LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099025.D

Aca On : 3 Oct 2017 12:21

Operator : SJ/JU

Sample : PB102810BL

Misc :

ALS Vial : 3 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

5.110 510 514 522 rBV 388983 472108 14.65% 1.822%
5.498 575 580 583 rBV 2663895 2686181 83.36% 10.367%
rBV 2436086 2642659 82.01% 10.199%
6.640 770 774 778 rBV 2641712 2752279 85.41% 10.622%
6.869 810 813 817 rVB 774321 676726 21.00% 2.612%
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7.028 836 840 843 rBV 2469638 2179889 67.65% 8.413%
7.434 904 909 912 rBV 1709637 1705777 52.93% 6.583%
8.151 1027 1031 1035 rBV 1026522 940066 29.17% 3.628%
9.228 1208 1214 1217 rBV 3311615 3222436 100.00% 12.436%
9.910 1325 1330 1333 rBV 1163285 1046550 32.48% 4_.039%

=
QO ~NO®

11 10.698 1458 1464 1467 rBV 1830541 1731575 53.73% 6.683%
12 11.398 1578 1583 1586 rBV 1204298 1071495 33.25% 4_.135%
13 12.980 1847 1852 1855 rBV 3053575 3070288 95.28% 11.849%
14 14.033 2027 2031 2035 rBV 1040230 893542 27.73% 3.448%
15 15.510 2277 2282 2290 rVB 590647 719969 22.34% 2.779%

16 16.615 2458 2470 2479 rBvV4 26982 99744 3.10% 0.385%

Sum of corrected areas: 25911284
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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\BF100317\

BF099025.D

3 Oct 2017 12:21

SJ/Ju

PB102810BL

3 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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099025.D
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3000000
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TIC: BF099025.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099025.D

Aca On : 3 Oct 2017 12:21

Operator : SJ/JU

Sample : PB102810BL

Misc :

ALS Vial : 3 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.

5.11 13.95 ng 472108 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 514 (5.110 min): BF099025.D (-510) (-) m/z 42.95 100.00%
43.0
59.0
5000
1011 AR R AR AR
| 83.0 | 480 5.00 5.20 5.40
O e e e e e e e m/z 59.00 56.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I L LR I
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 19.71%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.81%
20.0 101.0
0 15.0 73.0 85.0
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 R e R R
54.0 480 5.00 5.20 5.40
m/z 41.10 8.81%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099025.D

Aca On : 3 Oct 2017 12:21

Operator : SJ/JU

Sample : PB102810BL

Misc :

ALS Vial : 3 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 unknown6.64 Concentration Rank 1

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

6.64 81.34 ng 2752280 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 774 (6.640 min): BF099025.D (-770) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || a0 % 1m0 o ok ko 70
o S NSO A N -1 B . I | A m/z 68.10 38.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 MR T
M0 530 o m/z 134.00 32.02%
‘ 79.0 '
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 gk 6bo 650 760
5000 ' m/z 66.00 24 _.33%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 )
Abundance #14491: 5-Aminoindole LA L L L L LB B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .94%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099025.D

Aca On : 3 Oct 2017 12:21

Operator : SJ/JU

Sample : PB102810BL

Misc :

ALS Vial : 3 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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.77 ng 99744 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 97
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 43
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 43
4 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 35
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 35
Abundance Scan 2471 (16.621 min): BF099025.D (-2458) (-) m/z 360.20 100.00%
360.2
152.1 //\N
5000
18p.0 R UL S SULBISE IR
410 769 1250 F 207.9 254.0 16.40 16.60 16.80 17.00
0 S T s M N R/ £ B N EN— m/z 152.05 54.21%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4"-biphenylenediamine
360.0
5000 R I B S R
152.0 16.40 16.60 16.80 17.00
77.0 180.0 m/z 361.20 30.79%
47.0 f' 254.0
ol—— Im‘\l\ Ihld‘l \Ilcl)f"lol ALy i“-“- ‘.‘. |2|1?'9| IM.' — ;
m/z--> 50 100 150 200 250 300 350
Abundance
360.0
" 16.40 16,60 16.80 17.00
5000 m/z 179.05 30.69%
207.0
332.0
39.0 67.0 950123.0 164.0 257.0285.0
O T T I e e
m/z--> 50 100 150 200 250 300 350
Abundance #190933: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl-
360.0 16.40 16.60 16.80 17.00
m/z 359.20 27 .07%
5000
0.0
o 440 770 1150 1510 JJ 214.0242.0 283.0 316.0
m/z--> éo 100 1éo 200 250 300 350 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100317\
Data File : BF099025.D

Acq On : 3 Oct 2017 12:21

Operator : SJ/JU

Sample : PB102810BL

Misc :

ALS Vial : 3 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... 5.11 13.9 ng 472108 1 6.87 676726 20.0
unknown6 .64 6.64 81.3 ng 2752280 1 6.87 676726 20.0
Dibenzylidene 4,4_... 16.62 2.8 ng 99744 6 15.51 719969 20.0
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