LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092130.D

Aca On : 6 Jan 2017 21:22

Operator : UM/SJ

Sample : 11045-04 5X

Misc :

ALS Vial : 23 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-BF122116.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 4.767 249 252 262 rVB 94554 157849 13.90% 1.715%
2 5.259 293 295 302 rBV 201158 302946 26.67% 3.291%
3 6.322 385 388 394 rBV 264509 289873 25.52% 3.149%
4 6.424 394 397 399 rBV 280854 300850 26.49% 3.269%
5 6.642 414 416 418 rBV 1124802 936704 82.48% 10.177%
6 6.802 427 430 432 rVB 197920 244506 21.53% 2.656%
7 7.213 463 466 468 rBV 135573 164997 14.53% 1.793%
8 7.705 504 509 511 rvB4 4851 14718 1.30% 0.160%
9 7.933 526 529 531 rBVY 1218092 1135701 100.00% 12.339%
10 8.367 565 567 571 rVB2 15242 21795 1.92% 0.237%
11 8.539 580 582 584 rBV 10773 15485 1.36% 0.168%
12 8.756 598 601 602 rBV3 9078 14796 1.30% 0.161%
13 8.962 616 619 621 rBV 16458 21217 1.87% 0.231%
14 9.008 621 623 625 rvVv 404800 323826 28.51% 3.518%
15 9.099 627 631 634 rBV2 17018 25360 2.23% 0.276%
16 9.156 634 636 639 rvB4 7726 14816 1.30% 0.161%
17 9.339 649 652 653 rBV 13928 17053 1.50% 0.185%
18 9.408 657 658 660 rvv2 49118 53656 4.72% 0.583%
19 9.465 660 663 665 rvVB3 5696 14862 1.31% 0.161%
20 9.625 676 677 679 rBV 20349 14685 1.29% 0.160%
21 9.682 679 682 684 rBY 1004144 1021637 89.96% 11.099%
22 9.888 696 700 701 rBV 12882 18251 1.61% 0.198%
23 10.345 736 740 741 rBV2 20971 35386 3.12% 0.384%
24 10.471 748 751 753 rBV 105404 129603 11.41% 1.408%
25 10.608 760 763 766 rBV 33129 54505 4 .80% 0.592%
26 11.042 797 801 802 rBV 29697 44151 3.89% 0.480%
27 11.076 802 804 806 rVB 19842 26271 2.31% 0.285%
28 11.156 808 811 813 rVV 1098645 956604 84.23% 10.393%
29 11.225 815 817 819 rVB2 14024 23031 2.03% 0.250%
30 11.271 819 821 824 rBV4 6687 17195 1.51% 0.187%
31 11.396 829 832 837 rBV6 14998 47749 4._.20% 0.519%
32 11.465 837 838 841 rVB3 24891 29547 2.60% 0.321%
33 11.568 845 847 849 rVB3 13904 19368 1.71% 0.210%
34 11.659 849 855 856 rBV6 28313 64933 5.72% 0.705%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092130.D

Aca On : 6 Jan 2017 21:22

Operator : UM/SJ

Sample : 11045-04 5X

Misc :

ALS Vial : 23 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-BF122116.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.762 862 864 869 rvB3 23109 45174 3.98% 0.491%
36 11.876 869 874 877 rBv2 29278 73628 6.48% 0.800%
37 12.082 890 892 893 rBvV 18214 16166 1.42% 0.176%
38 12.208 901 903 904 rBV 43081 50698 4._.46% 0.551%
39 12.265 906 908 909 rvv 32602 37486 3.30% 0.407%
40 12.299 909 911 912 rvv2 14939 23089 2.03% 0.251%

41 12.356 915 916 918 rBV 73851 106921 9.41% 1.162%
42 12.585 934 936 938 rBV2 90762 133778 11.78% 1.453%

43 12.631 938 940 941 rvv2 24441 30864 2.72% 0.335%
44 12.734 948 949 952 rBV 207158 266061 23.43% 2.891%
45 12.916 963 965 967 rvB2 40189 43538 3.83% 0.473%
46 12.985 969 971 973 rBV2 57503 58681 5.17% 0.638%
47 13.019 973 974 977 rBV3 31933 66624 5.87% 0.724%

