LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP0O00639.D
Aca On : 11 Oct 2019 18:22 Instrument :
Operator : JU gyA{é el

- _ lentosampleld :
3?22'6 : K5266-13 AMENDED-COMPOSITE-A
ALS Vial : 10 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:\SVOASRV\HPCHEMI1I\BNA P\METHODS\8270-BP100119.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 4.993 481 494 497 rBV 4749006 11273652 100.00% 21.199%
2 5.369 555 558 576 rVB 856700 843995 7.49% 1.587%
3 6.381 727 730 742 rBV2 2030833 2146150 19.04% 4.036%
4 6.516 750 753 761 rVB 1504538 1174961 10.42% 2.209%
5 6.746 789 792 796 rBVY 1748032 1442923 12.80% 2.713%
6 6.904 815 819 822 rBVY 5400825 4466579 39.62% 8.399%
7 7.310 883 888 891 rBY 3637598 3080029 27.32% 5.792%
8 8.034 1007 1011 1014 rBVvV 2208765 1864565 16.54% 3.506%
9 9.116 1191 1195 1198 rBvV 7501185 6125599 54.34% 11.519%
10 9.510 1258 1262 1265 rBvV 1213135 893018 7.92% 1.679%

11 9.792 1307 1310 1314 rVB 2601586 2359912 20.93% 4._.438%
12 10.587 1442 1445 1450 rBV 784599 650627 5.77% 1.223%
13 11.151 1538 1541 1555 rBV2 264424 357287 3.17% 0.672%
14 11.292 1561 1565 1568 rBV 3207585 2599533 23.06% 4_.888%
15 11.363 1574 1577 1581 rVB2 222369 193047 1.71% 0.363%

16 12.516 1770 1773 1776 rVB 173764 148091 1.31% 0.278%
17 12.745 1809 1812 1816 rVB 176073 176287 1.56% 0.331%
18 12.898 1834 1838 1841 rBV 7311932 6951616 61.66% 13.072%
19 13.822 1992 1995 2003 rBv2 181351 252168 2.24% 0.474%
20 13.963 2015 2019 2022 rBV 2738172 2620362 23.24% 4.927%

21 14.457 2100 2103 2106 rBV 148674 137851 1.22% 0.259%
22 14.763 2152 2155 2165 rVB2 165521 193312 1.71% 0.364%
23 15.104 2209 2213 2219 rVB2 193898 230148 2.04% 0.433%
24 15.375 2256 2259 2264 rVV 85574 117905 1.05% 0.222%
25 15.439 2265 2270 2274 rVV 1991905 2417555 21.44% 4._.546%

26 15.486 2275 2278 2283 rVB 120529 159959 1.42% 0.301%
27 15.927 2349 2353 2357 rBV 92834 140884 1.25% 0.265%
28 16.151 2387 2391 2404 rBV10 51213 161660 1.43% 0.304%

Sum of corrected areas: 53179675
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000639.D

Aca On : 11 Oct 2019 18:22

Operator : JU

a?ggle : K5266-13 AMENDED-COMPOSITE-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP000639.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000639.D

Aca On : 11 Oct 2019 18:22

Operator : JU

a?ggle : K5266-13 AMENDED-COMPOSITE-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 unknown4.99 Concentration Rank 1

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

4.99 156.26 ng 11273700 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 Guanidine 59 CH5N3 000113-00-8 38
4 2-Nonanone 142 C9H180 000821-55-6 12
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 494 (4.993 min): BP000639.D (-481) (-) m/z 43.00 100.00%
a3
5000 101
, 460 480 500 520 540
Ol PLy L 129 169198225263 284 330 361391420 453483513541 m/z 59.05 71.41%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 rrrrrrTyrTTT T T T T T T T T T

460 4.80 5.00 520 5.40
m/z 101.05  37.94%

15 101
o,l4.“.”,.”.,”....” e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
A Eaman
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 20.49%
101
15 13
oAy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine A R EEa
59 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.16%
5000f 18
Ol e e e I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000639.D

Aca On : 11 Oct 2019 18:22

Operator : JU

a?ggle : K5266-13 AMENDED-COMPOSITE-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 2 unknown6.52 Concentration Rank 3

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

6.52 16.29 ng 1174960 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 754 (6.522 min): BP000639.D (-750) (-) m/z 131.95 100.00%
132
5000
68
—
6.20 6.40 6.60 6.80
- +, s, .1, A L63 195224 261293 331357 400427455483510537 m/z 133.95 33.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BN SSEE RRSE R

6.20 6.40 6.60 6.80
m/z 68.05 30.70%

31
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
T e E e R
6.20 6.40 6.60 6.80
5000 67 m/z 65.95 19.59%
97
s
0...J‘,‘L.ﬂ.‘u}‘.,.lt..,....,.... R B e A EREARE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl L A ,
57 132 6.20 6.40 6.60 6.80
m/z 96.00 13.33%
5000 98
ol bl il L g 160180 SN | S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000639.D

Aca On : 11 Oct 2019 18:22

Operator : JU

a?ggle : K5266-13 AMENDED-COMPOSITE-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 unknownl1l.15 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.15 2.75 ng 357287 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5.8a-Trimethvldecalin-1-one 194 C13H220 1000195-96-1 32
2 Spirol4.51decan-6-one 152 C10H160 013388-94-8 30
3 2-(Cvanoimino)oxazolidine 111 C4H5N30 050411-06-8 25
4 2-Methvlcvclohexan-1-on-3-vlbuta... 362 C17H3006S 344552-36-9 25
5 1-Methyl-3-n-propyl-2-pyrazolin-... 140 C7H12N20 031272-04-5 22
Abundance Scan 1541 (11.151 min): BP0O00639.D (-1538) (-) m/z 111.00 100.00%

111
43
5000 140 178
81

10 80 11. 00 11. 20 11. 40

ol ,l|.|...%96..?‘}??7.7.,3?9..3??.3?.4,4.1?..,4.6?.‘.‘?5%..?‘,‘? m/z 43.00 77.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56378: 5,5,8a-Trimethyldecalin-1-one ’/\MM\L\—M
111
5000 U SRR JUMRAE SUR R &
41 10.80 11.00 11.20 11.40
81 m/z 178.10 42.08%

138 179
(o}
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25119: Spiro[4.5]decan-6-one
111
67

10.80 11.00 11.20 11.40

5000 m/z 140.05  37.35%
152
3
(o}
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6050: 2-(Cyanoimino)oxazolidine
111 10.80 11.00 11.20 11.40
m/z 107 .05 31.95%
42
5000
i WL/LM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10 80 11. 00 11. 20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_P\DATA\BP101119\

Data File : BP0O00639.D

Acq On : 11 Oct 2019 18:22

Operator : JU

a?ggle - K5266-13 AMENDED-COMPOSITE-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
Quant Title : 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]
unknown4 .99 4.99 156.3 ng 11273700 1 6.75 1442920 20.0
unknown6 .52 6.52 16.3 ng 1174960 1 6.75 1442920 20.0
unknownl11.15 11.15 2.8 ng 357287 4 11.29 2599530 20.0
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