LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079093.D

Aca On : 9 May 2015 21:22

Operator : TP/1Z

Sample : 62087-05

Misc :

ALS Vial : 52 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 1.244 3 5 24 rVB 613241 1704361 22.35% 4 .365%
2 1.495 24 27 30 rvv 6222349 7624452 100.00% 19.525%
3 1.621 34 38 42 rVB 621774 1265684 16.60% 3.241%
4 1.747 48 49 52 rBv 551445 749010 9.82% 1.918%
5 1.804 52 54 58 rvv 296242 412252 5.41% 1.056%

1.873 58 60 84 rVvB 2692003 5085753 66.70% 13.024%
3.656 212 216 220 rVB 73974 130555 1.71% 0.334%
5.119 342 344 352 rVB 209340 257054 3.37% 0.658%
5.621 385 388 391 rBV 2095039 2114529 27.73% 5.415%
6.879 495 498 500 rBV 2418378 2226643 29.20% 5.702%

=
QO ~NO®

11 7.027 509 511 514 rBV 2185456 2180762 28.60% 5.585%
12 7.313 534 536 539 rBvV 410711 500372 6.56% 1.281%
13 7.507 550 553 555 rvB 1847639 1761692 23.11% 4.511%
14 8.010 594 597 599 rBV 1567662 1391116 18.25% 3.562%
15 8.890 672 674 677 rVB 688028 704003 9.23% 1.803%

16 10.239 790 792 795 rBV 2999020 2656369 34.84% 6.803%
17 10.742 834 836 839 rvB 165668 142056 1.86% 0.364%
18 11.073 862 865 867 rBvV 746313 800253 10.50% 2.049%
19 12.045 948 950 953 rBVv2 1170804 1664730 21.83% 4.263%
20 12.914 1023 1026 1029 rBV 906242 844216 11.07% 2.162%

21 14.914 1198 1201 1204 rBV 2874264 2837640 37.22% 7.267%
22 16.091 1301 1304 1312 rBV 166993 352421 4.62% 0.902%

23 16.217 1312 1315 1317 rBV 666602 822341 10.79% 2.106%
24 17.977 1466 1469 1472 rBV 620797 821390 10.77% 2.103%

Sum of corrected areas: 39049654
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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:\HPCHEM1I\BNA F\DATA\BF050815\

BF079093.D
9 May 2015 21:22
TP/1Z
G2087-05
52 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000
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TIC: BFO79093.D
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10.24

12.04
8.89

|

11.07
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14.
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TIC: BFO79093.D

91
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16.0

17.98

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079093.D

Aca On : 9 May 2015 21:22

Operator : TP/1Z

Sample : 62087-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Cyclopentane, methyl- Concentration Rank 5

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

1.24 68.12 ng 1704360 1,4-Dichlorobenzene-d4 7.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 Cvclopropane. propvl- 84 C6H12 002415-72-7 43
4 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 39
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 33

Abundance Scan 5 (1.244 min): BF079093.D (-3) (-) m/z 56.10 100.00%
56
5000 41 69 /\
1,30 140 150 160
37 5 65 79 84 : ' : '
0“m“W”W“T“W”W“W“W“W”hLT“WEH“WMWMWMWWW”M“W“W m/z 41.10 45.56%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1470: Cyclopentane, methyl-
56
41
5000
69 1.30 1.40 1.50 1.60
27 a4 m/z 69.10 41.66%
o 1 15 113337, | SIH“ 6165 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
a1 1,30 140 150 160
5000 m/z 55.10 25.41%
27
69
0 1 15 3337 51 60 65 | 7377 84
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1467: Cyclopropane, propyl-
41 56 1.30 1.40 1.50 1.60
m/z 42.10 18.12%
5000
27
69
0 ‘ 51 63 | 84
HARARERS KRRE) RELAE AAALN LARA SARAE RARS SUESEEARE) SALE) AAAAM AU KRASNAURE RARRISARML AL BUASA MARMI SRAMY USRI L AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079093.D

Aca On : 9 May 2015 21:22

Operator : TP/1Z

Sample : 62087-05

Misc :

ALS Vial : 52 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 2 unknownl.50 Concentration Rank 1

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

1.50 304.75 ng 7624450 1,4-Dichlorobenzene-d4 7.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 27 (1.495 min): BF079093.D (-24) (-) m/z 73.10 100.00%
73
5000 43
89
e
55 140 160 1.80
| A N 1N .- R N M m/z 43.10 51.19%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L N N L
140 160 1.80
31 89 m/z 89.10 33.36%
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
43
3 140 160 180
5000 m/z 41.05 10.37%
27
59 74
S L L UL UL UL S I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide
30 73 140 160 1.80
m/z 45.10 8.57%
5000
58
44
0 1‘5\ 25‘ ‘ 39\\‘\ \‘ 51 11l
miz--> 10 20 30 40 50 6 70 8 90 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079093.D

