LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078933.D

Aca On : 5 May 2015 10:36

Operator : TP/1Z

Sample : PB83180BL

Misc :

ALS Vial : 4 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-BF043015.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 1.518 26 29 32 rVB 2890622 3208286 83.03% 12.102%
2 1.770 49 51 61 rBv 879983 1394002 36.08% 5.258%
3 1.907 61 63 92 rvVvB 1529077 3863990 100.00% 14.575%
4 5.164 346 348 355 rVB 131680 156102 4.04% 0.589%
5 5.656 388 391 393 rBVY 1615660 1712061 44.31% 6.458%

6.902 498 500 503 rBV 1759781 1631087 42.21% 6.153%
7.062 512 514 517 rBV 1686608 1763104 45.63% 6.651%
7.359 537 540 542 rBV 395366 376255 9.74% 1.419%
7.542 554 556 558 rvB 1518256 1361668 35.24% 5.136%
8.045 598 600 602 rBV 1243237 1062619 27.50% 4.008%

=
QO ~NO®

11 8.936 675 678 680 rvB 438080 510892 13.22% 1.927%
12 10.274 793 795 798 rBV 1630990 2107727 54.55% 7.951%
13 11.108 866 868 871 rvB 617156 581455 15.05% 2.193%
14 12.091 951 954 956 rBvV 1277037 1339483 34.67% 5.053%
15 12.959 1027 1030 1032 rBV 468628 627990 16.25% 2.369%

16 14.720 1179 1184 1187 rBV5 26727 91790 2.38% 0.346%
17 14.811 1190 1192 1197 rVB2 26034 60165 1.56% 0.227%
18 14.948 1202 1204 1207 rVB 2240545 2703601 69.97% 10.198%
19 15.188 1220 1225 1226 rBV4 24062 68796 1.78% 0.260%

20 16.274 1318 1320 1323 rBV 576074 776613 20.10% 2.929%
21 16.503 1336 1340 1341 rBvV4 28080 73386 1.90% 0.277%
22 18.137 1480 1483 1493 rVB 636889 1039333 26.90% 3.920%

Sum of corrected areas: 26510405
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Libra

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050515\
BFO78933.D
5 May 2015 10:36

PB83180BL

- TP/1Z

4 Sample Multiplier: 1

le

ry - C:

\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078933.D

Aca On : 5 May 2015 10:36

Operator : TP/1Z

Sample : PB83180BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.52 170.54 ng 3208290 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 29 (1.518 min): BF078933.D (-26) (-) m/z 73.10 100.00%
73
43
5000
89
S IR R L
55 140 160 1.80
ol g i e L m/z 43.10 52.65%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
140 160 1.80
31 89 m/z 89.10 28 .48%
Oy |"2§'“""3§J"“4?|' “?Zl T '|l L I I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
% 140 160 180
5000 m/z 41.05 10.90%
27
59 74
e S S L L L L S S S UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2103: Propane, 2-methoxy-2-methyl-
73 140 160 1.80
m/z 45.10 8.30%
5000
57
29 41
0 15 \‘ \“‘\ 50 11 ! 87
LI AL FLEL LN UL SLELELELNS SRR SURLELEL SULALEL SRS UL I AL R L
m/z--> 10 20 30 40 50 60 70 80 90 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078933.D

Aca On : 5 May 2015 10:36

Operator : TP/1Z

Sample : PB83180BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.16 8.30 ng 156102 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 348 (5.164 min): BF078933.D (-346) (-) m/z 43.10 100.00%
43
5000 59
1ot 480 500 520 540
83 : : : :
o...,....,....,....','::..,?3.-:.,....,....,.-...,....,|....,. m/z 59.10  49.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R LU IR I
4.80 5.00 5.20 5.40
59 m/z 101.10 16.67%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 57 m/z 58.10 16.48%
29
101
37 50 78
S U SR IS SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime L Ry B o
43 4.80 5.00 5.20 5.40
m/z 41.10 8.73%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078933.D

Aca On : 5 May 2015 10:36

Operator : TP/1Z

Sample : PB83180BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 5 unknown7.06 Concentration Rank 3

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

7.06 93.72 ng 1763100 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 514 (7.062 min): BF078933.D (-512) (-) m/z 132.00 100.00%
132
5000 68
0 96 T T T T T T
54 78 | 106 6.80 7.00 7.20 7.40
01 bt m/z 68.10 45_.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL UL IR
6.80 7.00 7.20 7.40
31 51 m/z 134.00 32.53%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 28.70%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L e B
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 18.62%
5000 og 116
) AN | VIR A N HW..LL,..“u N 189 SN A U A
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078933.D

Aca On : 5 May 2015 10:36

Operator : TP/1Z

Sample : PB83180BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 7 unknownl14.72 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.36 ng 91790 Chrysene-di12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Undecanol. 7-ethvl-2-methvl- 214 C14H300 000103-20-8 47
2 Cvclohexane. 1.1"-(1.2-dimethvl-... 222 C16H30 074663-71-1 43
3 1-Nitrododecane 215 C12H25N02 016891-99-9 43
4 3-Trifluoroacetoxvtetradecane 310 C16H29F302 1000245-47-5 38
5 4-Octanol, 2,7-dimethyl- 158 C10H220 019781-11-4 38
Abundance Scan 1184 (14.720 min): BF078933.D (-1179) (-) m/z 69.10 100.00%
69
83
5000
151
125 139 179191 R B B SURBULE IR
165 207 14.40 14.60 14.80 15.00
0! m/z 83.05 76.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65769: 4-Undecanol, 7-ethyl-2-methyl-
69
83
5000 43 o UL B SUNILE SRS
14.40 14. 60 14. 80 15.00
29 97 157 196 m/z 41.10 57.75%
112 1.6
) O N - S - 3
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
55 14.40 14.60 14.80 15.00
5000 M 83 111 m/z 57.10 57.44%
28 97
e L S I S WA S S R RS RARRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66203: 1-Nitrododecane R R ma AR
5 69 14.40 14.60 14.80 15.00
43 m/z 43.10 55.67%
83
5000 o7
29 111
0 15 \‘ | ‘ N N ‘ M \‘\ il ‘h 126 140 152 168 18\0 198
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 160 180 2(')0 ' 14'40 14. 60 14. 80 15'00

8270-BF043015.M Wed May 06 12:43:19 2015

Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
Data File : BF078933.D

Acq On : 5 May 2015 10:36

Operator : TP/1Z

Sample - PB83180BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Propane, 2,2-dime... 1.52 170.5 ng 3208290 1 7.36 376255 20.0
2-Pentanone, 4-hy... 5.16 8.3 ng 156102 1 7.36 376255 20.0
unknown? .06 7.06 93.7 ng 1763100 1 7.36 376255 20.0
unknownl14 .72 14.72 2.4 ng 91790 5 16.27 776613 20.0
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