LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075523.D

Aca On : 15 Nov 2014 6:26

Operator : TP / JJ

Sample : PB80209BL

Misc :

ALS Vial : 24 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-BF111214.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 1.624 44 47 50 rvB 1285660 1371197 79.60% 9.063%
2 1.772 56 60 63 rvB 31750 66050 3.83% 0.437%
3 1.830 63 65 75 rvw 19107 36019 2.09% 0.238%
4 1.967 75 77 85 rvv 91256 130617 7.58% 0.863%
5 2.081 85 87 90 rvB 11500 18126 1.05% 0.120%

4.584 303 306 309 rvB 12523 19273 1.12% 0.127%
5.338 370 372 383 rBV 541019 709467 41.18% 4._.689%
413 416 418 rBV 1287319 1380741 80.15% 9.126%
6.344 458 460 463 rVB 26683 24729 1.44% 0.163%
7.087 523 525 528 rBV 1213738 1286400 74.67% 8.502%

=
QOO ~NO®
)]
o]
N
=

11 7.259 537 540 542 rBV 1472688 1387044 80.52% 9.167%
12 7.544 563 565 568 rBvV 246563 292464 16.98% 1.933%
13 7.739 579 582 584 rBV 1145876 1051675 61.05% 6.951%
14 8.242 623 626 628 rBvV 844525 843180 48.95% 5.573%
15 9.133 701 704 706 rBV 352548 398060 23.11% 2.631%

16 10.470 819 821 824 rBV 1417756 1505819 87.41% 9.952%
17 11.305 892 894 897 rVB 387699 413262 23.99% 2.731%
18 12.288 978 980 983 rBV 953494 917589 53.27% 6.065%
19 13.156 1054 1056 1059 rBV 468006 432627 25.11% 2.859%
20 15.157 1228 1231 1233 rBV 1295459 1722682 100.00% 11.386%

21 16.448 1341 1344 1347 rBV 482790 482924 28.03% 3.192%
22 17.420 1425 1429 1433 rBV3 6648 18542 1.08% 0.123%

23 18.197 1493 1497 1500 rBV 323543 498152 28.92% 3.292%
24 20.563 1698 1704 1713 rBV 34313 123520 7.17% 0.816%

Sum of corrected areas: 15130159
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF111414\

- BF075523.D

- 15 Nov 2014 6:26

- TP / 33

- PBS0209BL

- 24 Sample Multiplier: 1

= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

: Z:\HPCHEM1\BNA F\METHODS\8270-

BF111214_M
CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075523.D

Aca On : 15 Nov 2014 6:26

Operator : TP / JJ

Sample = PB80209BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
Quant Title : 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 1 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.62 93.77 ng 1371200 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 Oxirane-2-carboxylic acid, ethyl... 116 C5H803 1000192-50-3 9

Abundance Scan 47 (1.624 min): BF075523.D (-44) (-) m/z 73.10 100.00%
73
43
5000
89 S O
37, | o 55 1.20 1.40 1.60 1.80 2.00
o e o m/z 43.00 62.79%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 INREBELSREE NS
1.20 1.40 1.60 1.80 2.00
89 m/z 89.10 26.48%
0 25 | \ 37, ‘ 57 IP
R A R A NAARS R RS AR s AR R
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
43
7 120 140 160 180 2.00
5000 89 m/z 41.05 13.20%
27
18 37 53 59 101
G L U S S SURIL IS SURIILS SR IULILLS UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2183: 1,3-Diaminoguanidine e S e
43 1.20 1.40 1.60 1.80 2.00
32 m/z 42.00 9.58%
58 89
5000 18
0"|'JL|"ﬁh”'”l'l“|"“w""ﬂ%"l“"l“"l'“'l INREBELSSEDE N SRR S
m/z--> 10 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075523.D

Aca On : 15 Nov 2014 6:26

Operator : TP / JJ

Sample = PB80209BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
Quant Title : 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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.34 48_.52 ng 709467 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 372 (5.338 min): BF075523.D (-370) (-) m/z 43.00 100.00%
43
5000 59
101 rryrrrTyrrrTpTTTTTT T
5.00 5.20 5.40 5.60
Ol Sl 83 8l "w/z 59.00 50.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L IR LI L B
59 500 520 540 560
m/z 58.00 15.21%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
500 520 540 560
5000 m/z 101.10 12.97%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- B e R
59 5.00 5.20 5.40 5.60
m/z 41.10 8.11%
5000
a1 101
15 31 53 69 83
0"I"”I"”'””"“JJ”I'Jw*i”"\"”I'“"I”"I"”I' LN L IR UL LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075523.D

Aca On : 15 Nov 2014 6:26

Operator : TP / JJ

Sample = PB80209BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
Quant Title : 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 6 unknown7.26 Concentration Rank 1

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

7.26 94 .85 ng 1387040 1,4-Dichlorobenzene-d4 7.54
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 35
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 540 (7.259 min): BF075523.D (-537) (-) m/z 132.00 100.00%
32
5000 o8
40 | % 700 7.20 7.40 7.60
54 . : : :
ol e 8 L 118 | m/z 68.10 36.62%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U R UL UL S
7.00 7.20 7.40 7.60
31 51 m/z 134.00 33.36%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
700 7.20 7.40 7.60
5000 67 m/z 66.00 22.68%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil T A T e )
132 7.00 7.20 7.40 7.60
m/z 96.00 13.55%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075523.D

Aca On : 15 Nov 2014 6:26

Operator : TP / JJ

Sample = PB80209BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
Quant Title : 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 8 Dibenzylidene 4,4"-biphenyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.56 4.96 ng 123520 Perylene-d12 18.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 83
2 1.10-Phenanthroline. 2.9-dimethv... 360 C26H20N2 004733-39-5 49
3 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 47
4 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 46
5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B0O6 1000150-23-7 43
Abundance Scan 1704 (20.563 min): BF075523.D (-1698) (-) ; m/z 360.20 100.00%
360
152
5000
179 /k
o T e 1 27 250 281 20120 2040 20,60 2080
ot 1 m/z 152_.00 53.20%
m/z--> 50 100 150 200 250 300 350
Abundance #145063: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 UAAUAUVAUVGLRE B
20,20 20.40 20.60 20.80
152 272 m/z 179.10 30.56%
179
oL_28 51 77 103 127 | | 202 228 254 |
m/z--> 50 100 150 200 250 300 350
Abundance
360
20.20 20.40 20.60 20.80
5000 m/z 361.20 30.25%
78 180
28 51 109129 151 214 240258 284 317 342
m/z--> 50 100 150 200 250 300 350
Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... EEEEEE SRS A T
360 20.20 20.40 20.60 20.80
m/z 359.20 26 .10%
5000
207
180 332
0 15 39 m 6¥7 i 9? dy 12\3- 1?3\\ JL 225 257 285 314 ‘\ { {
m/z--> 50 100 150 200 25'30 300 350 20,20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075523.D

Acq On : 15 Nov 2014 6:26

Operator : TP / JJ

Sample - PB80209BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
Quant Title : 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]
Propane, 2,2-dime... 1.62 93.8 ng 1371200 1 7.54 292464 20.0
2-Pentanone, 4-hy... 5.34 48.5 ng 709467 1 7.54 292464 20.0
unknown? .26 7.26 94.8 ng 1387040 1 7.54 292464 20.0
Dibenzylidene 4,4_... 20.56 5.0 ng 123520 6 18.20 498152 20.0
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