LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 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-BF091117.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 4.828 463 466 473 rBV 139958 190219 1.99% 0.426%
2 5.263 537 540 555 rVB 1649171 1698843 17.74% 3.807%
3 5.963 647 659 669 rBV6 32184 112502 1.17% 0.252%
4 6.310 713 718 734 rBV2 951836 1425560 14.89% 3.195%
5 6.428 734 738 743 rBVY 3161380 2922235 30.51% 6.549%
6 6.657 768 777 783 rBVY 1301293 1248881 13.04% 2.799%
7 6.757 783 794 796 rBY 5132804 9576508 100.00% 21.462%
8 6.816 799 804 807 rBY 3530964 3186687 33.28% 7.142%
9 7.069 844 847 851 rBV 273183 225496 2.35% 0.505%
10 7.128 851 857 862 rVB2 104993 122307 1.28% 0.274%

11 7.228 866 874 877 rBV 2547802 2383991 24.89%% 5.343%
12 7.410 899 905 911 rvB2 108480 171544 1.79% 0.384%
13 7.816 971 974 977 rBV 183121 161758 1.69% 0.363%
14 7.851 977 980 987 rVB 110057 109706 1.15% 0.246%
15 7.939 992 995 1003 rVB 1561460 1327390 13.86% 2.975%

16 8.057 1007 1015 1016 rBV 1404679 1907847 19.92% 4._.276%
17 8.086 1016 1020 1023 rVB 1849924 2406582 25.13% 5.393%
18 8.222 1039 1043 1050 rVvB 396671 373307 3.90% 0.837%
19 8.363 1063 1067 1072 rBV2 92961 110836 1.16% 0.248%
20 8.533 1089 1096 1100 rBV 1042899 1029073 10.75% 2.306%

21 8.692 1116 1123 1127 rBV 636915 860929 8.99% 1.929%
22 9.016 1173 1178 1181 rBV 4647010 4250342 44 _.38% 9.525%
23 9.051 1181 1184 1190 rVB2 134786 124818 1.30% 0.280%
24 9.416 1241 1246 1252 rVB2 96562 136485 1.43% 0.306%
25 9.522 1258 1264 1266 rBV3 48338 96765 1.01% 0.217%

26 9.557 1267 1270 1276 rVB2 116597 152417 1.59% 0.342%
27 9.686 1288 1292 1296 rVvVv2 1337781 1180901 12.33% 2.647%
28 10.480 1422 1427 1435 rBV 1525883 1476702 15.42% 3.309%
29 11.168 1540 1544 1550 rBV 1149759 951432 9.94% 2.132%
30 12.751 1809 1813 1817 rBV 2886551 2832276 29.58% 6.347%

31 13.651 1962 1966 1971 rBV7 65259 95959 1.00% 0.215%

32 13.804 1988 1992 1998 rVB 1077226 982876 10.26% 2.203%
33 15.198 2225 2229 2237 rVB 619544 787675 8.23% 1.765%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 44620849
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098509.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 9

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

4.83 3.05 ng 190219 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 466 (4.828 min): BF098509.D (-463) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
440 4.60 4.80 5.00 5.20
o...,....,....,....'i':...,..'!~Ii..‘?§'?....f‘§'.°..,...:,|....,. m/z 59.00 57.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA UL S I
59.0 440 460 480 500 5.20
m/z 101.00 19.11%
31.0 83.0 93010‘1.0
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 440 4.60 480 500 520
5000 m/z 58.00 18.90%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 440 4.60 4.80 5.00 5.20
m/z 41.00 10.12%
5000 41.0
31.0
69.0 87.0
0 15.0 “‘H ‘\ \‘ 510“‘ . “ 98.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 4.40 460 4.80 500 520
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.43 Concentration Rank 3

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

6.43 46.80 ng 2922240 1,4-Dichlorobenzene-d4 6.66
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 738 (6.428 min): BF098509.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 50 |l 00 ™0 e 5b0 650 G40 680 0By
L L M || N m/z 68.00 43.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 INSEBE N SRRE S S
6.00 6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.50%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0 \
6.00 620 6.40 6.60 6.80
5000 m/z 66.00 28.48%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole | LA NN LN B |"| T
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 17.29%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Propanenitrile, 2,2"-azobis... Concentration Rank 1

