LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090568.D

Aca On : 14 Oct 2016 14:17

Operator : UM/SJ

Sample : H5180-01

Misc :

ALS Vial : 12 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-BF101316.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 5.091 239 241 250 rBV 97869 116319 3.47% 0.644%
2 5.514 276 278 295 rBV 226192 458486 13.67% 2.537%
3 6.543 366 368 378 rBV 228533 531951 15.86% 2.943%
4 6.680 378 380 399 rvv 469507 802076 23.91% 4.438%
5 6.920 399 401 412 rVwVv 623791 961307 28.66% 5.319%

7.069 412 414 437 rVB 389275 624847 18.63% 3.457%
7.480 448 450 467 rBvV 129891 347265 10.35% 1.921%
8.200 511 513 533 rBvV 916407 1461754 43.57% 8.088%
9.286 605 608 617 rBvV 459699 782620 23.33% 4 _330%
9.675 640 642 656 rvVB 388747 399802 11.92% 2.212%

=
QO ~NO®

11 9.960 665 667 680 rBV 2176673 2060027 61.41% 11.398%
12 10.749 733 736 745 rBV 934710 1207229 35.99% 6.679%
13 10.863 745 746 753 rVB 48006 87600 2.61% 0.485%
14 11.321 783 786 787 rBV 28613 43723 1.30% 0.242%
15 11.446 795 797 811 rBV 1495476 2003207 59.71% 11.084%

16 13.035 934 936 950 rBV 3081092 3354704 100.00% 18.561%
17 13.927 1012 1014 1022 rBV2 66180 150497 4._.49% 0.833%
18 14.087 1026 1028 1040 rVvV 1060719 1603615 47.80% 8.873%
19 14.944 1100 1103 1106 rBV 28875 33565 1.00% 0.186%
20 15.550 1153 1156 1168 rBV 608214 1043161 31.10% 5.772%

Sum of corrected areas: 18073755
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090568.D

Aca On : 14 Oct 2016 14:17

Operator : UM/SJ

Sample : H5180-01

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method

Z:\HPCHEMI\BNA F\METHODS\8270-BF101316.M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090568.D

Aca On : 14 Oct 2016 14:17

Operator : UM/SJ

Sample : H5180-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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.

5.09 2.42 ng 116319 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 38
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 12
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 241 (5.091 min): BF090568.D (-239) (-) m/z 43.10 100.00%
a3
59
5000
101
4.80 500 5.20 5.40
Ll 51 .I.|. 8.3 1 0,
R R R SR AN ARAR ARARA RARRA RARAN AARAN LALA RALRS SRS RARRY m/z 59.10 70.74%
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
5000 AR LS LR AN L
59 480 500 5.20 540
m/z 101.10 27 .63%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
480 500 520 540
5000 18 m/z 58.10 19.93%
28
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
59 4.80 500 5.20 5.40
m/z 41.10 8.55%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090568.D

Aca On : 14 Oct 2016 14:17

Operator : UM/SJ

Sample : H5180-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.68 Concentration Rank 1

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

6.68 16.69 ng 802076 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 380 (6.680 min): BF090568.D (-378) (-) m/z 132.00 100.00%
5000 68 \\\ﬁ_
40 % J 640 6.60 6.80 7.00
54 - - - -
o Jrer |y W m/z 68.10 46.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 k\‘
5000 SRS AR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.68%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.05 27.84%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.40 6.60 6.80 7.00
m/z 69.10 17.76%
5000 67
97
‘ o ‘ 117
o....‘,‘. bl es f 206 |
m/z--> 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101416\
Data File : BF090568.D

Acq On : 14 Oct 2016 14:17

Operator : UM/SJ

Sample - H5180-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.09 2.4 ng 116319 1 6.92 961307 20.0
unknown6 .68 6.68 16.7 ng 802076 1 6.92 961307 20.0
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