LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079131.D

Aca On : 11 May 2015 22:33

Operator : TP/1Z

Sample : 62176-10

Misc :

ALS Vial : 23 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 1.450 20 23 26 rVvB 5128988 5823678 100.00% 22.402%
2 1.575 31 34 39 rvB 249708 493979 8.48% 1.900%
3 1.735 47 48 57 rVvv2 377943 778657 13.37% 2.995%
4 1.861 57 59 91 rVB 2097759 3763814 64.63% 14.479%
5 5.096 340 342 347 rVB 71959 104155 1.79% 0.401%

5.599 383 386 389 rBV 1549009 1516722 26.04% 5.834%
6.856 494 496 499 rBV 1197193 1554317 26.69% 5.979%
1174362 1616067 27.75% 6.217%
7.302 532 535 537 rBvV 248034 305938 5.25% 1.177%
7.484 549 551 553 rBV 1369237 1229279 21.11% 4._.729%
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11 7.987 593 595 597 rBV 1119904 953893 16.38% 3.669%
12 8.867 670 672 675 rBvY 358881 426621 7.33% 1.641%
13 10.216 788 790 793 rBV 1825452 1793503 30.80% 6.899%
14 10.719 833 834 837 rvB 67581 72033 1.24% 0.277%
15 11.051 861 863 865 rBvV 500948 480741 8.25% 1.849%

16 12.033 946 949 951 rBV 1059187 1213524 20.84% 4.668%
17 12.891 1022 1024 1027 rBV 496577 493122 8.47% 1.897%
18 14.891 1196 1199 1202 rBV 2022054 1999176 34.33% 7.690%
19 16.068 1300 1302 1310 rVB 45902 69400 1.19% 0.267%
20 16.182 1310 1312 1314 rBV 494505 566746 9.73% 2.180%

21 16.823 1365 1368 1371 rBV 83503 136216 2.34% 0.524%
22 17.908 1460 1463 1466 rBV 430610 604257 10.38% 2.324%

Sum of corrected areas: 25995838
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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\BF051115\

BF079131.D

11 May 2015 22:33

TP/1Z

G2176-10

23 Sample Multiplier: 1

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

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BFO79131.D

45

1.86
5.60

1587
5.10

6.8@.00

7.48

7.30

0

Time-->

1.

6.00

3.50

4.00

B T T
4.50 5.00 5.50

50 2.00

2.50 3.00

6.50

BEEmEm
7.00

7.50

Abundance
5000000

4000000

3000000

2000000

7.99
1000000

TIC: BFO79131.D

10.22

12.03

|

11.05 12.89

8.87
10.72 A

)

(e
Time--> 8.00

13.00

12.00 12.50

A
T T T[T T T T

11.00 11.50

9.50 10.00

10.50

8.50

9.00

13.50

14.00

14.50

Abundance
5000000

4000000

3000000

14.

2000000

1000000

TIC: BFO79131.D

89

16.18
16.0A

17.91
16:@2

0
Time-->

15.00

19.50

18.50

19.00

18.00

17.50

16.50 17.00

15.50 16.00

20.00

20.50

21.00

8270-BF043015.

M Tue May 12 16:47:29 2015

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079131.D

Aca On : 11 May 2015 22:33

Operator : TP/1Z

Sample : 62176-10

Misc :

ALS Vial : 23 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 unknownl.45 Concentration Rank 1

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

1.45 380.71 ng 5823680 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 23 (1.450 min): BF079131.D (-20) (-) m/z 73.10 100.00%
73
5000 43
89
e
55 140 160 1.80
| AN 1T V.- N N M m/z 43.10 50.71%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L I L R N
140 160 1.80
31 89 m/z 89.10 32.18%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
140 160 180
5000 m/z 41.05 10.15%
58
44
5 25 39 51
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl-
43 140 160 1.80
33 m/z 45.10 8.12%
5000
27
59 74
0 ‘ [ L Ly | ‘
LR FEL LN FLEL LN SR FUNLELEL UL UL UL SURLLL IR L L N N
m/z--> 10 20 30 40 50 60 70 80 90 140 160 1.80

8270-BF043015.M Tue May 12 16:47:30 2015

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079131.D

Aca On : 11 May 2015 22:33

Operator : TP/1Z

Sample : 62176-10

Misc :

