LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090772.D

Aca On : 22 Oct 2016 19:43 Instrument :
Operator - UM/SJ BNA_F

Sample - H5343-03 ClientSampleld :
Misc - RMAB-SB02-14.5-15.0
ALS Vial : 53 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 5.057 235 238 249 rBV 518429 876331 18.16% 2.095%
2 5.469 271 274 292 rBVY 3652725 3893885 80.70% 9.311%
3 6.497 361 364 366 rBY 2993519 4064975 84.25% 9.720%
4 6.623 372 375 377 rBVY 4117560 4039701 83.73% 9.659%
5 6.852 393 395 406 rBY 1219660 1337656 27.72% 3.198%

7.012 406 409 411 rBV 3278812 3370998 69.87% 8.060%
7.423 442 445 447 rBV 1599257 2454286 50.87% 5.868%
7.515 452 453 461 rVB 49669 100232 2.08% 0.240%
8.143 505 508 510 rBV 1243223 1713447 35.51% 4_.097%
9.218 599 602 604 rBV 4712531 4824949 100.00% 11.537%

=
QO ~NO®

11 9.606 634 636 639 rBvV 871201 1097966 22.76% 2.625%
12 9.892 658 661 664 rBV 2242147 2123663 44.01% 5.078%
13 10.681 727 730 733 rBvV 2773007 2900271 60.11% 6.935%
14 10.795 739 740 747 rVB 75095 130686 2.71% 0.312%
15 11.252 778 780 781 rBV 46972 56884 1.18% 0.136%

16 11.378 788 791 805 rBV 1986333 1971036 40.85% 4.713%
17 12.966 927 930 932 rBV 4594660 4514383 93.56% 10.794%

18 13.858 1006 1008 1016 rBV 55367 92244 1.91% 0.221%
19 14.018 1019 1022 1024 rBV 974531 1183467 24.53% 2.830%
20 14.864 1094 1096 1098 rBV 73094 75467 1.56% 0.180%

21 15.447 1144 1147 1161 rBV 738271 999204 20.71% 2.389%

Sum of corrected areas: 41821731
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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\BF102116\

BF090772.D

22 Oct 2016 19:43

UM/SsJ

H5343-03

53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

RMAB-SB02-14.5-15.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090772.D

Aca On : 22 Oct 2016 19:43

Operator : UM/SJ

ﬁ?ggle i H5343-03 RMAB-SB02-14.5-15.0
ALS Vial : 53 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.

5.06 13.10 ng 876331 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
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 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 238 (5.057 min): BF090772.D (-235) (-) m/z 43.10 100.00%

43
59
5000
101

4.80 500 520 540
83
o...,....,....,....-,'::..‘??.':I,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 61.69%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

480 5.00 520 5.40
m/z 101.10 23.38%

3‘1 83 03 ?
O RARAS AR RARAS LARRS RARAS RARAS AARS RERAS RRARS LARAS LAASS RARAS LAAR RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
_l_l_l_l—rl_l_l_lj_

57 4.80 500 520 5.40
5000 m/z 58.10 18.91%
29 101
o 2 73 83
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T . =
59 4.80 5.00 5.20 5.40

m/z 41.10 8.01%

5000 41
68
0 || s0, 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090772.D

Aca On : 22 Oct 2016 19:43

Operator : UM/SJ

ﬁ?ggle i H5343-03 RMAB-SB02-14.5-15.0
ALS Vial : 53 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 unknown6.62 Concentration Rank 1

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

6.62 60.40 ng 4039700 1,4-Dichlorobenzene-d4 6.85
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-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 375 (6.623 min): BF090772.D (-372) (-) m/z 132.00 100.00%
132
5000 68 k
40 | 75 % 620 640 6.60 6.80 7.00
54 104
o..,....,....,....,'.'.‘.‘7.,....??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,'.'..,.. m/z 68.10 40.87%
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 AR L R I
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.90%
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 SRS A
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.05 25 .50%
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 16.25%

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\BF102116\

Data File : BF090772.D

Acq On : 22 Oct 2016 19:43

Operator : UM/SJ

ﬁ?ggle i H5343-03 RMAB-SB02-14.5-15.0
ALS Vial : 53 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... 5.06 13.1 ng 876331 1 6.85 1337660 20.0
unknown6 .62 6.62 60.4 ng 4039700 1 6.85 1337660 20.0
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