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

6.76 153.36 ng 9576510 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanenitrile. 2.2"-azobisl2-me... 164 C8H12N4 000078-67-1 90
2 Tetramethvlbutanedinitrile 136 C8H12N2 003333-52-6 90
3 1.5-Pentanediol. 0.0"-di(propara... 268 C13H1606 1000331-35-4 53
4 Trifluoroacetic acid. cvclopenty... 182 C7H9F302 000703-13-9 38
5 Isoxazole 69 C3H3NO 000288-14-2 36

Abundance Scan 795 (6.763 min): BF098509.D (-783) (-) m/z 68.95 100.00%
69.0
5000 410
54.0
TTTTTTTTT T T T T T T T
80.0 94.0 121.1 6.40 6.60 6.80 7.00
0 ..,....,....,...:|;.|'...,~."||!-.;..:' bbb e M/Z 67.95  54.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #34113: Propanenitrile, 2,2'-azobis[2-methyl-
69.0
o 40 540 G0 5k 6k 700
m/z 41.00 36.53%
0 15'0 21.0 m‘m \‘\ L 80\'0 94'0 105.0 12:!"0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69.0
6.40 6.60 6.80 7.00
5000 m/z 54.00 26 .99%
41.0 540
150 270 80.0 9401050 1210 1370
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #116909: 1,5-Pentanediol, O,O-di(propargyloxycarbonyl) ester
69.0 6.40 6.60 6.80 7.00
39.0 m/z 42.10 21.35%
5000
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 5 wunknown7.41 Concentration Rank 10

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

7.41 2.58 ng 171544 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. ethvl ester 130 C7H1402 000539-82-2 32
2 Hvdrazine. 1-methvl-1-(1-methvle... 88 C4H12N2 033668-54-1 27
3 Hvdrazine. 1.l1-diethvl- 88 C4H12N2 000616-40-0 22
4 Malonic acid. isobutvl 3-methvlp... 244 C13H2404 1000348-67-2 22
5 Dimethylmalonic acid, di(2-methy... 300 C17H3204 1000361-80-4 16

Abundance Scan 905 (7.410 min): BF098509.D (-899) (-) m/z 73.00 100.00%
74.0
41.0
5000
|| ‘l ‘ 97.0 207.0 266.8 7.00 7.20 7.40 7.60 7.80
Obrr bl ey m/z 41.00 76 .57%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13463: Pentanoic acid, ethyl ester
29.0 57.0 88.0
5000 RS A I U
7.00 7.20 7.40 7.60 7.80
‘ ‘ m/z 85.00 50.88%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
7.00 7.20 7.40 7.60 7.80
5000 45.0 m/z 59.95 49.94%
0260
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1971: Hydrazine, 1,1-diethyl-
73.0 7.00 7.20 7.40 7.60 7.80
m/z 87.00 47 .21%
5000 45.0
026
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 6 Ethanone, 1-(3-methylphenyl)- Concentration Rank 12

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

7.82 2.44 ng 161758 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(3-methvlphenvl)- 134 C9H100 000585-74-0 95
2 Ethanone. 1-(4-methvlphenvl)- 134 C9H100 000122-00-9 95
3 Ethanone. 1-(2-methvlphenvl)- 134 C9H100 000577-16-2 87
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 72
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 64

