LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092705.D

Aca On : 1 Feb 2017 15:41

Operator : SJ/MA

Sample : PB96625BL

Misc :

ALS Vial : 5 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-BF013017.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

4.498 209 211 216 rBV 38796 64770 1.54% 0.178%
5.138 264 267 278 rBV 1375060 1824547 43.33% 5.009%
rBvV 3574387 3629928 86.20% 9.966%
6.590 391 394 396 rBV 3597533 4210861 100.00% 11.561%
6.716 402 405 407 rBV 3943829 3677506 87.33% 10.097%
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6.944 422 425 427 rBV 1178120 986312 23.42% 2.708%
7.104 436 439 441 rBV 3080390 3117549 74.04% 8.559%
7.504 471 474 477 rBV 1794406 2547011 60.49% 6.993%
8.236 535 538 540 rBV 1322810 1301116 30.90% 3.572%
9.310 629 632 635 rBV 3263502 4175992 99.17% 11.465%

=
QO ~NO®

11 9.996 689 692 694 rBVY 1537588 1413332 33.56% 3.880%
12 10.785 758 761 764 rBvV2 1871018 2171493 51.57% 5.962%
13 11.482 820 822 825 rBV 1384527 1299901 30.87% 3.569%
14 13.071 958 961 964 rBV 3675190 3692636 87.69% 10.138%
15 14.122 1050 1053 1055 rBV 1398427 1271706 30.20% 3.491%

16 15.585 1178 1181 1184 rBV 745770 996481 23.66% 2.736%
17 16.557 1262 1266 1270 rBV2 17668 42358 1.01% 0.116%

Sum of corrected areas: 36423499
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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\BF020117\

BF092705.D
1 Feb 2017 15:41
SJ/MA
PB96625BL
5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092705.D

Aca On : 1 Feb 2017 15:41

Operator : SJ/MA

Sample : PB96625BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

5.14 37.00 ng 1824550 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 267 (5.138 min): BF092705.D (-264) (-) m/z 43.10 100.00%
31
59.1
5000
101.1 RN R L U
4.80 5.00 5.20 5.40
Ol 810Nl 600 831 | 7789 10 56.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR U N U
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 15.99%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 15.78%
31.0
69.0 87.0
15.0 51.0 98.0
S UL S I IS UL UL UL SULILIS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.92%
5000
410 101.0
o150 30 T 10 | 690 830 .
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092705.D

Aca On : 1 Feb 2017 15:41

Operator : SJ/MA

Sample : PB96625BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2 unknown6.72 Concentration Rank 1

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

6.72 74.57 ng 3677510 1,4-Dichlorobenzene-d4 6.94
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 405 (6.716 min): BF092705.D (-402) (-) m/z 132.10 100.00%
13p.1
5000
961 SRS SRR S SR
40.0 540 ‘ 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'..:,....,.:..,....,??.9 ....,.’fﬂ?ﬁ'....,...., o 'm/z 68.10 43.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRS SRR A SR
6.40 6.60 6.80 7.00
310 510 m/z 134.10 32.51%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 28.22%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R amaamm e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.29%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020117\
Data File : BF092705.D

Acq On : 1 Feb 2017 15:41

Operator : SJ/MA

Sample - PB96625BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.14 37.0 ng 1824550 1 6.94 986312 20.0
unknown6 .72 6.72 74.6 ng 3677510 1 6.94 986312 20.0
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