LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107450.D

Aca On 17 Jul 2018 15:37

Operator : JU/SJ

Sample : J3826-03 10X

Misc :

ALS Vial : 15 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

5.207 485 488 491 rBV3 32025 34751 2.85% 0.400%
5.601 550 555 559 rBvV 278476 245686 20.15% 2.826%
rvB 285076 254742 20.89% 2.930%
6.754 748 751 756 rVB 318014 274640 22.52% 3.159%
6.984 787 790 794 rBV 909003 767975 62.97% 8.832%
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7.142 813 817 820 rVB 244492 220159 18.05% 2.532%
7.542 882 885 890 rvB 190000 146924 12.05% 1.690%
rBvV 1075693 956268 78.41% 10.998%
9.342 1187 1191 1194 rBV 358646 302778 24.83% 3.482%
9.730 1254 1257 1261 rVB 42445 48193 3.95% 0.554%
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11 10.030 1304 1308 1314 rVB2 1263964 1103876 90.52% 12.696%
12 10.819 1438 1442 1447 rBV2 245769 225539 18.49% 2.594%

13 10.983 1467 1470 1472 rBvV4 17074 20451 1.68% 0.235%
14 11.366 1534 1535 1538 rBV3 24731 18201 1.49% 0.209%
15 11.401 1538 1541 1543 rBvV4 21994 26202 2.15% 0.301%
16 11.460 1549 1551 1555 rBV5 14749 18437 1.51% 0.212%
17 11.524 1558 1562 1565 rVvV 1353310 1219515 100.00% 14.026%
18 11.548 1565 1566 1570 rVB2 68824 43610 3.58% 0.502%
19 11.583 1570 1572 1574 rBV3 15406 18550 1.52% 0.213%
20 11.707 1591 1593 1595 rBV3 19718 19137 1.57% 0.220%
21 11.995 1640 1642 1645 rBv4 27900 31174 2.56% 0.359%
22 12.024 1645 1647 1650 rvv4 35145 42729 3.50% 0.491%
23 12.054 1650 1652 1654 rVB3 40075 32601 2.67% 0.375%
24 12.101 1657 1660 1663 rBV5 37844 63767 5.23% 0.733%
25 12.130 1663 1665 1669 rBV5 43907 61813 5.07% 0.711%
26 12.207 1675 1678 1679 rBV3 31119 27931 2.29% 0.321%
27 12.254 1684 1686 1692 rVV7 25923 50213 4.12% 0.577%
28 12.742 1766 1769 1771 rVB2 78830 74066 6.07% 0.852%
29 12.971 1805 1808 1812 rVB 105681 97956 8.03% 1.127%

30 13.107 1828 1831 1835 rBV 388630 378029 31.00% 4.348%

31 14.171 2009 2012 2016 rBV 1161426 1138337 93.34% 13.092%
32 15.718 2271 2275 2281 rVB 553839 730691 59.92% 8.404%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107450.D

Aca On 17 Jul 2018 15:37

Operator : JU/SJ

Sample : J3826-03 10X

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 8694941
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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\BFO071718\
BF107450.D

17 Jul 2018 15:37

Ju/sJ

J3826-03 10X

15 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\BFO071718\
Data File : BF107450.D

Aca On 17 Jul 2018 15:37

Operator : JU/SJ

Sample = J3826-03 10X

Misc :

ALS Vial : 15 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 unknown6.75 Concentration Rank 1

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

6.75 7.15 ng 274640 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 14
5 Benzeneethanamine, N-(2-phenylet... 223 C16H17N 005319-59-5 10

Abundance Scan 750 (6.748 min): BF107450.D (-748) (-) m/z 132.00 100.00%
132.0
68.0
5000
40.0 1F4'0 U IR I L
6.40 6.60 6.80 7.00
ol bl Lk X 10422263 2651 3664 m/z 68.00  65.17%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 USSR UL R
6.40 6.60 6.80 7.00
2.0 m/z 66.00 45_27%
0...‘”‘.‘,”.‘a“..|“....|....|....|....|....|...
m/z--> 50 100 150 200 250 300 350
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 134.00 42 _.17%
33.0 97.0
62.0
L L L L L L WL A
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl- T R T T
132.0 6.40 6.60 6.80 7.00
m/z 69.10 36.78%
5000
oL 280 50 1080 |
m/z--> 50 100 150 200 250 300 350 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107450.D

Aca On 17 Jul 2018 15:37

Operator : JU/SJ

Sample = J3826-03 10X

Misc :

ALS Vial : 15 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 3 1,1"-Biphenyl, 2-fluoro- Concentration Rank 3

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

9.34 5.49 ng 302778 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-fluoro- 172 C12H9F 000321-60-8 95
2 1.1"-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 81
3 4-(2-HvdroxvohenvD)pvrimidine 172 C10H8N20 068535-55-7 59
4 4-Pvrimidinol. 5-phenvl- 172 C10H8N20 022433-69-8 53
5 D-Norleucine, N-propoxycarbonyl-... 273 C14H27NO4 1000338-42-8 47

Abundance Scan 1191 (9.342 min): BF107450.D (-1187) (-) m/z 172.10 100.00%
17p.1
5000
rryrrrTyrTTTi T T T T T T
390 84.9 9.00 9.20 9.40 9.60
b 12020 4 2928 4593 5483 Tn/77171.00  36.64%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39867: 1,1'-Biphenyl, 2-fluoro-
172.0
5000 NAAE S AR R

9.00 9.20 9.40 9.60
m/z 170.00 23.75%

85.0
e oot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
172.0
N R mma s
9.00 9.20 9.40 9.60
5000 m/z 173.00 12.56%
0 39.0 85'01260
A B e B L L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39719: 4-(2-Hydroxyphenyl)pyrimidine B B B R,
172.0 9.00 9.20 9.40 9.60
m/z 146.00 6.23%
5000
63.0 118.0

Ot A e e e e e e

—v“-v—r‘)—v‘dv—qh'v—#'“-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071718\
Data File : BF107450.D

Acq On 17 Jul 2018 15:37

Operator : JU/SJ

Sample : J3826-03 10X

Misc :

ALS Vial : 15 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]
unknown6.75 6.75 7.2 ng 274640 1 6.98 767975 20.0
1,1"-Biphenyl, 2-__. 9.34 5.5 ng 302778 3 10.03 1103880 20.0
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