LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090596.D

Aca On : 15 Oct 2016 9:23

Operator : UM/SJ

Sample : H5227-01 2X

Misc :

ALS Vial : 36 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-BF101316.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 5.103 239 242 253 rBV 455128 664746 23.90% 1.759%
2 5.514 276 278 281 rBVY 1725358 2538901 91.28% 6.719%
3 6.543 366 368 378 rBY 1789816 2781426 100.00% 7.361%
4 6.680 378 380 383 rBVY 2498736 2767071 99.48% 7.323%
5 6.920 399 401 412 rBVY 1235476 1506293 54.16% 3.987%
6 7.069 412 414 417 rBV 1758592 1904480 68.47% 5.040%
7 7.183 423 424 434 rVB2 18745 53310 1.92% 0.141%
8 7.480 447 450 457 rBV 1444828 1680831 60.43% 4._.448%
9 8.200 511 513 522 rBVY 1621658 2090879 75.17% 5.534%
10 8.920 572 576 578 rBV 39305 41187 1.48% 0.109%
11 9.012 583 584 587 rBV 30489 38797 1.39% 0.103%
12 9.286 605 608 610 rBY 1519908 2094159 75.29% 5.542%
13 9.400 616 618 620 rVB2 33749 38420 1.38% 0.102%
14 9.618 635 637 640 rBV2 41261 59144 2.13% 0.157%
15 9.675 640 642 644 rVvVv 705194 613260 22.05% 1.623%
16 9.732 646 647 653 rVB3 21509 42218 1.52% 0.112%
17 9.823 653 655 657 rBV 72382 78441 2.82% 0.208%
18 9.892 660 661 663 rVB 57449 42794 1.54% 0.113%

19 9.961 665 667 669 rvv 2489963 2115976 76.08% 5.600%
20 9.995 669 670 675 rVB 182602 166614 5.99% 0.441%

21 10.166 683 685 687 rBvV 58978 70782 2.54% 0.187%
22 10.201 687 688 691 rVB3 19664 31506 1.13% 0.083%
23 10.372 701 703 704 rBV 29390 48889 1.76% 0.129%
24 10.395 704 705 706 rvVB 79774 54916 1.97% 0.145%

25 10.509 713 715 718 rBV 103269 111007 3.99% 0.294%

26 10.612 722 724 727 rVV 34828 60397 2.17% 0.160%
27 10.749 733 736 743 rBV 1262302 1345789 48.38% 3.562%
28 10.864 745 746 751 rvVB2 98336 152577 5.49% 0.404%

29 11.058 760 763 764 rBV2 33627 37505 1.35% 0.099%
30 11.309 782 785 787 rBV2 41247 67342 2.42% 0.178%
31 11.344 787 788 791 rVB 53095 55402 1.99% 0.147%

32 11.446 795 797 802 rBvV2 1507063 2246856 80.78% 5.946%
33 11.526 802 804 806 rvB 127123 143779 5.17% 0.381%
34 11.675 814 817 821 rBV3 65816 127615 4_.59% 0.338%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090596.D

Aca On : 15 Oct 2016 9:23

Operator : UM/SJ

Sample : H5227-01 2X

Misc :

ALS Vial : 36 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-BF101316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.744 821 823 825 rVB 48158 47863 1.72% 0.127%
36 11.949 839 841 842 rBV 69913 68241 2.45% 0.181%
37 11.984 842 844 846 rvV 60659 96506 3.47% 0.255%
38 12.029 846 848 849 rvv2 34605 45349 1.63% 0.120%
39 12.064 849 851 855 rvB2 135219 210308 7.56% 0.557%
40 12.144 856 858 860 rBv2 18822 32691 1.18% 0.087%
41 12.246 865 867 868 rBvV 38939 42637 1.53% 0.113%
42 12.395 877 880 881 rBv2 27450 39804 1.43% 0.105%
43 12.429 881 883 886 rvB3 29733 47523 1.71% 0.126%
44 12.498 887 889 891 rBvV 68455 88831 3.19% 0.235%
45 12.532 891 892 895 rvv 45461 67869 2.44% 0.180%
46 12.589 895 897 901 rvv3 34293 67075 2.41% 0.178%

47 12.658 901 903 906 rBV 730525 762141 27 .40% 2.017%
48 12.887 920 923 927 rBV 677558 886794 31.88% 2.347%
49 13.035 933 936 940 rBV 1442128 1517332 54.55% 4.016%
50 13.104 940 942 946 rVvv3 60369 115819 4.16% 0.307%

51 13.218 948 952 954 rvv 124805 194041 6.98% 0.514%

52 13.287 956 958 959 rvv 84789 87333 3.14% 0.231%
53 13.321 959 961 965 rvv2 98754 145102 5.22% 0.384%
54 13.412 967 969 970 rvVv 63119 64505 2.32% 0.171%
55 13.447 970 972 974 rVV 55405 79445 2.86% 0.210%
56 13.481 974 975 977 rVB 42025 39577 1.42% 0.105%

57 13.938 1013 1015 1020 rVB2 118054 196658 7.07% 0.520%
58 14.087 1025 1028 1035 rBV 1248945 2515602 90.44% 6.658%
59 15.127 1117 1119 1124 rBV 424057 1022092 36.75% 2.705%
60 15.424 1143 1145 1149 rVB 197363 356063 12.80% 0.942%