48 13.785 1038 1041 1043 rBV 1019587 1040843 91.65% 11.308%
49 15.157 1159 1161 1163 rBVY 543972 636880 56.08% 6.919%

Sum of corrected areas: 9204357
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092130.D

Aca On : 6 Jan 2017 21:22

Operator : UM/SJ

Sample : 11045-04 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092130.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092130.D

Aca On : 6 Jan 2017 21:22

Operator : UM/SJ

Sample : 11045-04 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4

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

4.77 3.37 ng 157849 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 3-Hexanol 102 C6H140 000623-37-0 28
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23

Abundance Scan 252 (4.767 min): BF092130.D (-249) (-) m/z 43.00 100.00%
a3
59
5000
101 AR NAREE AN RS
29 83 | 440 460 4.80 5.00 5.20
SRS ESSE M 4 ST €SN MM H m/z 59.10 58.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL R L UL
440 4.60 4.80 5.00 5.20
59 m/z 101.00 22.37%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 480 5.00 5.20
5000 m/z 58.00 14 .60%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R RN R e
43 440 4.60 4.80 5.00 5.20
m/z 41.10 8.97%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092130.D

Aca On : 6 Jan 2017 21:22

Operator : UM/SJ

Sample : 11045-04 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.42 Concentration Rank 1

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

6.42 6.42 ng 300850 1,4-Dichlorobenzene-d4 6.64
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 397 (6.424 min): BF092130.D (-394) (-) m/z 132.00 100.00%
5000
68
96 9 650 640 660 6RO
40 54 6.00 6.20 6.40 6.60 6.80
I8 | 18 | m/Z  68.10  34.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NSNS SRS SRR
6.00 6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 33.19%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 67 m/z 66.00 20.61%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LB L I L
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 13.37%
5000 og M°
SN JM 8 p%97.kk,..“u 8 Il?? . SDVGN 1 W A DO UIES
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092130.D

Aca On : 6 Jan 2017 21:22

Operator : UM/SJ

Sample : 11045-04 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 2

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

9.01 6.34 ng 323826 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-fluoro- 172 C12H9F 000321-60-8 96
2 1.1"-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 87
3 4-Pvrimidinol. 5-phenvl- 172 C10H8N20 022433-69-8 42
4 2-(2-HvdroxvphenvDpvrimidine 172 C10H8N20 064435-20-7 38
5 4-(4-Hydroxyphenyl)pyrimidine 172 C10H8N20 023380-78-1 28

Abundance Scan 623 (9.008 min): BF092130.D (-621) (-) m/z 172.10 100.00%
172
5000

51 63 75 85 o4 107 120 133149152 8.60 8.80 9.00 9.20 9.40
S <N el Y SO oMo . T A m/z 171.10 35.18%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37559: 1,1'-Biphenyl, 2-fluoro-
172
5000 | LLANLILEN LI L L L LB L LB

8.60 8.80 9.00 9.20 9.40

m/z 170.10 22 .52%
14 57 39 51 63 75 8 g4 197 120 133 146 157 ‘

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
172
e RmARE Rm
8.60 8.80 9.00 9.20 9.40
5000 m/z 173.10 12 .39%
73 8 133 151
28 39 51 63 94 105 120
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37405: 4-Pyrimidinol, 5-phenyl- e P
172 8.60 8.80 9.00 9.20 9.40
m/z 85.00 5.65%
5000
89 117 144
9 5 “ 102
N ,‘\. Tyl I iz s |
m/z--> 20 40 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010617\
Data File : BF092130.D

Acq On : 6 Jan 2017 21:22

Operator : UM/SJ

Sample : 11045-04 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.77 3.4 ng 157849 1 6.64 936704 20.0
unknown6 .42 6.42 6.4 ng 300850 1 6.64 936704 20.0
1,1"-Biphenyl, 2-__. 9.01 6.3 ng 323826 3 9.68 1021640 20.0
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