Aca On : 9 May 2015 21:22

Operator : TP/1Z

Sample : 62087-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.80 16.48 ng 412252 1,4-Dichlorobenzene-d4 7.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 54 (1.804 min): BF079093.D (-52) (-) m/z 73.10 100.00%
7B
5000
55 87
e
41 1.40 1.60 1.80 2.00 2.20
) N P VSN ) N — m/z 55.10 27.19%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 87.10 24.98%
29
0'“I”'W'”'P'”I”'ﬁhm'PJ“I”'Wt“?q“'P'”l”'W'“'P'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
140 160 1.80 2.00 2.20
5000 - m/z 41.10 11.53%
43
27
0 15 63 83 98 115
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1966: Silane, tetramethyl-
73 140 1.60 1.80 2.00 2.20
m/z 71.10 10.79%
5000
43
b2 1 293 [| 53 66 | 88
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 140 1.60 180 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079093.D

Aca On : 9 May 2015 21:22

Operator : TP/1Z

Sample : 62087-05

Misc :

ALS Vial : 52 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.12 10.27 ng 257054 1,4-Dichlorobenzene-d4 7.31
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 344 (5.119 min): BF079093.D (-342) (-) m/z 43.05 100.00%
43
59
5000
1 480 500 520 540
83 : : : :
0...,....,....,...37.','::..,5.33.-!-.,....,....,.-...,...:,|....,. m/z 59.10 58.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 TTrTTTT T T T T T T T T

480 5.00 5.20 5.40
59 m/z 101.10 18.75%

101
0 21 37| 53 ‘ 67 77 83 o1
R I B S L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e
57 4.80 500 5.20 5.40
5000 m/z 58.10 16.65%
29 101
o 15 37 51 73 83 95
T I T e O s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- |
59 4.80 5.00 5.20 5.40
m/z 41.10 8.70%
5000 41
69 87
15 \ 53 | 98
0.”,..”,..”,.”.,.”.,.”.,”..,”..,”..,”..“...“ D 0 D NS
m/z--> 10 20 60 70 80 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\BF050815\
Data File : BF079093.D

Aca On : 9 May 2015 21:22

Operator : TP/1Z

Sample : 62087-05

Misc :

ALS Vial : 52 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 unknown7.03 Concentration Rank 3

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

7.03 87.17 ng 2180760 1,4-Dichlorobenzene-d4 7.31
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 511 (7.027 min): BF079093.D (-509) (-) m/z 132.00 100.00%
132
5000 68
96 ISR S S I
40 54 28 | 106 J 6.60 6.80 7.00 7.20 7.40
0 AN W - N | A m/z 68.10 43.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 I AL UL I
6.60 6.80 7.00 7.20 7.40
2 51 m/z 134.00 32.36%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.0 7.40
5000 m/z 66.10 27 .30%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl IR e e e
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 17.42%
5000 og 116
| I u,m...“,.u..,”h..h, W .- 189 SN £ Y | IS
m/z--> 20 40 100 120 140 160 180 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\BF050815\
Data File : BF079093.D

Aca On : 9 May 2015 21:22

Operator : TP/1Z

Sample : 62087-05

Misc :

ALS Vial : 52 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 11 17-Pentatriacontene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.09 8.57 ng 352421 Chrysene-di12 16.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91
Abundance Scan 1304 (16.091 min): BF079093.D (-1301) (-) m/z 57.05 100.00%
57
83
5000
111
139 15.80 16.00 16.20 16.40
Ol 168 207 m/z 43.10 83.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 R R A A A
15.80 16.00 16.20 16.40
1 m/z 83.05 74.53%
o ‘M | || 139167 106224 267292 321 462 490
m/z--> 55 160 1%0 260 2%0 300 350 460 4%0 '
Abundance
43
83 R BN SN SUNRN B
15.80 16.00 16.20 16.40
5000 m/z 55.05 71.43%
111
139 182210
e L s U UL B U UL WL L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester B e e
4 15.80 16.00 16.20 16.40
69 m/z 97.10 68.82%
97
5000
0
m/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050815\
Data File : BF079093.D

Acq On : 9 May 2015 21:22

Operator : TP/1Z

Sample - G2087-05

Misc :

ALS Vial : 52 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]
Cyclopentane, met... 1.24 68.1 ng 1704360 1 7.31 500372 20.0
unknownl1 .50 1.50 304.8 ng 7624450 1 7.31 500372 20.0
Butane, 2-methoxy... 1.80 16.5 ng 412252 1 7.31 500372 20.0
2-Pentanone, 4-hy... 5.12 10.3 ng 257054 1 7.31 500372 20.0
unknown7 .03 7.03 87.2 ng 2180760 1 7.31 500372 20.0
17-Pentatriacontene 16.09 8.6 ng 352421 5 16.22 822341 20.0
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