LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120616\
Data File : BF091459.D

Aca On : 6 Dec 2016 15:30

Operator : UM/SJ

Sample : H5840-01

Misc :

ALS Vial : 9 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-BF112916.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 5.007 236 238 241 rBV 273749 269521 7 .00% 1.258%
2 5.430 273 275 278 rBV 780324 761104 19.77% 3.552%
3 6.459 363 365 369 rBV 505762 504728 13.11% 2.356%
4 6.607 375 378 380 rBVY 1225329 1485084 38.57% 6.931%
5 6.836 396 398 401 rBV 854791 724332 18.81% 3.380%

6.996 409 412 414 rVB 2869002 2577831 66.95% 12.031%
7.407 444 448 450 rBV 1526077 2203336 57.22% 10.283%
8.128 508 511 513 rBV 765888 926758 24.07% 4._.325%
4189114 3850356 100.00% 17.969%
9.876 661 664 666 rBY 1250153 1084993 28.18% 5.064%
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11 10.653 730 732 735 rBV2 855824 1127417 29.28% 5.262%
12 11.351 791 793 796 rBV 845075 963002 25.01% 4.494%
13 12.939 930 932 935 rBV 2957153 3328846 86.46% 15.535%
14 13.980 1021 1023 1026 rBV 579976 715620 18.59% 3.340%
15 15.408 1145 1148 1151 rBV 506558 597618 15.52% 2.789%

16 17.671 1343 1346 1352 rBV6 68783 150919 3.92% 0.704%

17 17.808 1356 1358 1363 rVV6 20477 46540 1.21% 0.217%

18 17.946 1367 1370 1375 rBV7 33804 66477 1.73% 0.310%

19 18.094 1380 1383 1386 rVB4 19793 42934 1.12% 0.200%
Sum of corrected areas: 21427416
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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\BF120616\

BF091459.D

6 Dec 2016 15:30

UM/SJ

H5840-01

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120616\
Data File : BF091459.D

Aca On : 6 Dec 2016 15:30

Operator : UM/SJ

Sample : H5840-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.01 7.44 ng 269521 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 238 (5.007 min): BF091459.D (-236) (-) m/z 43.00 100.00%
43
59
5000
101 0 aen Enn &b = un
4.60 4.80 5.00 5.20 5.40
Ol St S 8 | "m/z 59.00  54.65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I IR LALULE RIS I
4.60 4.80 5.00 5.20 5.40
m/z 58.00 15.31%
o 25 3 37 ‘ 83 o3 101
A A N e A
Abundance
59
460 480 500 520 5.40
5000 m/z 101.00 13.71%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.82%
5000 41
31
| [
0% '|'%§'|" ﬂll""Ml""lé%lkl""l' "'I""I"'g?l""l' SRS SRS U
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120616\
Data File : BF091459.D

Aca On : 6 Dec 2016 15:30

Operator : UM/SJ

Sample : H5840-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.61 Concentration Rank 2

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

6.61 41_.01 ng 1485080 1,4-Dichlorobenzene-d4 6.84
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 378 (6.607 min): BF091459.D (-375) (-) m/z 132.00 100.00%
5000
68
© s |17 e Paosis o2 4o 560 6B0 700
o} R B m/z 68.10 34 .24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LI N AL
620 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.92%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.19%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 13.55%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 8 S |
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\BF120616\
Data File : BF091459.D

Aca On : 6 Dec 2016 15:30

Operator : UM/SJ

Sample : H5840-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl7.67 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.67 5.05 ng 150919 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-2-(4-bromophenvl)-7-phe... 375 C22H18BrN 072768-16-2 10
2 3.9.11-Trichlorobenzlclacridine-... 375 C18H8CI3NO2 034623-46-6 10
3 4-(6-Deoxv-3-C-methvl-_beta.-aqul... 508 C28H2809 082196-88-1 9
4 Androstan-17-one. 3.7-bisl(trime... 450 C25H4603Si2 056210-89-0 9
5 Benzo[c]pyridazino[l,2-a]Jcinnoli... 494 C26H26N208 038185-69-2 9
Abundance Scan 1346 (17.671 min): BF091459.D (-1343) (-) m/z 348.30 100.00%
348
5000
17.40 17.60 17.80 18.00
0 m/z 358.40 79.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #150071: 6-Methyl-2-(4-bromophenyl)-7-phenylmethylindolizine
377
5000 A DU DU UL UL
17.40 17.60 17.80 18.00
298 m/z 348.70 69.25%
69 141 218 |
0 |||H=“=‘|M‘|||||w‘||||||‘|h||||||=|““‘||||||l‘|‘||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
375
|17.40 17.60 17.80 18.00
5000 m/z 347.40 59.80%
113 149 330
43 225 296
87 188 261
o L o o L L WL WL WAL L W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #169152: 4-(6-Deoxy-3-C-methyl-.beta.-gulopyranosyl)-8-vin... e Ednman
377 17.40 17.60 17.80 18.00
m/z 374.10 59.63%
508
5000
348 432
0 15\;9 247 2?5. ‘\3}8I \M ! }404‘ ‘
TTr[rrrryrrrr|{yrrrr[rrrr[rrrr[rrrr[1irrr[rrrr[7rrri[rrrr —v—v—v—rv—v—v—v—rr
m/z--> 50 100 150 200 250 300 350 400 450 500 ' 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120616\
Data File : BF091459.D

Aca On : 6 Dec 2016 15:30

Operator : UM/SJ

Sample : H5840-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl7.95 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.95 2.22 ng 66477 Perylene-d12 15.41
Hit# of 3 Tentative ID MW  MolForm CAS# Qual
1 4H-1.2.4-Triazole-3-carboxamide.... 642 C36H27BrN403 113372-26-2 10
2 Tris(benzolblselenopheno)l2.3:2"... 540 C24H12Se3 107210-82-2 9
3 1,3,5-Triazine, 2-(4-chloropheny... 538 C15H7CIF12N402 1000270-66-8 7
Abundance Scan 1370 (17.946 min): BF091459.D (-1367) (-) m/z 267.00 100.00%
83115 267 501
a7 163, 332 546
29 380418
5000
17.60 17.80 18.00 18.20
0 L L I N m/z 82.90 89.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173396: 4H-1,2,4-Triazole-3-carboxamide, 4-(4-bromophenyl...
343 537
5000 B
107 196 17.60 17.80 18.00 18.20
s 301 495 m/z 115.00  88.75%
et ] | H d L] mmen
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
538
17.60 17.80 18.00 18.20
5000 m/z 91.10 88.34%
149 1gg 229 2% ;g %8
5 301
o R LA S S AR LA SR LAN SRS LA SRR RAREN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #170549: 1,3,5-Triazine, 2-(4-chlorophenylamino)-4,6-bis(2...
69 17.60 17.80 18.00 18.20
m/z 501.60 86.71%
5000 538
152
11 193
ol 38 L, ) 236269306337%T1 69503
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 1760 17.80 18.00 1820
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091459.D

Acq On : 6 Dec 2016 15:30

Operator : UM/SJ

Sample - H5840-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.01 7.4 ng 269521 1 6.84 724332 20.0
unknown6 .61 6.61 41.0 ng 1485080 1 6.84 724332 20.0
unknownl7 .67 17 .67 5.0 ng 150919 6 15.41 597618 20.0
unknownl17 .95 17.95 2.2 ng 66477 6 15.41 597618 20.0
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