LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107427.D

Aca On 17 Jul 2018 2:32

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 19 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\HPCHEMI\BNA F\METHODS\8270-BF071618 .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 5.213 485 489 494 rVB 206791 209625 11.12% 1.139%
2 5.601 551 555 559 rVB 2029812 1862495 98.78% 10.117%
3 6.278 669 670 677 rBv4 15229 22113 1.17% 0.120%
4 6.601 720 725 728 rBVY 2047679 1825138 96.80% 9.914%
5 6.625 728 729 733 rVB 42014 26089 1.38% 0.142%
6 6.748 746 750 754 rVV 2222214 1885431 100.00% 10.242%
7 6.801 754 759 763 rVB3 30919 31867 1.69% 0.173%
8 6.984 786 790 793 rBV 870216 751044 39.83% 4 .080%
9 7.137 812 816 819 rBVY 1612828 1278567 67.81% 6.945%
10 7.542 880 885 888 rBY 1195636 1058896 56.16% 5.752%

11 8.266 1004 1008 1011 rBV 976565 813116 43.13% 4.417%
12 9.078 1142 1146 1149 rBV3 22080 28211 1.50% 0.153%
13 9.336 1186 1190 1194 rBV 1729588 1454088 77.12% 7.899%
14 9.730 1254 1257 1260 rVB 388588 302383 16.04% 1.643%
15 10.025 1301 1307 1311 rBV2 1024880 903696 47.93% 4._.909%

16 10.054 1311 1312 1315 rVB2 45528 33798 1.79% 0.184%
17 10.442 1374 1378 1381 rVB5 13796 21737 1.15% 0.118%
18 10.572 1398 1400 1405 rVB5 27076 26624 1.41% 0.145%

19 10.813 1437 1441 1445 rBV 1415563 1135557 60.23% 6.168%
20 11.519 1557 1561 1564 rBV 1043983 963052 51.08% 5.231%

21 12.024 1644 1647 1649 rBv4 33103 30203 1.60% 0.164%
22 12.454 1716 1720 1722 rBV4 20137 25802 1.37% 0.140%
23 12.513 1728 1730 1732 rBV3 25723 21546 1.14% 0.117%
24 12.730 1765 1767 1771 rBV3 76410 81589 4_.33% 0.443%
25 12.966 1804 1807 1809 rBvV4 46504 47442 2.52% 0.258%

26 13.101 1826 1830 1833 rBV 1843311 1542312 81.80% 8.378%
27 13.654 1922 1924 1927 rBV4 44766 52540 2.79% 0.285%
28 13.983 1977 1980 1983 rBV3 183470 153041 8.12% 0.831%
29 14.165 2007 2011 2014 rVB 1139115 1036045 54.95% 5.628%
30 15.695 2267 2271 2276 rBV 537526 785499 41.66% 4.267%

Sum of corrected areas: 18409546
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\

BF107427.D

17 Jul 2018 2:32

JussJ

J3975-05

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107427.D

Aca On 17 Jul 2018 2:32

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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.
521 s558ng 200625  1,4-Dichlorobenzene-da 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 59

000540-88-5 38
016504-58-8 38
000921-14-2 37

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2
4 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2

5 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 36
Abundance Scan 488 (5.207 min): BF107427.D (-485) (-) m/z 42.95 100.00%
43.0
5000
101'0 Trrryrrrryrrrryrrrrprr
480 5.00 5.20 5.40 5.60
ol o [ 1595 | 21552428 8209 8591 n,,o7"5g 00 68.88Y%
m/z--> 50 100 150 200 250 300 350
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | AL LN L L L LB LB L
480 5.00 5.20 5.40 5.60
m/z 101.00 24 .18%
“ 101.0
ol —yp 20 4 - —————————
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
IIIIIIIIIIIIIIIIIIIIIAII
480 5.00 5.20 5.40 5.60
5000 m/z 58.00 18.35%
101.0
0 15.0 73.0
L L LA B B T e B o B s o an
m/z--> 50 100 150 200 250 300 350
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 480 5.00 5.20 5.40 5.60
m/z 40.90 12.81%
5000 101.0
ozl |
m/z--> 5 100 150 200 250 300 350 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107427.D

Aca On 17 Jul 2018 2:32

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 2 unknown6.75 Concentration Rank 1

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

6.75 50.21 ng 1885430 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 750 (6.748 min): BF107427.D (-746) (-) m/z 132.00 100.00%
132.0
68.0
5000
TTTTrr T T T T T T T
6.40 6.60 6.80 7.00
o! hodl L1827 287.0 2855 34003806 4892 /7 67.95  53.94%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 AR AR RARSE AR
6.40 6.60 6.80 7.00
0
310 700 m/z 66.00 39.90%
0 ‘ L bl b
AR UL UCRLELELN UL SRR SRR UL SURLREL DU SAR
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
6.40 660 680 7.00
5000 m/z 134.00 35.20%
06,0 530
O L B I B WL L B UL I
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R B R
56.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 27 .81%
5000
0 |15'Q\ I ‘ \193'0

m/z--> 0 50 100 150 200 250 300 350 400 450

6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107427.D

Aca On 17 Jul 2018 2:32

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 4 Pyridine-3-carboxamide, oxi... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.95 ng 153041 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine-3-carboxamide. oxime. N... 281 C13H10F3N30 288246-53-7 91
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 87
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 83
4 1-Nonadecene 266 C19H38 018435-45-5 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 83
Abundance Scan 1979 (13.977 min): BF107427.D (-1977) (-) m/z 83.05 100.00%

.0

5000
41
25912031 37944223 4903 .,o, | 13.60 13.80 14.00 14.20
0 m/z 57.00 78.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127989: Pyridine-3-carboxamide, oxime, N-(2-trifluorometh...
69.0 244.0
5000 161.0 L L L B L L O
13.60 13.80 14.00 14.20
\ 144.0 m/z 69.00 71.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0 97.0
R R W o
13.60 13.80 14.00 14.20
5000 m/z 97.00 57.84%
266.0
o 1390182 0224.0
L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175127: Trifluoroacetoxy hexadecane R ma e AR
7.0 13.60 13.80 14.00 14.20
m/z 71.00 48.26%
5000 11.0
015d J | 154.0196.0  269.0 3200
i e B i T R e e B R R W o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 60 13 80 14. 00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
Data File : BF107427.D

Acq On 17 Jul 2018 2:32

Operator : JU/SJ

Sample - J3975-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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... 5.21 5.6 ng 209625 1 6.98 751044 20.0
unknown6.75 6.75 50.2 ng 1885430 1 6.98 751044 20.0
Pyridine-3-carbox... 13.98 3.0 ng 153041 5 14.17 1036050 20.0
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