LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\
Data File : BF090795.D
Aca On > 24 Oct 2016 18:47 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H5366-01 FK-EF-01-002-ABCD
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-BF102116.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 5.011 232 234 247 rBV 612527 1034952 19.21% 2.318%
2 5.434 269 271 274 rBVY 3276754 4273194 79.32% 9.569%
3 6.474 359 362 364 rBY 3803697 4704831 87.33% 10.536%
4 6.600 370 373 376 rBVY 4387283 4496246 83.46% 10.068%
5 6.829 391 393 404 rBV 884503 1177398 21.86% 2.637%

6 6.989 404 407 409 rBV 3976201 3713701 68.93% 8.316%
7 7.400 440 443 445 rBV 2540797 2845082 52.81% 6.371%
8 8.120 503 506 508 rBvV 1577177 1608089 29.85% 3.601%
9 9.195 597 600 603 rBV 4987485 5387291 100.00% 12.064%
10 9.595 632 635 637 rBvV 786471 843382 15.66% 1.889%
11 9.869 657 659 662 rBV 1943726 1867204 34.66% 4.181%
12 10.315 694 698 699 rBvV 59305 89581 1.66% 0.201%
13 10.532 714 717 720 rBV 33979 59165 1.10% 0.132%

14 10.658 726 728 731 rBV2 2434043 3210426 59.59% 7.189%
15 10.783 737 739 744 rVB 113932 142746 2.65% 0.320%

16 11.229 776 778 780 rBV 61615 60757 1.13% 0.136%
17 11.355 787 789 801 rBV 1768141 1764476 32.75% 3.951%
18 12.944 926 928 931 rBV 4458130 4911484 91.17% 10.998%
19 13.847 1005 1007 1013 rBV 55245 100209 1.86% 0.224%
20 13.995 1017 1020 1028 rBV 1272158 1372186 25.47% 3.073%

21 15.424 1142 1145 1155 rVB 740195 994456 18.46% 2.227%

Sum of corrected areas: 44656856
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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\BF102416\

BF090795.D

24 Oct 2016 18:47

UM/SJ

H5366-01

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

FK-EF-01-002-ABCD
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090795.D

Aca On : 24 Oct 2016 18:47

Operator : UM/SJ

ﬁ?ggle i H5366-01 FK-EF-01-002-ABCD
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 17.58 ng 1034950 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 234 (5.011 min): BF090795.D (-232) (-) m/z 43.10 100.00%

43
59
5000

101 L L B
83 460 480 500 520 540

o”,”.w”.qhh?ﬂﬂjp.ﬁ%.”,”.w.”w[”.““.“.”,””,”.w m/z 59.10 59.99%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

460 4.80 5.00 520 5.40
59 m/z 101.10 18.97%

101
21 36 | 51 “ 67 76 83 91 |
T T T T T T T e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59

4.60 4.80 5.00 5.20 5.40

o

5000 m/z 58.10 17.59%
41
0 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester ERE s L REREE LS . ;
59 460 480 500 520 540

m/z 41.10 8.80%

5000 41
68
126
0 Il s 142

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090795.D

Aca On : 24 Oct 2016 18:47

Operator : UM/SJ

ﬁ?ggle i H5366-01 FK-EF-01-002-ABCD
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknown6.60 Concentration Rank 1

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

6.60 76.38 ng 4496250 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 373 (6.600 min): BF090795.D (-370) (-) m/z 132.00 100.00%
132
5000 68 k
40 | 75 % 620 640 6.60 6.80 7.00
54 104
0..,....,....,....,“.'.‘.‘.7,:!..?.1...|....,..5.3.7,....,.'!..,.1.1.5.,....,'.'..,.. m/z 68.10 42.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 I IR L L
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.31%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 SRR S SRR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.26%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 16.83%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115
e N | N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF102416\

Data File : BF090795.D

Acq On > 24 Oct 2016 18:47

Operator : UM/SJ

ﬁ?ggle i H5366-01 FK-EF-01-002-ABCD
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .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 17.6 ng 1034950 1 6.83 1177400 20.0
unknown6 .60 6.60 76.4 ng 4496250 1 6.83 1177400 20.0
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