LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF072617\
Data File : BF097083.D

Aca On : 26 Jul 2017 18:58

Operator : SJ/JU

Sample : PB100971BL

Misc :

ALS Vial : 4 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 4.663 467 472 483 rBV 180472 308258 9.79% 1.177%
2 5.104 543 547 562 rBVY 2652250 3029141 96.18% 11.566%
3 6.163 721 727 730 rBVY 2645756 2792302 88.66% 10.662%
4 6.269 740 745 748 rBVY 2837271 2769066 87.92% 10.573%
5 6.492 779 783 789 rBV 778751 646368 20.52% 2.468%

6.651 805 810 813 rBV 2314549 2156492 68.47% 8.234%
7.063 875 880 883 rBvV 1710850 1818393 57.73% 6.943%
7.775 997 1001 1005 rBV 948892 921136 29.25% 3.517%
8.857 1179 1185 1188 rBV 2748045 3149595 100.00% 12.026%
9.522 1293 1298 1302 rBV2 975227 974818 30.95% 3.722%

=
QO ~NO®

11 10.310 1426 1432 1436 rBV 1687861 1954478 62.05% 7.463%
12 10.998 1544 1549 1553 rBV 1127837 979983 31.11% 3.742%
13 12.592 1813 1820 1823 rBV 2566723 3005070 95.41% 11.474%
14 13.621 1991 1995 2001 rBV 965762 913439 29.00% 3.488%
15 14.974 2220 2225 2230 rBV 548259 613906 19.49% 2.344%

16 15.798 2361 2365 2371 rVB5 20903 34407 1.09% 0.131%

17 16.845 2536 2543 2551 rBV8 24106 79933 2.54% 0.305%

18 17.645 2676 2679 2683 rBV5 18808 42581 1.35% 0.163%
Sum of corrected areas: 26189366
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097083.D

Aca On - 26 Jul 2017 18:58

Operator : SJ/JU

Sample : PB100971BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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: BF097083.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097083.D

Aca On : 26 Jul 2017 18:58

Operator : SJ/JU

Sample : PB100971BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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._.66 9.54 ng 308258 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 39
2 3-0Octanol 130 C8H180 000589-98-0 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 471 (4.657 min): BF097083.D (-467) (-) m/z 43.00 100.00%
43.0
59.0
5000
Il e ek 4bo 4Bo 500
e e e e e e e m/z 59.00 53.77%
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 L I LU I R
59.0 440 460 480 5.00
0
150 4, 1010 m/z 101.10 14 .20%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 500
m/z 58.00 13.71%
5000 29.0 41.0 83.0 1
101.0
71.0 112.0 129.0
wﬂmmmmm
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 e o
54.0 440 4.60 4.80 5.00
m/z 41.00 9.43%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097083.D

Aca On : 26 Jul 2017 18:58

Operator : SJ/JU

Sample : PB100971BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.27 Concentration Rank 1

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

6.27 85.68 ng 2769070 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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (6.269 min): BF097083.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBEAREE SRS RSN S
401 540 | 6.00 6.20 6.40 6.60
..,....,....,...:,“.'..:,!!..,::.-.|,..l..,??:?,...'.,.’fPZ-R...,....,~'...,... m/z 68.10 40.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U R L I R
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32.02%
'WH'W“'W“JHJ'ww'w'“H'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 600 620 640 6.60
5000 m/z 66.00 26 .44%
33.0 44.0 105.0
s60 00 860
wwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole A e AR
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.61%
5000
104.0
120 27.0 390 5.0 80770 400 | 50 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097083.D

Aca On : 26 Jul 2017 18:58

Operator : SJ/JU

Sample : PB100971BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl6.84 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.84 2.60 ng 79933 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2.5-dimethvl- 212 C15H32 056292-66-1 14
2 Octadecane. 5-methvl- 268 C19H40 025117-35-5 10
3 Hentriacontane 437 C31H64 000630-04-6 10
4 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 10
5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 10

Abundance Scan 2542 (16.839 min): BF097083.D (-2536) (-) m/z 57.05 100.00%
57.0
5000
" 16.60 16.80 17.00 17.20
m/z 43.00 61.63%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #71404: Tridecane, 2,5-dimethyl-
57.0
5000 LRI UL B BN B
mmmmﬂmﬂm
m/z 71.05 47 .23%
99.0 14090
|1?3QL“|' Q"'w rt T "197'9' A DAL AL UL UL
miz--> 0 50 100 150 200 250 300 350 400
Abundance
71.0
29.0 B —
16.60 16.80 17.00 17.20
5000 m/z 55.00 45 _.74%
113.0 455, 2110 2530
mz-> 0 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane R B R
57.0 16.60 16.80 17.00 17.20
m/z 69.05 39.69%
5000
iy \1 141.0 183.0 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 6 §o 160 1éo 260 250 360 3%0 460 ! 16|60 16. 80 17. 00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072617\
Data File : BF097083.D

Acq On : 26 Jul 2017 18:58

Operator : SJ/JU

Sample : PB100971BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.66 9.5 ng 308258 1 6.49 646368 20.0
unknown6 .27 6.27 85.7 ng 2769070 1 6.49 646368 20.0
unknownl16 .84 16.84 2.6 ng 79933 6 14.97 613906 20.0
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