Abundance Scan 975 (7.822 min): BF098509.D (-971) (-) m/z 119.00 100.00%
91.0 119.0
5000
20 65.0 134.1
||' | 77.0 103.0 7.40 7.60 7.80 8.00 8.20
o} S F U 1 SV SO 1 -2 AT TR m/z 91.00 95.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15334: Ethanone, 1-(3-methylphenyl)-
91.0 119.0
5000
134.0 7.40 7.60 7.80 8.00 8.20
43.0 65.0 m/z 134.10 30.51%
0 27\0 \‘\‘ ! \“ 1 \“ 7?0 ‘\‘ 1030 1
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91.0 119.0
740 7.60 7.80 8.00 820
5000 m/z 65.00 24 .18%
65.0 134.0
39.0
ol 150 27.0 510 77.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15329: Ethanone, 1-(2-methylphenyl)-
91.0 119.0 7.40 7.60 7.80 8.00 8.20
m/z 43.00 15.94%
5000 134.0
65.0
43.0
15.0 27.0 ‘ L ‘ ‘ l \‘ 77\.0 ‘\ ‘ 103'0 ‘ |
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 150 Iho 1%0 7.80 &60 &50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 7 Mequinol Concentration Rank 5

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

8.06 28.75 ng 1907850 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Meauinol 124 C7H802 000150-76-5 83
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 70
3 Pvrazine. 2-methoxv-3-methvl- 124 C6H8N20 002847-30-5 35
4 Ethanone. 1-(1-cvclohexen-1-vI)- 124 C8H120 000932-66-1 27
5 2-Acetyl-5-methylfuran 124 C7H802 001193-79-9 22

Abundance Scan 1016 (8.063 min): BF098509.D (-1007) (-) m/z 43.05 100.00%
43.0

5000
810 109.0 124.0 L e o L B
o] r m/z 68.00 65.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10407: Mequinol
109.0 124.0
81.0
5000 LI N L L L L L L L LB B
7.80 8.00 8.20 8.40
53.0 m/z 41.00 46.56%
15.0 27.0 330 i ?ﬁo L 90
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
109.0 124.0
N L R a e
81.0 7.80 8.00 8.20 8.40
5000 m/z 70.95 39.30%

27.0 39.0 530 g5

0 15.0 95.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10347: Pyrazine, 2-methoxy-3-methyl- T
124.0 7.80 8.00 8.20 8.40
m/z 42.00 26.87%
40.0
5000 68.0 106.0
52.0 81.0 93‘0 ‘
O.WHHP”.PNM ‘W‘.mw””ﬂ”.J”w””.”..M.”“.”.P”w”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 8 N-(1-Cyano-1-methylethyl)is... Concentration Rank 4

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

8.09 36.26 ng 2406580 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(1-Cvano-1-methvlethvl)isobuty... 154 C8H14N20 084213-57-0 64
2 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 25
3 9-Decen-2-one 154 C10H180 035194-30-0 12
4 Glvcine. N-(trifluoroacetvl)-. 1... 241 C9H14F3NO3 057983-43-4 12
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 12

Abundance Scan 1021 (8.092 min): BF098509.D (-1016) (-) m/z 154.10 100.00%
154.1
5000 132.0

7.80 8.00 8.20 8.40

O e e e e m/z 132.00 40.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27508: N-(1-Cyano-1-methylethyl)isobutyramide
43.0
68.0
5000 ' 7.80 'll';'ob' 820 8.40
154.0 : : : :
70 1110 o m/z 140.10 21.40%
15.0 ‘\ SSH) ‘\ 8‘\1\\\0 9.0 | | 139.0
R E o e S L R = e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0 570
s B s
7.80 8.00 8.20 8.40
5000 71.0 m/z 139.05 1.78%
85.0
29.0
0 99.0 113, 127.0 155.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26650: 9-Decen-2-one A Ema
43.0 7.80 8.00 820 8.40
58.0
5000
71.0
o ‘ \‘ 84.0 M 111.0 1250 154.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 9 Benzothiazole Concentration Rank 8

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

8.22 5.62 ng 373307 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 87
3 3-Allvlbenzothiazolium bromide 255 CI10H10BrNS 016407-55-9 72
4 2-Fluoro-4-cvanotoluene 135 C8HG6FN 170572-49-3 64
5 Thieno[2,3-c]pyridine 135 C7H5NS 000272-12-8 64

Abundance Scan 1043 (8.222 min): BF098509.D (-1039) (-) m/z 135.00 100.00%
135.0
5000
108.0
69.0
39.0 54.0 91.0 7.80 8.00 8.20 8.40 8.60
o} v A Y PR PSS S | —— m/z 108.00 33.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15454:; Benzothiazole
135.0
5000 IR LR LS SRR
108.0 7.80 8.00 8.20 8.40 8.60
69.0 m/z 69.00 16.96%

