LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF031518\

Data File : BF103675.D

Aca On : 15 Mar 2018 18:28 Instrument :
Operator : JU/SJ BNA_F

Sample - J1888-03 ClientSampleld :
Misc : PT-BN-WP

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:\HPCHEM1I\BNA F\METHODS\8270-BF031518.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 2.116 3 5 11 rVB 478328 538849 6.76% 0.342%
2 2.316 34 39 45 rVB 222958 279284 3.50% 0.177%
3 4.116 340 345 351 rVB 376873 448656 5.63% 0.285%
4 5.216 528 532 542 rVB 91103 121527 1.52% 0.077%
5 5.587 589 595 598 rBY 3826299 4213949 52.84% 2.677%
6 6.587 758 765 768 rBY 3700520 4215386 52.85% 2.678%
7 6.734 785 790 794 rBVY 3839689 4293104 53.83% 2.727%
8 6.969 826 830 831 rBVY 1139257 1200008 15.05% 0.762%
9 6.987 831 833 836 rVB 3348090 2581565 32.37% 1.640%
10 7.128 852 857 858 rBVY 3458787 4085525 51.23% 2.595%

11 7.481 913 917 920 rBV 2596790 2283619 28.63% 1.451%
12 7.528 920 925 928 rBV 2676840 2683887 33.65% 1.705%
13 8.251 1043 1048 1049 rBV 1419936 1504740 18.87% 0.956%
14 8.275 1049 1052 1055 rVB 4912492 4621664 57.95% 2.936%
15 8.969 1164 1170 1173 rVB 5518833 6230097 78.12% 3.958%

16 9.057 1181 1185 1189 rBV 200427 161776 2.03% 0.103%
17 9.322 1225 1230 1234 rBV 4535618 4874820 61.12% 3.097%
18 9.728 1292 1299 1303 rBV 2483544 3408942 42.74% 2.166%
19 9.798 1303 1311 1314 rVV 3555309 4236209 53.12% 2.691%
20 9.880 1318 1325 1328 rVV 5863249 7975450 100.00% 5.066%

21 10.010 1342 1347 1349 rBV2 1572293 1515630 19.00% 0.963%
22 10.051 1349 1354 1357 rVB 5468689 6163105 77.28% 3.915%
23 10.192 1372 1378 1380 rBV 2669325 2816815 35.32% 1.789%
24 10.216 1380 1382 1386 rVB 3659746 3433546 43.05% 2.181%
25 10.427 1411 1418 1421 rBV 4394183 4729672 59.30% 3.004%

26 10.557 1433 1440 1444 rBV2 4994460 6251078 78.38% 3.971%
27 10.798 1476 1481 1484 rBV 2837385 2910624 36.49% 1.849%
28 11.498 1596 1600 1602 rBV 1400257 1529575 19.18% 0.972%
29 11.527 1602 1605 1608 rVB 4520299 4781559 59.95% 3.037%
30 12.063 1690 1696 1699 rBV 5265448 6108301 76.59% 3.880%

31 12.727 1802 1809 1812 rBV 5075110 6081398 76.25% 3.863%
32 12.951 1841 1847 1851 rBV 3664766 4045391 50.72% 2.570%
33 13.092 1865 1871 1874 rBV 4532286 4782573 59.97% 3.038%
34 13.568 1947 1952 1955 rBV 5325078 5885130 73.79% 3.738%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031518\
Data File : BF103675.D

Aca On : 15 Mar 2018 18:28

Operator : JU/SJ

Sample : J1888-03

Misc :

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.115 2041 2045 2047 rBV 3267887 3084231 38.67% 1.959%

36 14.145 2047 2050 2054 rVVv2 3990580 5711397 71.61% 3.628%
37 14.180 2054 2056 2059 rVB 2882054 2359883 29.59% 1.499%
38 15.239 2228 2236 2238 rBV 3056085 5075092 63.63% 3.224%
39 15.268 2238 2241 2259 rVB 2985950 3636557 45.60% 2.310%
40 15.639 2294 2304 2308 rBV 3641159 6717859 84.23% 4.267%

41 15.686 2308 2312 2332 rVB 924968 1210325 15.18% 0.769%
42 17.280 2567 2583 2591 rBV2 2105471 5831970 73.12% 3.705%
43 17.739 2648 2661 2672 rBV 1105737 2799419 35.10% 1.778%

Sum of corrected areas: 157420187
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031518\
Data File : BF103675.D

