LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077013.D

Aca On : 22 Jan 2015 15:39

Operator : TP/1Z

Sample : PB81460BL

Misc S

ALS Vial : 5 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-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 heiaht area % max. total

1.350 21 23 28 rBvV 6385 13269 1.66% 0.227%
1.430 28 30 37 rvB 14058 30793 3.86% 0.527%
rBv 36084 81797 10.24% 1.401%
4.893 330 333 344 rBV 316114 599537 75.07% 10.269%
7.248 536 539 544 rBV 343847 563267 70.53% 9.648%

abrwWNPEF
w
O
a0
(9}
N
D
o0}
N
a1
=
N
(o))
o

7.339 544 547 553 rVB 390068 631800 79.11% 10.822%
7.853 589 592 596 rBV 81337 128982 16.15% 2.209%
8.173 616 620 624 rBV 292815 471786 59.07% 8.081%
9.145 702 705 710 rBV 219073 363140 45.47% 6.220%
10.756 843 846 850 rBV 120898 182715 22.88% 3.130%

=
QO ~NO®

11 13.408 1075 1078 1082 rBV 461333 731378 91.58% 12.527%
12 14.883 1204 1207 1211 rVB 128049 198198 24.82% 3.395%
13 16.586 1353 1356 1359 rBV 307131 426138 53.36% 7.299%
14 17.694 1450 1453 1455 rBV 146744 207101 25.93% 3.547%
15 19.923 1645 1648 1651 rBV 774984 798640 100.00% 13.680%

16 21.192 1756 1759 1761 rBV 175589 213904 26.78% 3.664%
17 22.872 1903 1906 1909 rBV 166237 195743 24.51% 3.353%

Sum of corrected areas: 5838188
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077013.D

Aca On : 22 Jan 2015 15:39

Operator : TP/1Z

Sample : PB81460BL

Misc S

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077013.D

Aca On : 22 Jan 2015 15:39

Operator : TP/1Z

Sample : PB81460BL

Misc S

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.96 12.68 ng 81797 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 50
3 3-Hexanol 102 C6H140 000623-37-0 36
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 251 (3.956 min): BFO77013.D (-248) (-) m/z 43.10 100.00%
43 59
5000
101 SN M.V
| 83 3.60 3.80 4.00 4.20
o O PR | V. SN m/z 59.10 88.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 NSRRGSR SRR
3.60 3.80 4.00 4.20
59 101 m/z 101.10 23.49%
0 21 37 53 ‘ 67 77 83 91
miz--> A S N R AT
Abundance
43 59
360 380 4.00 4.20
5000 18 m/z 58.00 18.24%
28
12
e S S UL SULIURS SUSIIL IS IULILS SULILS LI L
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol LI L L L L L L B
50 3.60 3.80 4.00 4.20
m/z 41.10 10.79%
5000 31 43 73
0 25L\ 37\‘H 53| 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 360 3.80 400 420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077013.D

Aca On : 22 Jan 2015 15:39

Operator : TP/1Z

Sample : PB81460BL

Misc S

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown7.34 Concentration Rank 1

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

7.34 97.97 ng 631800 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 547 (7.339 min): BF077013.D (-544) (-) m/z 132.00 100.00%
5000 68
0 st g || g % o TR 75 T TR
o R 1 A 1| A -/ S | N m/z 68.10 39.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 N RAASSRALSE AR LA
7.00 7.20 7.40 7.60
33 44 97 105 m/z 134.00 31.57%
0 5L %0 T |y
s 6 % % A B e o 8 % 10 110 135 1% 1%
Abundance
132
7.00 720 7.40 7.60
5000 67 m/z 66.00 27.23%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁwﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole B L
132 7.00 7.20 7.40 7.60
m/z 69.05 16.28%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
s B % % 4w & T e % 10 110 135 1 1% 7.00 7.20 7.40 760
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012215\
Data File : BF077013.D

Acq On : 22 Jan 2015 15:39

Operator : TP/1Z

Sample : PB81460BL

Misc S

ALS Vial : 5 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... 3.96 12.7 ng 81797 1 7.85 128982 20.0
unknown? .34 7.34 98.0 ng 631800 1 7.85 128982 20.0
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