LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110217\
Data File : BF100088.D

Aca On : 2 Nov 2017 16:46

Operator : SJ/JU

Sample : 16236-04

Misc :

ALS Vial : 9 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-BF102317.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 4.981 490 492 511 rBV 45071 73404 1.36% 0.334%
2 5.393 559 562 581 rBV 468006 683557 12.64% 3.114%
3 6.428 735 738 754 rBV 247441 461289 8.53% 2.101%
4 6.540 754 757 762 rVV 1355367 1476951 27.31% 6.728%
5 6.575 762 763 766 rVV2 137481 126995 2.35% 0.578%
6 6.604 766 768 781 rVV2 121414 183345 3.39% 0.835%
7 6.698 781 784 793 rVV 185117 215353 3.98% 0.981%
8 6.769 793 796 803 rVvVv 546902 479069 8.86% 2.182%
9 6.922 818 822 833 rBY 1696798 1598834 29.56% 7.283%
10 7.340 890 893 910 rVB 1095143 1173040 21.69% 5.343%

11 7.898 979 988 991 rBV 3109711 5407901 100.00% 24.634%
12 8.051 1009 1014 1024 rVB 784524 730164 13.50% 3.326%
13 8.269 1048 1051 1053 rBvV 468067 360820 6.67% 1.644%
14 8.292 1053 1055 1059 rvv 519179 433405 8.01% 1.974%
15 8.416 1073 1076 1084 rVB 239398 246328 4 _55% 1.122%

16 8.498 1087 1090 1091 rBV 98511 87623 1.62% 0.399%
17 8.516 1091 1093 1097 rVvv2 161175 165500 3.06% 0.754%
18 9.128 1193 1197 1200 rBV 2613388 2326677 43.02% 10.598%
19 9.528 1262 1265 1268 rVV 128584 113018 2.09% 0.515%
20 9.810 1309 1313 1316 rBvV 771158 714939 13.22% 3.257%

21 10.604 1444 1448 1455 rBV 1191745 1124210 20.79% 5.121%
22 11.304 1563 1567 1575 rBV 722268 682413 12.62% 3.109%
23 11.822 1651 1655 1658 rBV 188527 177565 3.28% 0.809%
24 12.527 1769 1775 1779 rBV5 27781 58356 1.08% 0.266%
25 12.604 1785 1788 1796 rBV 182183 187623 3.47% 0.855%

26 12.774 1814 1817 1825 rVB 133640 135642 2.51% 0.618%
27 12.886 1832 1836 1840 rBV 1712515 1552659 28.71% 7.073%
28 13.786 1985 1989 1994 rBV2 44032 54940 1.02% 0.250%
29 13.980 2018 2022 2027 rBV 490801 460891 8.52% 2.099%
30 15.504 2277 2281 2291 rVB 352759 460457 8.51% 2.097%

Sum of corrected areas: 21952968
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110217\
BF100088.D
2 Nov 2017 16:46
SJ/JU
16236-04

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100088.D

Aca On : 2 Nov 2017 16:46

Operator : SJ/JU

Sample : 16236-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown4.98 Concentration Rank 14

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

4.98 3.06 ng 73404 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 3-0Octanol 130 C8H180 000589-98-0 23
4 Guanidine 59 CH5N3 000113-00-8 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 492 (4.981 min): BF100088.D (-490) (-) m/z 43.00 100.00%

43.0
T ﬁ\\&-
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101.0
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83.0
] NNRSESERY ' FMMBIEY ] MMt tadMME I E m/z 59.00 66.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 LA LI L L L LB L LB}
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0
150 1010 m/z 101.00 25.48%
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‘ 11 ‘ L ‘\ Il 83'0 Il
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59.0
AR R R EE s
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O T e e T e e
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Abundance #13640: 3-Octanol SMMBSISMMSISR S| NS
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.49Y%
5000 41.0 83.0
31.0
101.0
0...,....,....,....,....,....,....,....,....,....,....,....I  RAREEEEmams s B
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100088.D

Aca On : 2 Nov 2017 16:46

Operator : SJ/JU

Sample : 16236-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.54 Concentration Rank 3

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

6.54 61.66 ng 1476950 1,4-Dichlorobenzene-d4 6.77
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 35
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 757 (6.540 min): BF100088.D (-754) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PUSSRNEASEIE NSRS
401 540 6.20 6.40 6.60 6.80
Ot 280 L 480 M| "m/z 68.10 36.68%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
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104.0
5000 USSR RS R SRR
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310 510 m/z 134.00 32.48%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
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132.0
620 640 6.60 680
5000 67.0 m/z 66.00 21.59%
41.0 97.0
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0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine —rrTTrer
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.70%
97.0
5000
70.0
31.0
0 ‘ 44.0 L, 6(‘)\0 | 860 | 116.0 !
m/z--> 30 40 50 60 7'0 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100088.D

Aca On : 2 Nov 2017 16:46

Operator : SJ/JU

Sample : 16236-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 11

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

6.57 5.30 ng 126995 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxv-1-methv... 148 C7H1603 020324-32-7 72
2 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 64
3 1-Propanol. 2-(2-hvdroxvbropoxv)- 134 C6H1403 000106-62-7 42
4 2-Propanol. 1.1"-I(1-methvl-1.2-... 192 C9H2004 001638-16-0 42
5 1-Propanol, 2-(2-methoxy-1l-methy... 148 C7H1603 055956-21-3 38

Abundance Scan 762 (6.569 min): BF100088.D (-762) (-)
5000

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23089: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
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o 150 | | ‘ 89.0 ‘ 117.0130.0
T R e e e e e
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Abundance #15107: 1-Propanol, 2-(2-hydroxypropoxy)-
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o N 1 MNP ML L -
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