LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020315\
Data File : BF077162.D

Acq On : 3 Feb 2015 15:25

Operator : TP/1Z

Sample : PB81581BL

Misc :

ALS Vial : 3 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:\HPCHEMI1\BNA_F\METHODS\8270-BF011415_.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
1 1.058 12 15 17 rVB 6305 11596 1.28% 0.164%
2 1.310 36 37 40 rBv 10882 21747 2.40% 0.307%
3 1.378 42 43 49 rvv 21688 38836 4_29% 0.549%
4 2.110 105 107 110 rVB 5864 11544 1.28% 0.163%
5 3.150 195 198 201 rVB 6923 14451 1.60% 0.204%
6 3.230 203 205 208 rBvY 5520 10494 1.16% 0.148%
7 3.607 235 238 239 rBvY 4052 9312 1.03% 0.132%
8 3.733 245 249 258 rvv2 46509 139099 15.36% 1.967%
9 3.847 258 259 265 rvB 6995 20190 2.23% 0.285%
10 3.996 270 272 275 rBY 4951 9924 1.10% 0.140%
11 4.099 279 281 285 rVB 6436 12035 1.33% 0.170%
12 4._407 304 308 309 rvB 6205 12734 1.41% 0.180%
13 4.464 309 313 316 rBvY 4970 18204 2.01% 0.257%
14 4.693 330 333 344 rBVY 300514 633682 70.00% 8.959%
15 5.196 374 377 378 rVB 5741 9164 1.01% 0.130%
16 5.710 419 422 424 rBV 3793 9402 1.04% 0.133%
17 6.327 473 476 481 rBvV 6670 22768 2.51% 0.322%

18 7.082 539 542 547 rBV 355398 586154 64.75% 8.287%
19 7.162 547 549 554 rVB 387866 722687 79.83% 10.217%
20 7.676 592 594 601 rBvV2 76620 154082 17.02% 2.178%

21 7.996 619 622 627 rBvV 327428 531312 58.69% 7.512%

22 8.408 654 658 663 rvVB 2857 9342 1.03% 0.132%
23 8.979 705 708 714 rBV 223346 402635 44.47% 5.692%
24 9.516 753 755 761 rVB 4886 15211 1.68% 0.215%
25 10.088 802 805 808 rBvV 4203 13507 1.49% 0.191%
26 10.385 828 831 832 rBV 6086 9538 1.05% 0.135%
27 10.591 846 849 855 rBvV 121138 195791 21.63% 2.768%
28 10.819 868 869 874 rVvB 3268 9156 1.01% 0.129%
29 11.654 937 942 943 rVB 5255 12332 1.36% 0.174%
30 12.842 1043 1046 1048 rBV 5390 10268 1.13% 0.145%
31 12.934 1051 1054 1055 rBV 4163 9302 1.03% 0.132%
32 13.242 1078 1081 1091 rVB 530450 824335 91.06% 11.654%
33 13.540 1103 1107 1109 rBV 4385 9373 1.04% 0.133%
34 13.574 1109 1110 1115 rVB 4621 11017 1.22% 0.156%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020315\
Data File : BF077162.D

Acq On : 3 Feb 2015 15:25

Operator : TP/1Z

Sample : PB81581BL

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA_F\METHODS\8270-BF011415.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.654 1115 1117 1119 rVB 6127 10964 1.21% 0.155%
36 13.768 1124 1127 1130 rVB 4818 12612 1.39% 0.178%
37 13.837 1130 1133 1134 rBV 5457 11270 1.24% 0.159%
38 14.271 1170 1171 1174 rVB 6771 11019 1.22% 0.156%
39 14.705 1207 1209 1213 rVV2 113826 204371 22.57% 2.889%
40 15.048 1236 1239 1244 rVB 6477 20828 2.30% 0.294%
41 15.208 1250 1253 1257 rVB 3833 10726 1.18% 0.152%
42 16.031 1322 1325 1327 rBV 4163 10950 1.21% 0.155%
43 16.180 1333 1338 1341 rBVY 5024 17979 1.99% 0.254%
44 16.385 1353 1356 1358 rBVY 5306 11615 1.28% 0.164%
45 16.443 1358 1361 1369 rVV 296559 411562 45.46% 5.819%
46 16.660 1375 1380 1382 rBV 4772 15023 1.66% 0.212%
47 17.448 1445 1449 1452 rVB 3805 11523 1.27% 0.163%
48 17.563 1457 1459 1463 rVV 165498 213333 23.56% 3.016%
49 17.688 1466 1470 1473 rBV 4519 10663 1.18% 0.151%
50 18.671 1555 1556 1560 rBV 4557 9531 1.05% 0.135%
51 18.786 1565 1566 1572 rVB 4398 12993 1.44% 0.184%
52 19.449 1618 1624 1627 rVB 4393 12974 1.43% 0.183%
53 19.620 1636 1639 1641 rVB 5238 10143 1.12% 0.143%
54 19.814 1653 1656 1658 rBV 823943 905307 100.00% 12.799%
55 20.512 1713 1717 1721 rBV 5903 15319 1.69% 0.217%
56 20.660 1726 1730 1735 rVB 4577 9868 1.09% 0.140%
57 20.786 1737 1741 1743 rBV 4238 9528 1.05% 0.135%
58 21.083 1764 1767 1771 rBV 174249 211853 23.40% 2.995%
59 21.335 1785 1789 1791 rVB 5023 13543 1.50% 0.191%
60 21.380 1791 1793 1795 rBV 4018 9728 1.07% 0.138%
61 21.780 1826 1828 1832 rVB 5335 13478 1.49% 0.191%
62 22.615 1897 1901 1903 rBV 2763 9386 1.04% 0.133%
63 22.843 1919 1921 1930 rVB 126253 202578 22.38% 2.864%
64 22.969 1930 1932 1937 rVB 4685 14849 1.64% 0.210%
65 23.072 1937 1941 1942 rBV 5664 13872 1.53% 0.196%
66 23.621 1986 1989 1992 rBV 4235 11262 1.24% 0.159%
67 23.723 1997 1998 2001 rBV 4368 9482 1.05% 0.134%
68 23.929 2013 2016 2020 rBV 3119 10873 1.20% 0.154%
69 25.163 2123 2124 2126 rBV 5581 10002 1.10% 0.141%
70 25.575 2158 2160 2163 rVB 4338 9189 1.02% 0.130%
71 26.924 2276 2278 2280 rVB 6957 9777 1.08% 0.138%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020315\
Data File : BF077162.D

