LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111517\

Data File : BF100614.D

Acq On - 16 Nov 2017 3:53 Instrument :
Operator : SJ/JU BNA_F

Sample - 16426-12 ClientSampleld :
Misc : 110917-JETT-F-U-S
ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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 height area % max. total

2.181 12 16 24 rVB 30703 41154 1.24% 0.209%
5.098 508 512 524 rVB 223887 226747 6.81% 1.150%
rBvV 1104950 981899 29.48% 4._.980%
6.498 746 750 754 rBV 713325 626655 18.82% 3.178%
6.645 771 775 779 rBV 1845717 1713909 51.46% 8.692%
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6.881 811 815 819 rBB 792552 632570 18.99% 3.208%
7.039 837 842 845 rBV 2557634 2292763 68.84% 11.627%
7.445 905 911 914 rBV 1851440 1884023 56.57% 9.555%
8.163 1029 1033 1036 rBV 1007842 826155 24.81% 4_.190%
8.716 1121 1127 1131 rBB 79162 63726 1.91% 0.323%

=
QO ~NO®

11 9.239 1210 1216 1219 rBV 3473259 3330371 100.00% 16.889%
12 9.916 1325 1331 1335 rBV2 1059530 925511 27.79%% 4.694%
13 10.627 1448 1452 1455 rBV 186539 138974 4_.17% 0.705%
14 10.704 1461 1465 1468 rBV 1485592 1319074 39.61% 6.689%
15 11.404 1580 1584 1587 rBV 987165 854817 25.67% 4 _.335%

16 12.986 1848 1853 1856 rBV 2696491 2705782 81.25% 13.722%
17 14.039 2028 2032 2035 rBV 642220 587278 17.63% 2.978%
18 15.509 2276 2282 2290 rBV2 446400 567237 17.03% 2.877%

Sum of corrected areas: 19718645
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111517\

BF100614.D

16 Nov 2017  3:53

SJ/Ju

16426-12

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100614.D

Acq On : 16 Nov 2017 3:53

Operator : SJ/JU

Sample - 16426-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 7.17 ng 226747 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 512 (5.098 min): BF100614.D (-508) (-) m/z 43.00 100.00%
43
59
5000
101 HRBE RS L UL
53, | 83 | 4.80 5.00 5.20 5.40
o) SR M ¥ | S MU S m/z 59.10 53.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrryrTTTTE T T T T T T T T

480 5.00 5.20 5.40
59 m/z 101.00 18.59%

101
0 21 37, 53 ‘ 67 77 8 91
R I R RRE.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
A RAAREEEE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.09%
15 n 101
27 56
0 33 49 62 77 86
R I R L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R m R e
43 4.80 5.00 5.20 5.40
m/z 41.10 8.91%
5000
101
15 58
2 sl st T 9 sa ‘
Ot e e e e e SIS § \MSSNE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100614.D

Acq On : 16 Nov 2017 3:53

Operator : SJ/JU

Sample - 16426-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 unknown6.65 Concentration Rank 2

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

6.65 54.19 ng 1713910 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF100614.D (-771) (-) m/z 132.00 100.00%
5000 o8
40 | %6 J 640 6.60 6.80 7.00
54 : : : :
Ol {7 87 | 30515y m/z 68.10 36.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR AR R R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.53%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 22.06%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B LN mamas
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 13.82%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S W
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100614.D

Acq On : 16 Nov 2017 3:53

Operator : SJ/JU

Sample - 16426-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.63 3.00 ng 138974 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 49
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 5-[N-Benzoylaminomethyl]tetrazole 203 C9HIN50 1000227-36-3 47
Abundance Scan 1452 (10.627 nd1)in): BF100614.D (-1448) (-) m/z 105.00 100.00%
5
o 182
5000
I 0040 1060 1080 1150
152 : : :
O 4 83 O 126 e . m/z 77.00 58.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47241: Benzophenone
105
77
5000 182 1040 10,60 10,80 11.00
o1 m/z 182.10 55.40%
2739 | 63 | 89 | 126 152165 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
- 1040 10,60 10,80 11.00
5000 m/z 51.00 22 _.55%
51
14 27 39 65 o1 125 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71680: 1-Propanone, 2-bromo-1-phenyl- A o R R
105 10.40 10.60 10.80 11.00
m/z 181.10 8.58%
5000 77
51
2739 | 63 | 89 | 116 133 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100614.D

Acq On : 16 Nov 2017 3:53

Operator : SJ/JU

Sample - 16426-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.10 7.2 ng 226747 1 6.88 632570 20.0
unknown6 .65 6.65 54_.2 ng 1713910 1 6.88 632570 20.0
Benzophenone 10.63 3.0 ng 138974 3 9.92 925511 20.0
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