61 15.493 1149 1151 1154 rVV 347154 571489 20.55% 1.512%
62 15.561 1154 1157 1167 rVB 832822 1762236 63.36% 4.664%
63 16.258 1216 1218 1223 rVB2 115444 228241 8.21% 0.604%
64 17.001 1281 1283 1290 rVB2 111177 288641 10.38% 0.764%
65 17.436 1319 1321 1330 rVB 88230 223617 8.04% 0.592%

Sum of corrected areas: 37784734
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101416\

BF090596.D

15 Oct 2016 9:23

UM/SsJ

H5227-01 2X

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF090596.D

5.51

5.10

6.54

68

7.07

6.92

7.48

05—
Time-->

4.50

5.00 5.50

Abundance
2500000

2000000

8.20

1500000

1000000

500000

TIC: BF090596.D
96

9.29 11.45

9.67

8.9201

M A A A s
LI T T T [ T T T T [ T T T T

13.04

12.6612.89

0=
Time-->

A,
T T

8.50 9.00 12.00

9.50 10.00 10.50 11.00 11.50

12.50 13.00

13.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF090596.D

14.09

0
Time-->

™1
14.00

17.00

17.50

16.50

16.00

15.50

14.50

15.00

18.00

18.50

19.00

8270-BF101316.

M Mon Oct 17 16:15:34 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090596.D

Aca On : 15 Oct 2016 9:23

Operator : UM/SJ

Sample : H5227-01 2X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 3

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

5.10 8.83 ng 664746 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 242 (5.103 min): BF090596.D (-239) (-) m/z 43.10 100.00%
43
59
5000
s ok Sho 520 540
83 : : : :
..,....,....',':..?R.~:I,...‘??....,.'...,...:,....,....,....,....,...., m/z 59.10 61.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 520 5.40
m/z 101.10 20.69%
31 101
"w'”ﬂ'“T““|“‘w'“w'“'fi'ga'$'“w'“l“”l“'WH'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.05 16.84%
41
29 101
50 73 86
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester RN EEEEE R EE S ae ey e
59 4.80 5.00 5.20 5.40
m/z 41.10 8.96%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090596.D

Aca On : 15 Oct 2016 9:23

Operator : UM/SJ

Sample : H5227-01 2X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.68 Concentration Rank 1

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

6.68 36.74 ng 2767070 1,4-Dichlorobenzene-d4 6.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 380 (6.680 min): BF090596.D (-378) (-) m/z 132.00 100.00%

132
68
5000
75 % 6.40 6.60 6.80 7.00
104
o..,....,....,...:,“.'.‘.‘?".61".,..':~.,..5.‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 55.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 WWLVVWW

6.40 6.60 6.80 7.00

33 44 g7 105 m/z 66.10 34.88%
60 70 78 ‘
S SO NN OO |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68
.”,.”.,”..“..w..”
6.40 6.60 6.80 7.00
5000 m/z 134.00 32.38%
96
40
18 % 55 81
mmwwwwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- —
132 6.40 6.60 6.80 7.00
m/z 69.10 21.84%
104
5000
i
115
\ =
..,....,....,....,....,H..,.i‘..,.:w,....,‘....,..‘..,..‘.‘.,....,‘... -
m/z--> 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 : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090596.D

Aca On : 15 Oct 2016 9:23

Operator : UM/SJ

Sample : H5227-01 2X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknownl6.26 Concentration Rank 5

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

16.26 2.59 ng 228241 Perylene-di12 15.56

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 38

2 3.7-Diisopropvl-5-methvl-1.2(4H)... 192 C12H20N2 088829-71-4 30

3 N-IT2-0x0-1.2"-bi(tricvclol3.3.1... 355 C23H33N02 1000305-39-6 25
4 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 15

5 1H-Pyrazole-4-acetic acid, 1-(4-... 264 C11H16N602 1000337-51-2 14

Abundance Scan 1218 (16.258 min): BF090596.D (-1216) (-) m/z 191.10 100.00%
191
81
123
5000 264
55 163 L I e
4 217 245 288 320339 383 16.00 16.20 16.40 16.60
. o m/z 81.10 73.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191
109
5000 82 TT T T[T T T T[T I T T [rrrrprro1
16.00 16.20 16.40 16.60
57 136 m/z 95.10 62.51%
IR
B e N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
81 108 177
 EEm e A REEa R
16.00 16.20 16.40 16.60
5000 m/z 177.10 51.99%
53 135
— T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #187429: N-[[2-Ox0-1,2"-bi(tricyclo[3.3.1.1[3,7]]decan)-4"... L B e e A
191 16.00 16.20 16.40 16.60
m/z 123.10 49 _.49%
5000 79
148
1 L o
b O Y S O ) [ P
m/z--> 100 150 200 250 300 350 400 16.00 16 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101416\
Data File : BF090596.D

Acq On : 15 Oct 2016 9:23

Operator : UM/SJ

Sample : H5227-01 2X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.10 8.8 ng 664746 1 6.92 1506290 20.0
unknown6 .68 6.68 36.7 ng 2767070 1 6.92 1506290 20.0
unknownl16 .26 16.26 2.6 ng 228241 6 15.56 1762240 20.0
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