45.0 91.0
0...,2.7.'0..“‘,.‘.‘.‘.‘,“a...,“a.‘..,..‘..,...l‘,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135.0

7.80 8.00 8.20 8.40 8.60

5000 m/z 81.90 10.06%
69.0 108.0
45.0 T 910
o) 2 S A S S S —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #106063: 3-Allylbenzothiazolium bromide
135.0 7.80 8.00 820 8.40 8.60
m/z 62.95 9.46%
5000 41.0
108.0
69.0
ol 2ro | s~ 0 | | a0 1760
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 10 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 6

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

8.53 15.51 ng 1029070 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 96
2 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 68
3 Stvrene 104 C8HS8 000100-42-5 64
4 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 64
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8HS8 000694-87-1 60

Abundance Scan 1095 (8.527 min): BF098509.D (-1089) (-) m/z 104.00 100.00%
104.0 132.0
78.0
5000 510
mo | @0 32 G oko 6k
o..,....,....,....',....!!...,!'...-,.!'|.,...?,1.9..,!|.~.,..1.1.8,.9... 1501 m/z 132.00 92.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14542: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
5000 SRR RN LR L
78.0 8.20 8.40 8.60 8.80
51.0 m/z 103.00 54 _.45%
150 270390 | 80 | o0 | 1160 |
m/z--> 10 20 35 40 50 éo 70 80 90 100 110 120 130 140 150
Abundance
104.0
8.20 8.40 8.60 8.80
5000 m/z 78.00 47 .72%
78.0 132.0
51.0
070 390 63.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4874:Styrene |||IIII|IIII|IIII|IIII|A
104.0 8.20 8.40 8.60 8.80

m/z 50.95 35.56%

5000

51.0 78.0
220 00 | 630 | 09

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 11 unknown8.69 Concentration Rank 7

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

8.69 12.97 ng 860929 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 45
2 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 39
3 4-Heptanol. 2.6-dimethvl- 144 C9H200 000108-82-7 9
4 meso-5.6-Decanediol 174 C10H2202 003266-25-9 9
5 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 9

Abundance Scan 1123 (8.692 min): BF098509.D (-1116) (-) m/z 69.00 100.00%
69.0
5000
41.0
87.0103.0

8.40 8.60 8.80 9.00
o Lo L1260 1se1 T A100 0 31.53%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69029: 2-Butenoic acid, 2-propenylidene ester
69.0

5000
840 860 8.80 9.00
41.0 m/z 39.00 21.01%

86.0
0 15.0 i ‘\‘\ 1 If ‘ 1260 210.0
IS e o e o e e AR E R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0

840 8.60 8.80 9.00

5000 m/z 103.00 16.35%
41.0
86.0
15.0 114.0
O T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21155: 4-Heptanol, 2,6-dimethyl-
69.0 8.40 8.60 8.80 9.00

m/z 87.00 16.07%

5000 45.0 8.0
27\\0 \‘ | H‘ | il 111.0 129.0
SN VNG T S S R s —

m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

o

8270-BF091117.M Thu Sep 14 15:23:32 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 12 unknown9.42 Concentration Rank 13

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

9.42 2.31 ng 136485 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline. 1.2-dihvdro-2.2.4-tri... 173 C12H15N 000147-47-7 46
2 Benzoic acid. 2-(l-oxopropvl)-. ... 192 C11H1203 032025-37-9 43
3 1H-Indole. 2.3-dihvdro-1.3.3-tri... 173 C12H15N 000118-12-7 38
4 Methvl propvl phthalate 222 C12H1404 1000373-89-2 35
5 Dimethyl phthalate 194 C10H1004 000131-11-3 35