Aca On : 15 Mar 2018 18:28

Operator : JU/SJ

Sample : J1888-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF103675.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031518\
Data File : BF103675.D

Aca On : 15 Mar 2018 18:28

Operator : JU/SJ

Sample : J1888-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.32 4.65 ng 279284 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 40 (2.322 min): BF103675.D (-34) (-) m/z 73.00 100.00%
7B
5000 43
55 87 SN B U —
| 220 240 260
N OO ' N— m/z 42.95 36.06%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 220 240 260
55 87 m/z 55.00 26.46%
0 ‘ﬁg 35 | ‘ 67 ||, 80
LN SURLELN SURLERELS SURILELS SURLLELN IR S DU SUREMS SURILIL SR
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
0o g 87 220 240 260
5000 m/z 87.00 25.37%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy- —
7B 220 240 260
m/z 41.00 12.98%
5000
45
29
0 3O ™ er | 101
LR SURLELN SU LI SURL LA SR IR UL SR SURELILS SURILL S AU
m/z--> 10 20 30 40 50 60 70 8 90 100 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031518\
Data File : BF103675.D

Aca On : 15 Mar 2018 18:28

Operator : JU/SJ

Sample : J1888-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.22 2.03 ng 121527 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Succindialdehyde 86 C4H602 000638-37-9 9

Abundance Scan 533 (5.222 min): BF103675.D (-528) (-) m/z 43.00 100.00%
43
5000 59
1 o Sho o0 ok abo
83 : : : : :
0....,....','...':|,....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.00 45.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS RS LA AR AR
4.80 5.00 5.20 5.40 5.60
m/z 58.00 19.22%
31 ‘ g3 101
O e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
T =8 A L LS SRR
101 4.80 5.00 5.20 5.40 5.60
5000 " m/z 101.00 18.58%
86
72
G S L I I B WL B L S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime T BRams )
43 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.04%
5000
101
15 31 | g 86
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40 5.60

8270-BF031518_.M Fri Mar 16 13:09:35 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031518\
Data File : BF103675.D

Aca On : 15 Mar 2018 18:28

Operator : JU/SJ

Sample : J1888-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 5 unknown6.73 Concentration Rank 1

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

6.73 71.55 ng 4293100 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 789 (6.728 min): BF103675.D (-785) (-) m/z 132.00 100.00%
5000 68
‘ 75 6 6.40 6.60 6.80 7.00
54 104 - - - -
0 ..,....,....,...:l'.'..?,:! ??:.n.' BNV -Y SN N .S | S m/z 68.00 42.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 SRR SRS SRR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.17%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
'6.40 6.60 6.80 7.00
5000 67 m/z 66.00 28.15%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L B N N LB |
132 6.40 6.60 6.80 7.00
m/z 69.10 17.01%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 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 : Z:\HPCHEM1\BNA F\DATA\BF031518\
Data File : BF103675.D

Aca On : 15 Mar 2018 18:28

Operator : JU/SJ

Sample : J1888-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 6 Naphthalene, 1-methyl- Concentration Rank 5

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

9.06 2.15 ng 161776 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 87

Abundance Scan 1186 (9.063 min): BF103675.D (-1181) (-) m/z 142.10 100.00%
142
5000
115
39 51 63 71 89 8.80 9.00 9.20 9.40
O prrr gt e e e et rea el M/Z 141.00  90.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19233: Naphthalene, 2-methyl-
142
5000 RS LRSS RS SAREE RAR
115 8.80 9.00 9.20 9.40
m/z 115.00 35.32%
oL 27 39 51 O 7l 8 400 | 16 ]
m/z--> 20 30 Jo 50 60 70 80 90 100 110 120 130 140 150
Abundance
142
" 880 9.00 920 940
5000 m/z 143.00 11.04%
115
oL 27 39 51 07l 8 40 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- B R
14 8.80 9.00 9.20 9.40
m/z 139.00 10.98%
5000 115
Lo2r P st Py 8 1 | 15 ) .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 880 9.00 9.20 9.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031518\
Data File : BF103675.D

Acq On : 15 Mar 2018 18:28

Operator : JU/SJ

Sample - J1888-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.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]
Butane, 2-methoxy... 2.32 4.7 ng 279284 1 6.97 1200010 20.0
2-Pentanone, 4-hy... 5.22 2.0 ng 121527 1 6.97 1200010 20.0
unknown6.73 6.73 71.5 ng 4293100 1 6.97 1200010 20.0
Naphthalene, 1-me... 9.06 2.1 ng 161776 2 8.25 1504740 20.0
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