721 2860 2862 2864 rBV3 18195 22450 1.01% 0.146%
Sum of corrected areas: 15383040
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA F\DATA\BFO72717\
: BF097130.D

27 Jul 2017 18:49

: SJ/JU

= 14432-10

14 Sample Multiplier: 1

> Z:\HPCHEMI\BNA F\METHODS\827

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

0-BFO72517 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097130.D

Aca On 27 Jul 2017 18:49

Operator : SJ/JU

Sample = 14432-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.62 4.20 ng 114705 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25

Abundance Scan 465 (4.622 min): BF097130.D (-462) (-) m/z 43.00 100.00%
43.0
59.0
5000
510, | 60 1°|1-1 420 440 460 480 5.00
R e T T B e o B R m/z 59.00 52.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR UL SRR R
420 4.40 4.60 4.80 5.00
59.0 1010 m/z 101.10 15.43%
210 | 510 ‘ 69.0 8300910 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 480 5.00
5000 310 430 73.0 m/z 58.00 14.66%
51.0 84.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 420 4.40 4.60 4.80 5.00
m/z 41.00 7.10%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097130.D

Aca On 27 Jul 2017 18:49

Operator : SJ/JU

Sample = 14432-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknown6.26 Concentration Rank 2

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

6.26 62.50 ng 1706120 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (6.257 min): BF097130.D (-739) (-) m/z 132.00 100.00%
13p.0
5000 68.1
200 o1 Toho 620 640 660
: e B m/z 68.10 40.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U S U IR
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 33.13%
‘ I 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
600 620 640 6.60
5000 m/z 66.00 26.02%
104.0
270 510 %00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! AR EE R
57.0 13p.0 6.00 6.20 6.40 6.60
m/z 69.10 16.16%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R  ARAREEEES TS
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097130.D

Aca On 27 Jul 2017 18:49

Operator : SJ/JU

Sample = 14432-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 4 unknownl7.47 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17 .47 3.11 ng 62132 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole. l-propvl-4-(4.4.5.5... 236 C12H21BN202 1000319-70-1 14
2 Cyclopentenol4.3-bltetrahvdrofur... 358 C19H1805S 1000211-22-7 12
3 4-Sulfamovl-thiophene-2-carboxvl... 207 C5H5N04S2 1000300-36-6 10
4 2.3.4.5.6-Pentafluorophenvlaceto... 207 C8H2F5N 000653-30-5 9
5 Anthranilic acid, N-methyl-, but... 207 C12H17NO2 015236-34-7 9
Abundance Scan 2649 (17.468 min): BF097130.D (-2644) (-) m/z 57.00 100.00%
5%.0
95.0 207.1
5000
1210 461 e
|“ ||||| | | 281.1 17.20 17.40 17.60 17.80
L 'm/z 43.05 95.80%
m/z--> 50 100 150 200 250 300 350
Abundance #90381: 1H-Pyrazole, 1-propyl-4-(4,4,5,5-tetramethyl-1,3,2...
137.0 207.0
236.0
5000 L DAL UM SR B
179.0 17.20 17.40 17.60 17.80
so 950 ‘ m/z 207.10  59.64%
; u‘\\ IH‘??‘:OI\I\‘I‘“V .“.“‘. \l\ . \‘; o I | l\ Al AR T
m/z--> 50 100 150 200 250 300 350
Abundance
207.0
'17.20 17.40 17.60 17.80
0
5000 iio 1000 1510 m/z 69.00 55.09%
73.0 179.0
330.0358.0
m/z--> 50 100 150 200 250 300 350
Abundance #67032: 4-Sulfamoy!I-thiophene-2-carboxylic acid AR EEEEE RS
207.0 17.20 17.40 17.60 17.80
m/z 95.05 52.96%
50000 450 820 1270
. .‘.‘ﬂ“.“.““. T Il?S;Ol\I I —— —
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072717\
Data File : BF097130.D

Acq On 27 Jul 2017 18:49

Operator : SJ/JU

Sample : 14432-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
Quant Title : 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... 4.62 4.2 ng 114705 1 6.49 545935 20.0
unknown6 .26 6.26 62.5 ng 1706120 1 6.49 545935 20.0
unknownl17 .47 17 .47 3.1 ng 62132 6 14.96 398930 20.0
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