Abundance Scan 1247 (9.422 min): BF098509.D (-1241) (-) m/z 158.10 100.00%
158.1
5000
A e
510 77.0 115.0 143.0 173.0 9.00 9.20 9.40 9.60 9.80
Ol et ot et SRS Tz 159,10 15.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40610: Quinoline, 1,2-dihydro-2,2,4-trimethyl-
158.0
5000 LRI LS UL IR R
9.00 9.20 9.40 9.60 9.80
m/z 163.00 9.72%
78.0 11?0 1430 | 1730
oLb— ||||||||||=|‘||‘||||||||‘||‘|||||||‘| ——
miz--> 20 40 60 80 100 120 140 160 180
Abundance
163.0
9.00 9.20 940 9.60 9.80
5000 m/z 157.10 8.38%
77.0
. 50.0 92.0 1150 133.0 182.0
LR SRR FUNLELELN SR FLELELELA UL DAL IR WAL DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40622: 1H-Indole, 2,3-dihydro-1,3,3-trimethyl-2-methylene- T ,A. R e Eaa
158.0 9.00 9.20 9.40 9.60 9.80
m/z 114.95 8.00%
5000 173.0
J_ 270 510 770 g9 M50 180
m/z--> 20 Jo 60 éo 100 120 150 160 180 ' 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098509.D

Aca On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample : 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 13 2-Benzoxazolamine, N-methyl- Concentration Rank 11

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

9.56 2.58 ng 152417 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Benzoxazolamine. N-methvl- 148 C8H8N20 019776-98-8 55
2 3H-Indazol-3-one. 1.2-dihvdro-2-... 148 C8H8N20 001848-40-4 49
3 N-Amino-1.2.3.4-tetrahvdroauinoline 148 C9H12N2 1000305-92-6 47
4 Methanimidamide. N.N-dimethvl-N"_.. 148 C9H12N2 001783-25-1 47
5 trans-Cinnamic acid 148 C9H802 000140-10-3 46

Abundance Scan 1271 (9.563 min): BF098509.D (-1267) (-) m/z 148.10 100.00%
148.1
sooo] 770 90 10 40 163.0

9.20 9.40 9.60 9.80

(o} m/z 43.00 55.18%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23165: 2-Benzoxazolamine, N-methyl-
148.0
5000 LA L L L L L B
119.0 9.20 9.40 9.60 9.80
m/z 104 .95 54.18%
42.0 630 80 gppo 1050 133.0
o T R A N N (R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
148.0
9.20 9.40 9.60 9.80
5000 105.0 m/z 163.00 49 .98%
77.0 119.0
92.0
50.0 133.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23206: N-Amino-1,2,3,4-tetrahydroquinoline R e e A
148.0 9.20 9.40 9.60 9.80
130.0 m/z 91.00 49 _.33%
5000 91.0
77.0 119.0
yoli 0 sl
0 ,..f‘.(f.o...;‘:...,.‘.‘ P PP PR P T N b A i vina
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 920 9.40 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091317\
Data File : BF098509.D

Acq On : 14 Sep 2017 00:29

Operator : SJ/JU

Sample - 15202-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
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]
2-Pentanone, 4-hy... 4.83 3.0 ng 190219 1 6.66 1248880 20.0
unknown6 .43 6.43 46.8 ng 2922240 1 6.66 1248880 20.0
Propanenitrile, 2. .. 6.76 153.4 ng 9576510 1 6.66 1248880 20.0
unknown7 .41 7.41 2.6 ng 171544 2 7.94 1327390 20.0
Ethanone, 1-(3-me... 7.82 2.4 ng 161758 2 7.94 1327390 20.0
Mequinol 8.06 28.8 ng 1907850 2 7.94 1327390 20.0
N-(1-Cyano-1-meth. .. 8.09 36.3 ng 2406580 2 7.94 1327390 20.0
Benzothiazole 8.22 5.6 ng 373307 2 7.94 1327390 20.0
1H-Inden-1-one, 2... 8.53 15.5 ng 1029070 2 7.94 1327390 20.0
unknown8 .69 8.69 13.0 ng 860929 2 7.94 1327390 20.0
unknown9 .42 9.42 2.3 ng 136485 3 9.69 1180900 20.0
2-Benzoxazolamine. .. 9.56 2.6 ng 152417 3 9.69 1180900 20.0
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