Acq On : 3 Feb 2015 15:25

Operator : TP/1Z

Sample : PB81581BL

Misc :

ALS Vial : 3 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF011415.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 26.958 2280 2281 2284 rBV 5522 10720 1.18% 0.152%
73 27.221 2301 2304 2307 rBV 4677 11253 1.24% 0.159%

Sum of corrected areas: 7073170
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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\BF020315\

BFO77162.D
3 Feb 2015 15:25
TP/1Z
PB81581BL
3 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO77162.D
800000
600000
77.%6
4.69 ' 8.00
400000
8.98
200000 373 7.68
1.0613338 2.11 3383 3.603.85000 44446 520 571 633 8.41 9.52
O I S o B o S T e o S
Time--> 1.00 150 200 250 300 350 400 450 500 550 6.00 650 7.00 750 800 850 900 9.50
Abundance TIC: BFO77162.D
800000
13.24
600000
400000 16.44
17.56
10.59 14.71
200000
10.09.0.38\ 10.82 11.65 ﬂMﬂLﬁM%4Mﬂ Alﬂm1 161318 [326.66 17.457.69
O A B B o o o T B o o O B I o O B
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BFO77162.D
19|81
800000
600000
400000
21.08
22.84
200000
1818779 19.18.67 20%R6679 || 221338 21.78 22.61p23D07 22823.93 25.16 25.57 ZoWB7.22
O e O I B B S o e T I o B e I
Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020315\
Data File : BF077162.D

Acq On : 3 Feb 2015 15:25

Operator : TP/1Z

Sample - PB81581BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.73 18.06 ng 139099 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 47
3 Guanidine 59 CH5N3 000113-00-8 47
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 249 (3.733 min): BFO77162.D (-245) (-) m/z 43.10 100.00%
a3
59
5000
101 AR SRR SRR
83 | 340 3.60 3.80 4.00
T ] OO | RSN A m/z 59.00 73.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LS AN UL LA A
59 340 3.60 380 400
m/z 58.00 22.21%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
SERARRIRNSREAREERAREY
3.40 3.60 3.80 4.00
5000 m/z 101.10 20.85%
y 4
102
15 53 3 87
e S I S SULIURS SURILIL IS IULIULS SULIRS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Guanidine R mam e
3 509 3.40 3.60 3.80 4.00
m/z 41.10 9.01%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'i“"l“"l“"l”"l“"l' AR SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020315\
Data File : BF077162.D

Acq On : 3 Feb 2015 15:25

Operator : TP/1Z

Sample - PB81581BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 unknown7.16 Concentration Rank 1

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

7.16 93.81 ng 722687 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 549 (7.162 min): BF077162.D (-547) (-) m/z 132.00 100.00%
132
5000 68
96 R L U L
40 54 -8 06 6.80 7.00 7.20 7.40
o} I B e B B m/z 68.05 41.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 R L U L
6.80 7.00 7.20 7.40
33 44 105 m/z 134.00 31.68%
o
0 '”I'"'I“””k”'h'P”"l'hy§P'"I"'W""I'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.80 7.00 720 7.40
5000 gg 116 m/z 66.05 27.46%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole R L L e T
132 6.80 7.00 7.20 7.40
m/z 69.10 17.07%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 680 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020315\
Data File : BF077162.D

Acq On : 3 Feb 2015 15:25

Operator : TP/1Z

Sample : PB81581BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 3.73 18.1 ng 139099 1 7.69 154082 20.0
unknown7 .16 7.16 93.8 ng 722687 1 7.69 154082 20.0
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