LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101512.D

Acq On : 19 Dec 2017 6:58

Operator : SJ/JU

Sample : 16910-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 height area % max. total

5.022 496 499 512 rBvV 74675 106173 3.04% 0.465%
5.434 566 569 588 rBV 1052955 1293417 37.09% 5.667%
rBv2 557147 864888 24.80% 3.790%
6.581 761 764 777 rVV 2196288 2158751 61.91% 9.459%
6.810 799 803 811 rBV 864007 803377 23.04% 3.520%
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6.963 825 829 845 rBV 2826326 2953258 84.70% 12.940%
7.381 895 900 903 rBV 2325466 2197390 63.02% 9.628%
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rvB 82323 90173 2.59% 0.395%

8.092 1017 1021 1033 rBV 1024632 1033837 29.65% 4 _530%

1 8.810 1140 1143 1149 rBV 74062 68159 1.95% 0.299%
11 8.904 1154 1159 1165 rVB 45113 44617 1.28% 0.195%
12 9.169 1199 1204 1207 rBV 3647277 3486844 100.00% 15.278%
13 9.563 1269 1271 1277 rVB 51084 43851 1.26% 0.192%
14 9.828 1313 1316 1317 rBV 117756 98951 2.84% 0.434%

15 9.845 1317 1319 1323 rVvV2 849107 810873 23.26% 3.553%

16 9.880 1323 1325 1333 rVB 116489 101596 2.91% 0.445%

17 10.057 1352 1355 1359 rBvV 49952 46923 1.35% 0.206%
18 10.398 1410 1413 1419 rVB 66682 63464 1.82% 0.278%
19 10.516 1430 1433 1438 rBvV 199249 168808 4._.84% 0.740%
20 10.563 1438 1441 1446 rVB3 31161 35308 1.01% 0.155%

21 10.645 1451 1455 1468 rBV 1039712 1156153 33.16% 5.066%
22 11.339 1569 1573 1576 rBV 788270 724072 20.77% 3.173%
23 11.363 1576 1577 1582 rVB 172697 113283 3.25% 0.496%
24 12.557 1777 1780 1785 rBV 81930 84808 2.43% 0.372%
25 12.792 1813 1820 1824 rBV 48449 65779 1.89% 0.288%

26 12.921 1838 1842 1845 rBV 2771690 2608724 74.82% 11.430%
27 13.804 1989 1992 2000 rBV3 34762 47143 1.35% 0.207%

28 13.986 2020 2023 2031 rVB 868024 842826 24.17% 3.693%
29 15.462 2269 2274 2281 rVB 521302 709364 20.34% 3.108%

Sum of corrected areas: 22822810
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF121817\

BF101512.D

19 Dec 2017 6:58

SJ/Ju

16910-04

39 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101512.D

Acq On : 19 Dec 2017 6:58

Operator : SJ/JU

Sample : 16910-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

5.02 2.64 ng 106173 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 499 (5.022 min): BF101512.D (-496) (-) m/z 43.00 100.00%
a3
59
5000
101 NSRS RS SRR AR
51, 83 | 4.60 4.80 5.00 5.20 5.40
AR U m/z 59.10 52.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S S U SR
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.10 17.98%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 540
5000 m/z 58.00 15.69%
101
o 1B 31 50 %% 69 86
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
509 4.60 4.80 5.00 5.20 5.40
m/z 40.95 8.43%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101512.D

Acq On : 19 Dec 2017 6:58

Operator : SJ/JU

Sample : 16910-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 unknown6.58 Concentration Rank 2

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

6.58 53.74 ng 2158750 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 764 (6.581 min): BF101512.D (-761) (-) m/z 132.00 100.00%
5000 68
40 5 % 620 640 660 6.80 7.00
o [ L Weus | m/z 68.05 41.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR VRS AR R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.00%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 6.80 7.00
5000 gg 116 m/z 66.00 26.55%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.10 16.05%
5000 0
31 52
oLl 61| 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101512.D

Acq On : 19 Dec 2017 6:58

Operator : SJ/JU

Sample : 16910-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.52 4.16 ng 168808 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethyl citrate 276 C12H2007 000077-93-0 91
2 Ethylmalonic acid dipropyl ester 216 C11H2004 001113-91-3 64
3 1,4-Dioxaspiro[4.4]nonane, 7,8-b... 188 C9H1604 1000155-54-9 33
4 2-Chlorobenzoic acid, tridecyl e... 338 C20H31Cl102 1000292-42-8 33
5 Piperazine-l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-79-9 33
Abundance Scan 1434 (10.522 min): BF101512.D (-1430) (-) m/z 157.00 100.00%
157
5000 1s
43 203 T T
| 60 3|7 | 1?9Jr 43 185 | 10.20 10.40 10.60 10.80
Obrrrprrrdirr et e pedde b A e e e e e e m/z 115.00 36.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157
29 R BN UL R
5000 115 10,20 10.40 10.60 10.80
43 203 m/z 43.05 14.00%
ol15 1 J 69 8740y 129943 | 185 231 277
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
157
10.20 10,40 10,60 10.80
5000 43 115 m/z 203.10 11.59%
87
73
o 59 100 188
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52119: 1,4-Dioxaspiro[4.4]nonane, 7,8-bis(hydroxymethyl)- L e
157 10.20 10.40 10.60 10.80
99 m/z 111.00 9.28%
5000 129
274 67 85 | 113
el e farte L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101512.D

Acq On : 19 Dec 2017 6:58

Operator : SJ/JU

Sample : 16910-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.02 2.6 ng 106173 1 6.81 803377 20.0
unknown6 .58 6.58 53.7 ng 2158750 1 6.81 803377 20.0
Triethyl citrate 10.52 4.2 ng 168808 3 9.85 810873 20.0
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