ALS Vial : 23 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.10 6.81 ng 104155 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 342 (5.096 min): BF079131.D (-340) (-) m/z 43.10 100.00%
43
59
5000
101 BBUSARAE SRR R AR
s I| 83 480 5.00 5.20 5.40 '
o+ttt e m/z 59.10 57.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L I L
59 480 500 520 5.40
m/z 101.10 21.54%
31 83 g3 101
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 17.87%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3174: 4-Penten-2-one, 4-methyl- B
43 480 5.00 5.20 5.40
m/z 41.10 9.37%
5000
0 2\9 [ 55 8\3 98
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079131.D

Aca On : 11 May 2015 22:33

Operator : TP/1Z

Sample : 62176-10

Misc :

ALS Vial : 23 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 6 unknown7.00 Concentration Rank 3

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

7.00 105.65 ng 1616070 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 509 (7.004 min): BF079131.D (-507) (-) m/z 132.00 100.00%
5000 68
© ol P | oo ok 700 720 7h0
o g e eS| m/z 68.10 47.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRI AL IR L I
6.60 6.80 7.00 7.20 7.40
31 51 78 m/z 134.00 31.07%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 30.23%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R e e e
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 18.99%
5000 98 116
o -‘-“‘. 89 qu\,w 18189 S | S
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079131.D

Aca On : 11 May 2015 22:33

Operator : TP/1Z

Sample : 62176-10

Misc :

ALS Vial : 23 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 8 1-Heptadecanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.45 ng 69400 Chrysene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol 256 C17H360 001454-85-9 90
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 90
3 Isoheptadecanol 256 C17H360 057289-07-3 87
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 83
5 1-Nonadecanol 284 C19H400 001454-84-8 81

Abundance Scan 1302 (16.068 min): BF079131.D (-1300) (-) m/z 57.10 100.00%

-

5000

15.80 16.00 16.20 16.40
m/z 83.10 85.30%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92320: 1-Heptadecanol

569 83

g

97

15.I80 16.IOO 16!20 16.I4O
125 m/z 43.10 82.26%

139154168182 210 238

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 g3 e
97 15.80 16.00 16.20 16.40
5000 m/z 55.10 79.93%
29 111
125
141 166180 196 222 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92322: Isoheptadecanol R B LA M e e
15.80 16.00 16.20 16.40
m/z 69.10 73.89%

5000

3

12 82 210 938

196 | 224
R A EEERERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40

5 1
139154168
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079131.D

Aca On : 11 May 2015 22:33

Operator : TP/1Z

Sample : 62176-10

Misc :

ALS Vial : 23 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 9 unknownl6.82 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.82 4.81 ng 136216 Chrysene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-(bromomethvl)- 192 C8H17Br 018908-66-2 38
2 Phvtol 296 C20H400 000150-86-7 38
3 1-Dodecanol. 2-methvl-. (S)- 200 C13H280 057289-26-6 35
4 3-Trifluoroacetoxy-6-ethvldecane 282 C14H25F302 116436-59-0 27
5 2-Methyl-1-undecanol 186 C12H260 010522-26-6 22

Abundance Scan 1368 (16.823 min): BF079131.D (-1365) (-) m/z 57.10 100.00%

5000
112

H-

129 149165 16.60 16.80 17.00 17.20

01 m/z 71.10 78.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50801: Heptane, 3-(bromomethyl)-
57
41
5000 LA I L L LB L L B
16. 60 16 80 17. OO 17. 20
83 m/z 55.10 67.51%
ol 2 L 983 135 163 194
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
71
R NI s
16.60 16.80 17.00 17.20
5000 4 m/z 69.10 45.04%
123
95
0 27 140 164179196 222 248263278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56272: 1-Dodecanol, 2-methyl-, (S)- R  RREEEEES e
16.60 16.80 17.00 17.20
m/z 41.05 40.45%
111
18 126 154 182 905

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 60 16 80 17. OO 17. 20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF051115\

BF079131.D

11 May 2015 22:33

TP/1Z

G2176-10

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknownl .45

2-Pentanone, 4-hy...

unknown7 .00
1-Heptadecanol
unknownl16.82

8270-BF043015.M Tue May 12 16:47:34 2015

1.45 380.7 ng
5.10 6.8 ng
7.00 105.7 ng
16.07 2.5 ng
16.82 4.8 ng

RT EstConc Units Response

5823680
104155
1616070
69400
136216

|--Internal Standard---|
| # RT Resp Conc]

305938 20.0
305938
305938 20.0
566746 20.0
566746 20.0
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